This is a flat text file of the anion data base, as of 12/26/25 16:38:36

Ver 1.03

e- | electron

e  mw:0.001 Anion CAS: Z-183748-02-9 fg:1 cnt:1

HOF(AH)=  52.1/0.1  82WAG/EVA    |

DacidS=3.6/0.1 Stat |  S(A-)= 5.0/0.1 Acid |  S(AH)=27.4  82WAG/EVA

----

82WAG/EVA    Datum: HOF(A-)= p:9

DacidG(AH)= 314.0 H-TS DacidH(AH)= 313.6/0.1 A-AH

Using the "electron convention". Acid = H.

++++++++++++++++++++++++++++++++

Ag-

Ag  mw:106.906 Anion CAS: Z-19498-54-5 fg:1 cnt:35

HOF(A.)=  68.0/0.1  82WAG/EVA    | BDE(A-H)= 52.6/1.9  92ARM/SUN     

HOF(AH)=  67.5/1.9 R-DH          |

DacidS=17.0/3.0 Calc |  S(A-)=39.9/0.1 Stat |  S(AH)= | S(A.)=41.3  82WAG/EVA

----

98BIL/SCH    Datum: EA=1.30447(2) eV IRPD [10521.3(2) cm-1] | HOF(A-)=37.9/2.7 Acid p:9

DacidG(AH)= 331.0/2.2 H-TS| DacidH(AH)= 336.1/2.0 D-EA

Given: 10521.3(2) cm-1, or 1.30447(2) eV. Singlet anion to doublet neutral.

----

10WU_/QIN2   Datum: EA=1.304(28) eV SEVI p:8

----

73HOT/BEN    Datum: EA=1.302(7) eV LPES p:8

Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

----

92TAY/PET    Datum: EA=1.30(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag-s.za0]

M062X/Def2T|43.7   |335.1|330.1| 1.055|73.2   |68.0   |17.0|46.9 

++++++++++++++++++++++++++++++++

AuAlPtAg-

AgAlAuPt  mw:525.819 Anion CAS: Z-1466332-64-8 fg:21 cnt:10019

----

13ZHA/VIS    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.1(1) eV.

++++++++++++++++++++++++++++++++

AgMnOAl-

AgAlMnO  mw:204.820 Anion CAS: Z-1466332-62-6 fg:21 cnt:10018

----

13ZHA/VIS    Datum: EA=0.8(1) eV LPES p:8

Vertical Detachment Energy:1.1(1) eV.

++++++++++++++++++++++++++++++++

AgAu-.

AgAu  mw:303.872 Anion CAS: Z-66844-42-6 fg:19 cnt:5212

----

01NEG/NAK    Datum: EA=1.31(12) eV LPES p:8

Vertical Detachment Energy:1.43(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agau-d.za0]

M062X/Def2T|90.7   |     |     | 1.231|       |119.0  |    |     

++++++++++++++++++++++++++++++++

AgAuH-.

AgAuH  mw:304.880 Anion CAS: Z-1224701-57-8 fg:16 cnt:8761

----

12XIE/XIN2   Datum: EA=2.50(5) eV LPES p:9

Vertical Detachment Energy:2.55(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agauh-s.za0]

M062X/Def2T|84.3   |     |     | 2.133|       |133.8  |    |     

++++++++++++++++++++++++++++++++

AgHAu-.

AgAuH  mw:304.880 Anion CAS: Z-1224701-57-8 fg:16 cnt:8762

----

12XIE/XIN2   Datum: EA=1.96(2) eV LPES p:9

Vertical Detachment Energy:2.01(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aghau-s.za0]

M062X/Def2T|103.8  |     |     | 1.490|       |138.1  |    |     

++++++++++++++++++++++++++++++++

AgAu2-.

AgAu2  mw:500.839 Anion CAS: Z-66530-97-0 fg:19 cnt:5214

----

01NEG/NAK    Datum: EA=3.81(3) eV LPES p:8

Vertical Detachment Energy:3.86(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auagausl.za0]

M062X/Def2T|120.6  |     |     | 3.013|       |190.2  |    |     

++++++++++++++++++++++++++++++++

Au2AgH-.

AgAu2H  mw:501.847 Anion CAS: Z-1224701-60-3 fg:16 cnt:8764

----

12XIE/XIN2   Datum: EA=1.82(3) eV LPES p:9

Vertical Detachment Energy:1.93(2) eV.

++++++++++++++++++++++++++++++++

AgAu3-.

AgAu3  mw:697.805 Anion CAS: Z-373640-48-3 fg:19 cnt:5217

----

01NEG/NAK    Datum: EA=2.86(10) eV LPES p:8

Vertical Detachment Energy:3.00(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agau3-d.za0]

M062X/Def2T|181.6  |     |     | 2.609|       |241.7  |    |     

++++++++++++++++++++++++++++++++

AgAu6-

AgAu6  mw:1288.70 Anion CAS: Z-612490-47-8 fg:19 cnt:9822

----

10HUA/PAL    Datum: EA=3.45(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Thought to be planar isomer.

++++++++++++++++++++++++++++++++

AgAu7-

AgAu7  mw:1485.67 Anion CAS: Z-1221440-79-4 fg:19 cnt:9826

----

10HUA/PAL    Datum: EA=2.69(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Thought to be planar isomer.

++++++++++++++++++++++++++++++++

AgAu8-

AgAu8  mw:1682.64 Anion CAS: Z-1227277-28-2 fg:19 cnt:9830

----

10WAN/PAL    Datum: EA=3.75(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AgAu9-

AgAu9  mw:1879.61 Anion CAS: Z-1227277-29-3 fg:19 cnt:9832

----

10WAN/PAL    Datum: EA=3.82(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AgAu10-

AgAu10  mw:2076.57 Anion CAS: Z-1227277-30-6 fg:19 cnt:9834

----

10WAN/PAL    Datum: EA=3.67(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AgAu11-

AgAu11  mw:2273.54 Anion CAS: Z-1227277-31-7 fg:19 cnt:9836

----

10WAN/PAL    Datum: EA=3.08(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AgAu12-

AgAu12  mw:2470.50 Anion CAS: Z-1269661-20-2 fg:19 cnt:9841

----

11PAL/WAN    Datum: EA=4.07(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AgAu13-

AgAu13  mw:2667.47 Anion CAS: Z-1269661-21-3 fg:19 cnt:9843

----

11PAL/WAN    Datum: EA=2.95(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ag@Au14-

AgAu14  mw:2864.44 Anion CAS: Z-1269661-22-4 fg:19 cnt:9845

----

11PAL/WAN    Datum: EA=3.69(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ag@Au16-

AgAu16  mw:3258.37 Anion CAS: Z-1028343-67-0 fg:19 cnt:9838

----

11PAL/WAN    Datum: EA=4.23(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AgBO2-

AgBO2  mw:149.905 Anion CAS: Z-1637729-54-4 fg:17 cnt:8700

----

14KON/XU     Datum: EA=2.10(4) eV LPES p:8

Vertical Detachment Energy:2.39(4) eV.

++++++++++++++++++++++++++++++++

Ag(BO2)2-

AgB2O4  mw:192.904 Anion CAS: Z-1476035-97-8 fg:17 cnt:8702

----

14KON/XU     Datum: EA=6.20(4) eV LPES p:8

Vertical Detachment Energy:6.28(4) eV.

++++++++++++++++++++++++++++++++

AgBr-

AgBr  mw:185.824 Anion CAS: Z-254978-34-2 fg:14 cnt:8073

HOF(A.)=  27.8/0.3  05HIL/LAU    |

----

11WU_/XIE    Datum: EA=1.623(21) eV SEVI | HOF(A-)=-9.6/0.6 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agbr-d.za0]

M062X/Def2T|-6.1   |     |     | 1.546|       |29.4   |    |     

++++++++++++++++++++++++++++++++

AgCl-

AgCl  mw:141.874 Anion CAS: Z-956578-22-6 fg:11 cnt:8072

HOF(A.)=  21.3/2.0  02BIN/MIL    |

----

11WU_/XIE    Datum: EA=1.593(22) eV SEVI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agcl-d.za0]

M062X/Def2T|-9.6   |     |     | 1.494|       |24.8   |    |     

++++++++++++++++++++++++++++++++

AgCu-

AgCu  mw:169.835 Anion CAS: Z-123988-82-9 fg:19 cnt:10911

----

12XIE/LI     Datum: EA=0.93(1) eV LPES p:8

Vertical Detachment Energy:0.96(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agcu-d.za0]

M062X/Def2T|94.4   |     |     | 0.832|       |113.6  |    |     

++++++++++++++++++++++++++++++++

AgCuH-

AgCuH  mw:170.843 Anion CAS: Z-1423121-34-9 fg:16 cnt:10926

----

13XIE/LI 2   Datum: EA=2.43(5) eV PVMI p:8

Vertical Detachment Energy:2.50(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agcuh-s.za0]

M062X/Def2T|83.5   |     |     | 2.214|       |134.9  |    |     

++++++++++++++++++++++++++++++++

AgCu2-

AgCu2  mw:232.765 Anion CAS: Z-124565-82-8 fg:19 cnt:10912

----

12XIE/LI     Datum: EA=<2.32(10) eV LPES p:8

Vertical Detachment Energy:2.39(5) eV.

++++++++++++++++++++++++++++++++

AgF-

AgF  mw:125.904 Anion CAS: Z-956578-09-9 fg:8 cnt:8705

HOF(A.)=   4.8/1.0  06HIL/LAU    |

----

14DAO/MAB    Datum: EA=1.46(1) eV LPES | HOF(A-)=-28.9/1.0 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agf-d.za0]

M062X/Def2T|-19.5  |     |     | 1.359|       |11.7   |    |     

++++++++++++++++++++++++++++++++

AgH-

AgH  mw:107.913 Anion CAS: Z-1380413-50-2 fg:3 cnt:8181

HOF(A.)=  64.3/0.9  05LER/APP    |

----

12XIE/XIN    Datum: EA=0.57(3) eV LPES | HOF(A-)=51.2/1.1 R-EA p:9

Vertical Detachment Energy:0.57(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agh-d.za0]

M062X/Def2T|62.2   |     |     | 0.478|       |73.2   |    |     

++++++++++++++++++++++++++++++++

AgOH-

AgHO  mw:123.908 Anion CAS: Z-1308293-26-6 fg:16 cnt:9933

----

19ZHA/QIN    Datum: EA=1.177(15) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agoh-d.za0]

M062X/Def2T|3.8    |     |     | 1.070|       |28.4   |    |     

++++++++++++++++++++++++++++++++

AgSH-

AgHS  mw:139.886 Anion CAS: Z-2124229-82-7 fg:16 cnt:9934

----

19ZHA/QIN    Datum: EA=1.193(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agsh-d.za0]

M062X/Def2T|21.7   |     |     | 1.187|       |48.9   |    |     

++++++++++++++++++++++++++++++++

AgNH2-

AgH2N  mw:122.924 Anion CAS: Z-943920-35-2 fg:16 cnt:6906

----

07SOB/CAS    Datum: EA=1.23(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agnh2-d.za0]

M062X/Def2T|59.0   |     |     | 0.794|       |77.2   |    |     

++++++++++++++++++++++++++++++++

Ag(H2O)-

AgH2O  mw:124.916 Anion CAS: Z-1308293-22-2 fg:16 cnt:9867

----

18LIU/MIL    Datum: EA=1.600(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agoh2-s.za0]

M062X/Def2T|-20.7  |     |     | 1.376|       |11.2   |    |     

++++++++++++++++++++++++++++++++

HAgSH-

AgH2S  mw:140.893 Anion CAS: Z-1590411-37-2 fg:16 cnt:11075

----

14QIN/LIU    Datum: EA=3.669(10) eV LPES p:8

Vertical Detachment Energy:3.810(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hagsh.za0]

M062X/Def2T|4.1    |     |     | 3.471|       |84.1   |    |     

++++++++++++++++++++++++++++++++

Ag(NH2)2-

AgH4N2  mw:138.943 Anion CAS: Z-795251-99-9 fg:16 cnt:6908

----

07SOB/CAS    Datum: EA=1.85(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agnh22-s.za0]

M062X/Def2T|38.4   |     |     | 2.427|       |94.3   |    |     

++++++++++++++++++++++++++++++++

AgI-

AgI  mw:233.810 Anion CAS: Z-956578-59-9 fg:14 cnt:8074

HOF(A.)=  33.4/1.0  06HIL/LAU    |

----

11WU_/XIE    Datum: EA=1.603(22) eV SEVI | HOF(A-)=-3.6/1.1 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agi-d.za0]

M062X/Def2T|2.7    |     |     | 1.582|       |39.1   |    |     

++++++++++++++++++++++++++++++++

NiAg-

AgNi  mw:164.841 Anion CAS: Z-175412-13-2 fg:19 cnt:4105

----

96DIX/GUN    Datum: EA=0.979(10) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agni-t.za0]

M062X/Def2T|118.4  |     |     | 0.841|       |137.8  |    |     

++++++++++++++++++++++++++++++++

AgNi2-

AgNi2  mw:222.776 Anion CAS: Z-175412-15-4 fg:19 cnt:4107

----

96DIX/GUN    Datum: EA=2.39(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Authors indicate poor Franck-Condon overlap.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agnini-t.za0]

M062X/Def2T|176.1  |     |     | 1.903|       |220.0  |    |     

++++++++++++++++++++++++++++++++

AgO-

AgO  mw:122.901 Anion CAS: Z-35366-11-1 fg:5 cnt:10848

HOF(A.)=  81.0/0.3  15COO/KAR    |

----

02AND/GIA    Datum: EA=1.654(2) eV LPES | HOF(A-)=42.8/0.3 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ago-s.za0]

M062X/Def2T|68.0   |     |     | 0.810|       |86.7   |    |     

++++++++++++++++++++++++++++++++

PbAg-.

AgPb  mw:314.882 Anion CAS: Z-770719-96-5 fg:19 cnt:7257

----

09LIU/LI     Datum: EA=1.27(10) eV LPES p:8

Vertical Detachment Energy:1.40(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agpb-t.za0]

M062X/Def2T|51.5   |     |     | 1.520|       |86.5   |    |     

++++++++++++++++++++++++++++++++

Pb2Ag-.

AgPb2  mw:522.859 Anion CAS: Z-1133012-67-5 fg:19 cnt:7258

----

09LIU/LI     Datum: EA=1.68(10) eV LPES p:8

Vertical Detachment Energy:1.85(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pb2ag-s.za0]

M062X/Def2T|59.9   |     |     | 1.362|       |91.4   |    |     

++++++++++++++++++++++++++++++++

Pb3Ag-.

AgPb3  mw:730.836 Anion CAS: Z-1133012-68-6 fg:19 cnt:7259

----

09LIU/LI     Datum: EA=2.24(10) eV LPES p:8

Vertical Detachment Energy:2.33(10) eV.

++++++++++++++++++++++++++++++++

Pb4Ag-.

AgPb4  mw:938.812 Anion CAS: Z-1133012-69-7 fg:19 cnt:7260

----

09LIU/LI     Datum: EA=1.96(10) eV LPES p:8

Vertical Detachment Energy:2.14(10) eV.

++++++++++++++++++++++++++++++++

Ag@Pb5-

AgPb5  mw:1146.79 Anion CAS: Z-1396641-22-7 fg:19 cnt:10914

----

13ZHA/XIE    Datum: EA=2.42(4) eV PVMI p:8

Vertical Detachment Energy:2.49(4) eV.

----

12XIE/QIN    Datum: EA=2.49(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ag@Pb6-

AgPb6  mw:1354.77 Anion CAS: Z-1396641-26-1 fg:19 cnt:10915

----

12XIE/QIN    Datum: EA=2.23(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ag@Pb7-

AgPb7  mw:1562.74 Anion CAS: Z-1396641-29-4 fg:19 cnt:10916

----

12XIE/QIN    Datum: EA=2.47(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ag@Pb8-

AgPb8  mw:1770.72 Anion CAS: Z-1396641-32-9 fg:19 cnt:10917

----

12XIE/QIN    Datum: EA=2.79(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ag@Pb9-

AgPb9  mw:1978.69 Anion CAS: Z-1396641-35-2 fg:19 cnt:10918

----

12XIE/QIN    Datum: EA=3.01(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ag@Pb10-

AgPb10  mw:2186.67 Anion CAS: Z-1326731-26-3 fg:19 cnt:10919

----

12XIE/QIN    Datum: EA=2.95(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ag@Pb11-

AgPb11  mw:2394.65 Anion CAS: Z-1396641-40-9 fg:19 cnt:10920

----

12XIE/QIN    Datum: EA=2.85(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ag@Pb12-

AgPb12  mw:2602.62 Anion CAS: Z-1396641-43-2 fg:19 cnt:10921

----

12XIE/QIN    Datum: EA=3.18(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AgS-

AgS  mw:138.878 Anion CAS: Z-135815-29-1 fg:19 cnt:7438 BDE(A-H)= 50.9/3.5  72SMO/VAN     

----

97NAK/KAW    Datum: EA=1.92(4) eV LPES p:9

DacidH(AH)= 320.2/2.8 D-EA

Vertical Detachment Energy:2.07(2) eV.

----

96NAK/TAG3   Datum: EA=2.09(3) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ags-s.za0]

M062X/Def2T|45.2   |356.7|350.7| 1.727|53.2   |85.1   |20.0|84.0 

++++++++++++++++++++++++++++++++

AgS2-

AgS2  mw:170.850 Anion CAS: Z-135815-32-6 fg:19 cnt:7439

----

97NAK/KAW    Datum: EA=1.40(10) eV LPES p:9

Vertical Detachment Energy:1.90(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agss-lt.za0]

M062X/Def2T|36.9   |     |     | 1.587|       |73.3   |    |     

++++++++++++++++++++++++++++++++

AgS3-

AgS3  mw:202.822 Anion CAS: Z-135815-06-4 fg:19 cnt:7440

----

97NAK/KAW    Datum: EA=1.02(7) eV LPES p:9

Vertical Detachment Energy:1.30(11) eV.

++++++++++++++++++++++++++++++++

AgS4-

AgS4  mw:234.794 Anion CAS: Z-135815-09-7 fg:19 cnt:7444

----

97NAK/KAW    Datum: EA=1.36(27) eV LPES p:9

Vertical Detachment Energy:1.99(18) eV.

++++++++++++++++++++++++++++++++

AgSi3-

AgSi3  mw:190.836 Anion CAS: Z-1446406-26-3 fg:19 cnt:9241

----

13KON/DEN    Datum: EA=2.54(8) eV LPES p:8

Vertical Detachment Energy:2.82(8) eV.

++++++++++++++++++++++++++++++++

AgSi4-

AgSi4  mw:218.813 Anion CAS: Z-1446406-27-4 fg:19 cnt:9242

----

13KON/DEN    Datum: EA=2.44(8) eV LPES p:8

Vertical Detachment Energy:2.61(8) eV.

++++++++++++++++++++++++++++++++

AgSi5-

AgSi5  mw:246.790 Anion CAS: Z-1446406-28-5 fg:19 cnt:9243

----

13KON/DEN    Datum: EA=2.85(8) eV LPES p:8

Vertical Detachment Energy:3.09(8) eV.

++++++++++++++++++++++++++++++++

AgSi6-

AgSi6  mw:274.767 Anion CAS: Z-1446406-29-6 fg:19 cnt:9244

----

13KON/DEN    Datum: EA=2.32(8) eV LPES p:8

Vertical Detachment Energy:2.52(8) eV.

++++++++++++++++++++++++++++++++

AgSi7-

AgSi7  mw:302.744 Anion CAS: Z-1446406-30-9 fg:19 cnt:9245

----

13KON/DEN    Datum: EA=2.85(8) eV LPES p:8

Vertical Detachment Energy:3.14(8) eV.

++++++++++++++++++++++++++++++++

AgSi8-

AgSi8  mw:330.721 Anion CAS: Z-1446406-31-0 fg:19 cnt:9246

----

13KON/DEN    Datum: EA=3.02(8) eV LPES p:8

Vertical Detachment Energy:3.48(8) eV.

++++++++++++++++++++++++++++++++

AgSi9-

AgSi9  mw:358.698 Anion CAS: Z-1446406-32-1 fg:19 cnt:9247

----

13KON/DEN    Datum: EA=3.26(8) eV LPES p:8

Vertical Detachment Energy:3.67(8) eV.

++++++++++++++++++++++++++++++++

AgSi10-

AgSi10  mw:386.675 Anion CAS: Z-1446406-34-3 fg:19 cnt:9248

----

13KON/DEN    Datum: EA=3.09(8) eV LPES p:8

Vertical Detachment Energy:3.30(8) eV.

++++++++++++++++++++++++++++++++

AgSi11-

AgSi11  mw:414.652 Anion CAS: Z-1446406-37-6 fg:19 cnt:9249

----

13KON/DEN    Datum: EA=3.1(2) eV LPES p:8

Vertical Detachment Energy:3.2(2) eV.

++++++++++++++++++++++++++++++++

AgSi12-

AgSi12  mw:442.629 Anion CAS: Z-1446406-39-8 fg:19 cnt:9250

----

13KON/DEN    Datum: EA=3.4(2) eV LPES p:8

Vertical Detachment Energy:3.4(2) eV.

++++++++++++++++++++++++++++++++

Ag2-

Ag2  mw:213.811 Anion CAS: Z-53262-60-5 fg:2 cnt:3606

HOF(A.)=  98.0/0.9  93RAN/SCH    |

----

95HAN/CHA    Datum: EA=1.10(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

90HO_/ERV    Datum: EA=1.06(2) eV LPES | HOF(A-)=73.6/8.2  p:8

DaffH(AH)=  32.4/8.2 A-IN

The stated EA is the Vertical Detachment Energy.

----

90GAN/GAU    Datum: EA=1.00(20) eV LPES p:7

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

90GAN/COX    Datum: EA=0() eV [ eV] p:7

----

92TAY/PET    Datum: EA=1.35(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag2-d.za0]

M062X/Def2T|81.4   |     |     | 0.963|       |103.6  |    |     

++++++++++++++++++++++++++++++++

Ag2Au-.

Ag2Au  mw:410.777 Anion CAS: Z-66530-87-8 fg:19 cnt:5213

----

01NEG/NAK    Datum: EA=2.84(9) eV LPES p:8

Vertical Detachment Energy:2.97(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag2au-sl.za0]

M062X/Def2T|114.2  |     |     | 2.488|       |171.6  |    |     

++++++++++++++++++++++++++++++++

AuAg2H-.

Ag2AuH  mw:411.785 Anion CAS: Z-1224701-59-0 fg:16 cnt:8763

----

12XIE/XIN2   Datum: EA=1.49(4) eV LPES p:9

Vertical Detachment Energy:1.58(4) eV.

++++++++++++++++++++++++++++++++

Ag2Au2-.

Ag2Au2  mw:607.744 Anion CAS: Z-66530-98-1 fg:20 cnt:5216

----

01NEG/NAK    Datum: EA=1.46(4) eV LPES p:8

Vertical Detachment Energy:1.62(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag2au2-d.za0]

M062X/Def2T|168.6  |     |     | 1.483|       |202.6  |    |     

++++++++++++++++++++++++++++++++

Ag2BO2-

Ag2BO2  mw:256.810 Anion CAS: Z-1637729-56-6 fg:17 cnt:8701

----

14KON/XU     Datum: EA=3.59(4) eV LPES p:8

Vertical Detachment Energy:3.77(4) eV.

++++++++++++++++++++++++++++++++

Ag2(BO2)2-

Ag2B2O4  mw:299.809 Anion CAS: Z-1637729-58-8 fg:17 cnt:8703

----

14KON/XU     Datum: EA=2.87(4) eV LPES p:8

Vertical Detachment Energy:3.32(4) eV.

++++++++++++++++++++++++++++++++

Ag2Cu-

Ag2Cu  mw:276.740 Anion CAS: Z-123988-90-9 fg:19 cnt:10913

----

12XIE/LI     Datum: EA=<2.34(10) eV LPES p:8

Vertical Detachment Energy:2.41(5) eV.

++++++++++++++++++++++++++++++++

(AgF)2-

Ag2F2  mw:251.808 Anion CAS: Z-1017903-89-7 fg:9 cnt:7015

----

08RAB/BON    Datum: EA=2.50(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ag2H-

Ag2H  mw:214.819 Anion CAS: Z-623927-26-4 fg:4 cnt:8182

----

12XIE/XIN    Datum: EA=2.56(5) eV LPES p:9

Vertical Detachment Energy:2.60(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag2h-s.za0]

M062X/Def2T|76.6   |     |     | 2.262|       |128.8  |    |     

++++++++++++++++++++++++++++++++

Ag2Ni-

Ag2Ni  mw:271.746 Anion CAS: Z-175412-14-3 fg:19 cnt:4106

----

96DIX/GUN    Datum: EA=2.37(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agniag-d.za0]

M062X/Def2T|140.7  |     |     | 2.084|       |188.7  |    |     

++++++++++++++++++++++++++++++++

Ag2S3-

Ag2S3  mw:309.727 Anion CAS: Z-135931-94-1 fg:20 cnt:7441

----

97NAK/KAW    Datum: EA=2.72(5) eV LPES p:9

Vertical Detachment Energy:3.05(23) eV.

++++++++++++++++++++++++++++++++

Ag2S4-

Ag2S4  mw:341.699 Anion CAS: Z-135931-92-9 fg:20 cnt:7445

----

97NAK/KAW    Datum: EA=2.73(12) eV LPES p:9

Vertical Detachment Energy:3.19(4) eV.

++++++++++++++++++++++++++++++++

Ag2S5-

Ag2S5  mw:373.671 Anion CAS: Z-146280-50-4 fg:20 cnt:7448

----

97NAK/KAW    Datum: EA=2.91(10) eV LPES p:9

Vertical Detachment Energy:3.26(10) eV.

++++++++++++++++++++++++++++++++

Ag3-

Ag3  mw:320.716 Anion CAS: Z-66525-32-4 fg:2 cnt:2776

----

90HO_/ERV    Datum: EA=2.36(1) eV LPES p:9

Vertical Detachment Energy:2.43(1) eV. See also 25SUZ/NIS.

----

22HOR/MIN    Datum: EA=2.40(1) eV LPEI p:8

The stated EA is the Vertical Detachment Energy.

----

95HAN/CHA    Datum: EA=2.43(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

99SPA/LEE    Datum: DaffH= 53.3/2.3 CIDT | HOF(A-)=14.7/2.3 AfIN p:7

For loss of Ag-; Ag2- loss is 0.30 eV higher.

----

90GAN/COX    Datum: EA=<2.44 eV LPD  p:7

Not 0-0 transition, poor Franck-Condon overlap.

----

92TAY/PET    Datum: EA=2.66(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.27(10) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.43(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag3-s.za0]

M062X/Def2T|107.0  |     |     | 2.055|       |154.5  |    |     

++++++++++++++++++++++++++++++++

Ag3Au-.

Ag3Au  mw:517.682 Anion CAS: Z-66530-88-9 fg:19 cnt:5215

----

01NEG/NAK    Datum: EA=1.46(5) eV LPES p:8

Vertical Detachment Energy:1.66(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag3au-d.za0]

M062X/Def2T|159.1  |     |     | 1.875|       |202.3  |    |     

++++++++++++++++++++++++++++++++

Ag3(BO2)2-

Ag3B2O4  mw:406.714 Anion CAS: Z-1637729-60-2 fg:17 cnt:8704

----

14KON/XU     Datum: EA=3.79(4) eV LPES p:8

Vertical Detachment Energy:4.17(4) eV.

++++++++++++++++++++++++++++++++

(AgF)3-

Ag3F3  mw:377.711 Anion CAS: Z-1017903-92-2 fg:9 cnt:7016

----

08RAB/BON    Datum: EA=2.28(15) eV LPES p:9

++++++++++++++++++++++++++++++++

Ag3H-

Ag3H  mw:321.724 Anion CAS: Z-1380316-15-3 fg:4 cnt:8183

----

12XIE/XIN    Datum: EA=1.61(9) eV LPES p:9

Vertical Detachment Energy:1.72(9) eV.

++++++++++++++++++++++++++++++++

Ag3S3-

Ag3S3  mw:416.632 Anion CAS: Z-138608-22-7 fg:20 cnt:7442

----

97NAK/KAW    Datum: EA=2.72(24) eV LPES p:9

Vertical Detachment Energy:3.21(13) eV.

++++++++++++++++++++++++++++++++

Ag3S4-

Ag3S4  mw:448.604 Anion CAS: Z-135932-29-5 fg:20 cnt:7446

----

97NAK/KAW    Datum: EA=3.07(49) eV LPES p:9

Vertical Detachment Energy:3.62(9) eV.

++++++++++++++++++++++++++++++++

Ag3S5-

Ag3S5  mw:480.576 Anion CAS: Z-146349-57-7 fg:20 cnt:7449

----

97NAK/KAW    Datum: EA=3.18(15) eV LPES p:9

Vertical Detachment Energy:3.17(7) eV.

++++++++++++++++++++++++++++++++

Ag4-

Ag4  mw:427.621 Anion CAS: Z-12595-28-7 fg:2 cnt:2777

----

95HAN/CHA    Datum: EA=1.63(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

90HO_/ERV    Datum: EA=1.51(10) eV LPES p:8

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.65(5) eV.

----

99SPA/LEE    Datum: DaffH= 31.4/5.5 CIDT p:7

For Ag3- loss; Ag2- loss ca. 0.3 eV higher.

----

92TAY/PET    Datum: EA=2.01(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=1.53(10) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.71(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag4-d.za0]

M062X/Def2T|150.5  |     |     | 1.629|       |188.0  |    |     

++++++++++++++++++++++++++++++++

(AgF)4-

Ag4F4  mw:503.615 Anion CAS: Z-1017903-94-4 fg:9 cnt:7017

----

08RAB/BON    Datum: EA=2.1(1) eV LPES p:9

++++++++++++++++++++++++++++++++

Ag4S3-

Ag4S3  mw:523.537 Anion CAS: Z-135953-64-9 fg:20 cnt:7443

----

97NAK/KAW    Datum: EA=3.17(20) eV LPES p:9

Vertical Detachment Energy:3.52(7) eV.

++++++++++++++++++++++++++++++++

Ag4S4-

Ag4S4  mw:555.509 Anion CAS: Z-138608-23-8 fg:20 cnt:7447

----

97NAK/KAW    Datum: EA=3.28(3) eV LPES p:9

Vertical Detachment Energy:3.64(3) eV.

++++++++++++++++++++++++++++++++

Ag4S5-

Ag4S5  mw:587.481 fg:20 cnt:7450

----

97NAK/KAW    Datum: EA=3.18(17) eV LPES p:9

++++++++++++++++++++++++++++++++

Ag5-

Ag5  mw:534.526 Anion CAS: Z-12595-31-2 fg:2 cnt:2778

----

95HAN/CHA    Datum: EA=2.12(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

99SPA/LEE    Datum: DaffH= 42.4/4.6 CIDT p:8

For Ag3- loss; Ag4- loss ca. 0.29 eV higher.

----

90HO_/ERV    Datum: EA=1.98(5) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.11(5) eV.

----

92TAY/PET    Datum: EA=2.40(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=1.30(30) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.1(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag5-w.za0]

M062X/Def2T|178.5  |     |     | 1.932|       |222.9  |    |     

++++++++++++++++++++++++++++++++

(AgF)5-

Ag5F5  mw:629.518 Anion CAS: Z-1017903-96-6 fg:9 cnt:7018

----

08RAB/BON    Datum: EA=2.25(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ag6-

Ag6  mw:641.431 Anion CAS: Z-12595-32-3 fg:2 cnt:2779

----

95HAN/CHA    Datum: EA=2.08(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

99SPA/LEE    Datum: DaffH= 40.6/13.8 CIDT p:8

For Ag4- loss; Ag5- loss ca. 0.05 eV higher.

----

90HO_/ERV    Datum: EA=1.92(10) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.06(5) eV.

----

92TAY/PET    Datum: EA=2.14(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=1.75(20) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.05(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag6-trid.zz0]

M062X/Def2T|218.9  |     |     | 1.252|       |247.6  |    |     

++++++++++++++++++++++++++++++++

(AgF)6-

Ag6F6  mw:755.422 Anion CAS: Z-1017903-98-8 fg:9 cnt:7019

----

08RAB/BON    Datum: EA=2.2(1) eV LPES p:9

++++++++++++++++++++++++++++++++

Ag7-

Ag7  mw:748.336 Anion CAS: Z-12595-33-4 fg:2 cnt:2780

----

95HAN/CHA    Datum: EA=2.60(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

22HOR/MIN    Datum: EA=2.56(3) eV LPEI p:8

The stated EA is the Vertical Detachment Energy.

----

99SPA/LEE    Datum: DaffH= 63.0/2.3 CIDT p:8

For Ag6- loss; Ag5- loss comparable.

----

99SHI/SPA    Datum: DaffH= 57.2/1.8 PDis p:8

----

90HO_/ERV    Datum: EA=2.30(10) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.55(10) eV.

----

92TAY/PET    Datum: EA=2.90(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.20(15) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.6(1) eV.

++++++++++++++++++++++++++++++++

Ag8-

Ag8  mw:855.241 Anion CAS: Z-12595-34-5 fg:2 cnt:2781

----

95HAN/CHA    Datum: EA=1.61(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

99SPA/LEE    Datum: DaffH= 41.5/3.2 CIDT p:8

For Ag7- loss as sole channel.

----

99SHI/SPA    Datum: DaffH= 38.1/0.9 PDis p:8

----

90HO_/ERV    Datum: EA=1.48(10) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.65(5) eV.

----

92TAY/PET    Datum: EA=1.98(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=1.50(10) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.62(10) eV.

++++++++++++++++++++++++++++++++

Ag9-

Ag9  mw:962.146 Anion CAS: Z-12595-35-6 fg:2 cnt:2782

----

95HAN/CHA    Datum: EA=2.45(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

99SPA/LEE    Datum: DaffH= 54.9/2.3 CIDT p:8

For Ag7- loss; Ag8- loss ca. 0.07 eV higher.

----

99SHI/SPA    Datum: DaffH= 52.4/1.8 PDis p:8

----

90HO_/ERV    Datum: EA=2.32(10) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.48(10) eV.

----

92TAY/PET    Datum: EA=2.54(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.10(25) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.48(10) eV.

++++++++++++++++++++++++++++++++

Ag10-

Ag10  mw:1069.05 Anion CAS: Z-12595-36-7 fg:2 cnt:2783

----

95HAN/CHA    Datum: EA=2.13(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

99SPA/LEE    Datum: DaffH= 44.7/3.7 CIDT p:8

For Ag9- loss as sole channel.

----

99SHI/SPA    Datum: DaffH= 42.0/0.9 PDis p:8

----

90HO_/ERV    Datum: EA=2.03(10) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.16(5) eV.

----

92TAY/PET    Datum: EA=2.19(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.00(10) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.1(1) eV.

++++++++++++++++++++++++++++++++

Ag11-

Ag11  mw:1175.96 Anion CAS: Z-12595-37-8 fg:2 cnt:3655

----

95HAN/CHA    Datum: EA=2.18(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

99SPA/LEE    Datum: DaffH= 57.0/2.3 CIDT p:8

For Ag10- loss; Ag9- loss comparable.

----

99SHI/SPA    Datum: DaffH= 54.9/1.8 PDis p:8

----

92TAY/PET    Datum: EA=2.64(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.10(20) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.51(10) eV.

++++++++++++++++++++++++++++++++

Ag12-

Ag12  mw:1282.86 Anion CAS: Z-12595-38-9 fg:2 cnt:3656

----

95HAN/CHA    Datum: EA=2.18(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=2.26(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.00(10) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.12(10) eV.

++++++++++++++++++++++++++++++++

Ag12Nb-

Ag12Nb  mw:1375.77 Anion CAS: N-199656-69-4 fg:19 cnt:11653

----

24SUZ/MAT    Datum: EA=3.02(2) eV LPEI p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag12nb.zz0]

M062X/Def2T|445.7  |     |     | 2.154|       |495.5  |    |     

++++++++++++++++++++++++++++++++

Ag12Ta-

Ag12Ta  mw:1463.81 Anion CAS: N-1082056-01-6 fg:19 cnt:11654

----

24SUZ/MAT    Datum: EA=3.00(4) eV LPEI p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag12ta.zz0]

M062X/Def2T|466.5  |     |     | 2.254|       |518.6  |    |     

++++++++++++++++++++++++++++++++

Ag12V-

Ag12V  mw:1333.81 Anion CAS: N-199656-55-8 fg:19 cnt:11652

----

24SUZ/MAT    Datum: EA=2.88(2) eV LPEI p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ag12v.zz0]

M062X/Def2T|506.8  |     |     |      |       |       |    |     

++++++++++++++++++++++++++++++++

Ag13-

Ag13  mw:1389.77 Anion CAS: Z-12595-39-0 fg:2 cnt:3657

----

95HAN/CHA    Datum: EA=2.10(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=2.95(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.10(15) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.94(10) eV.

++++++++++++++++++++++++++++++++

Ag14-

Ag14  mw:1496.67 Anion CAS: Z-12595-40-3 fg:2 cnt:3658

----

22HOR/MIN    Datum: EA=2.09(3) eV LPEI p:8

The stated EA is the Vertical Detachment Energy.

----

95HAN/CHA    Datum: EA=2.12(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=2.14(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=1.95(10) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.12(10) eV.

++++++++++++++++++++++++++++++++

Ag15-

Ag15  mw:1603.58 Anion CAS: Z-12595-41-4 fg:2 cnt:3659

----

95HAN/CHA    Datum: EA=2.58(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=2.64(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.05(20) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.65(10) eV.

++++++++++++++++++++++++++++++++

Ag16-

Ag16  mw:1710.48 Anion CAS: Z-12595-42-5 fg:2 cnt:3660

----

95HAN/CHA    Datum: EA=2.45(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=2.90(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.25(20) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.48(10) eV.

++++++++++++++++++++++++++++++++

Ag17-

Ag17  mw:1817.39 Anion CAS: Z-12595-43-6 fg:2 cnt:3661

----

95HAN/CHA    Datum: EA=3.12(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.23(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag18-

Ag18  mw:1924.29 Anion CAS: Z-12595-44-7 fg:2 cnt:3662

----

95HAN/CHA    Datum: EA=2.58(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=2.66(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.35(10) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.56(10) eV.

++++++++++++++++++++++++++++++++

Ag19-

Ag19  mw:2031.20 Anion CAS: Z-12595-45-8 fg:2 cnt:3663

----

95HAN/CHA    Datum: EA=2.84(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.00(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.50(20) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.86(10) eV.

++++++++++++++++++++++++++++++++

Ag20-

Ag20  mw:2138.10 Anion CAS: Z-12595-46-9 fg:2 cnt:3664

----

95HAN/CHA    Datum: EA=2.31(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=2.48(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=1.90(10) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.33(10) eV.

++++++++++++++++++++++++++++++++

Ag21-

Ag21  mw:2245.01 Anion CAS: Z-12595-47-0 fg:2 cnt:3665

----

95HAN/CHA    Datum: EA=2.84(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=2.95(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90GAN/GAU    Datum: EA=2.20(20) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.32(10) eV.

++++++++++++++++++++++++++++++++

Ag22-

Ag22  mw:2351.91 Anion CAS: Z-12595-48-1 fg:2 cnt:3708

----

92TAY/PET    Datum: EA=2.64(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag23-

Ag23  mw:2458.82 Anion CAS: Z-12595-49-2 fg:2 cnt:3709

----

92TAY/PET    Datum: EA=2.52(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag24-

Ag24  mw:2565.72 Anion CAS: Z-12595-50-5 fg:2 cnt:3710

----

92TAY/PET    Datum: EA=2.31(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag25-

Ag25  mw:2672.63 Anion CAS: Z-12595-51-6 fg:2 cnt:3711

----

92TAY/PET    Datum: EA=2.90(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag26-

Ag26  mw:2779.53 Anion CAS: Z-140855-63-6 fg:2 cnt:3712

----

92TAY/PET    Datum: EA=2.54(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag27-

Ag27  mw:2886.44 Anion CAS: Z-12595-53-8 fg:2 cnt:3713

----

92TAY/PET    Datum: EA=2.54(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag28-

Ag28  mw:2993.34 Anion CAS: Z-12595-54-9 fg:2 cnt:3714

----

92TAY/PET    Datum: EA=2.85(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag29-

Ag29  mw:3100.25 Anion CAS: Z-12595-55-0 fg:2 cnt:3715

----

92TAY/PET    Datum: EA=2.75(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag30-

Ag30  mw:3207.15 Anion CAS: Z-12595-56-1 fg:2 cnt:3716

----

92TAY/PET    Datum: EA=2.95(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag31-

Ag31  mw:3314.06 Anion CAS: Z-140855-64-7 fg:2 cnt:3717

----

92TAY/PET    Datum: EA=3.10(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag32-

Ag32  mw:3420.96 Anion CAS: Z-140855-65-8 fg:2 cnt:3718

----

92TAY/PET    Datum: EA=3.20(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag33-

Ag33  mw:3527.87 Anion CAS: Z-140855-66-9 fg:2 cnt:3719

----

92TAY/PET    Datum: EA=2.77(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag34-

Ag34  mw:3634.77 Anion CAS: Z-140855-67-0 fg:2 cnt:3720

----

92TAY/PET    Datum: EA=2.64(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag35-

Ag35  mw:3741.68 Anion CAS: Z-140855-68-1 fg:2 cnt:3721

----

92TAY/PET    Datum: EA=2.85(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag36-

Ag36  mw:3848.58 Anion CAS: Z-140855-69-2 fg:2 cnt:3722

----

92TAY/PET    Datum: EA=2.64(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag37-

Ag37  mw:3955.49 Anion CAS: Z-140855-70-5 fg:2 cnt:3723

----

92TAY/PET    Datum: EA=2.82(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag38-

Ag38  mw:4062.39 Anion CAS: Z-140855-71-6 fg:2 cnt:3724

----

92TAY/PET    Datum: EA=2.82(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag39-

Ag39  mw:4169.30 Anion CAS: Z-140855-72-7 fg:2 cnt:3725

----

92TAY/PET    Datum: EA=2.85(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag40-

Ag40  mw:4276.20 Anion CAS: Z-140855-73-8 fg:2 cnt:3726

----

92TAY/PET    Datum: EA=2.73(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag41-

Ag41  mw:4383.11 Anion CAS: Z-140855-74-9 fg:2 cnt:3727

----

92TAY/PET    Datum: EA=2.98(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag42-

Ag42  mw:4490.01 Anion CAS: Z-140855-75-0 fg:2 cnt:3728

----

92TAY/PET    Datum: EA=2.98(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag43-

Ag43  mw:4596.92 Anion CAS: Z-140855-76-1 fg:2 cnt:3729

----

92TAY/PET    Datum: EA=2.93(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag44-

Ag44  mw:4703.82 Anion CAS: Z-140855-77-2 fg:2 cnt:3730

----

92TAY/PET    Datum: EA=2.85(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag45-

Ag45  mw:4810.73 Anion CAS: Z-140855-78-3 fg:2 cnt:3731

----

92TAY/PET    Datum: EA=2.82(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag46-

Ag46  mw:4917.64 Anion CAS: Z-140855-79-4 fg:2 cnt:3732

----

92TAY/PET    Datum: EA=3.05(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag47-

Ag47  mw:5024.54 Anion CAS: Z-140855-80-7 fg:2 cnt:3733

----

92TAY/PET    Datum: EA=3.05(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag48-

Ag48  mw:5131.44 Anion CAS: Z-140855-81-8 fg:2 cnt:3734

----

92TAY/PET    Datum: EA=3.08(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag49-

Ag49  mw:5238.35 Anion CAS: Z-140855-82-9 fg:2 cnt:3735

----

92TAY/PET    Datum: EA=2.73(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag50-

Ag50  mw:5345.26 Anion CAS: Z-140855-83-0 fg:2 cnt:3736

----

92TAY/PET    Datum: EA=2.80(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag51-

Ag51  mw:5452.16 Anion CAS: Z-140855-84-1 fg:2 cnt:3737

----

92TAY/PET    Datum: EA=2.82(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag52-

Ag52  mw:5559.06 Anion CAS: Z-140855-85-2 fg:2 cnt:3738

----

92TAY/PET    Datum: EA=2.92(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag53-

Ag53  mw:5665.97 Anion CAS: Z-140855-86-3 fg:2 cnt:3739

----

04HAK/MOS    Datum: EA=3.10(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=2.92(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag54-

Ag54  mw:5772.88 Anion CAS: Z-140855-87-4 fg:2 cnt:3740

----

92TAY/PET    Datum: EA=3.02(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag55-

Ag55  mw:5879.78 Anion CAS: Z-140855-88-5 fg:2 cnt:3741

----

04HAK/MOS    Datum: EA=3.10(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=3.10(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag56-

Ag56  mw:5986.69 Anion CAS: Z-140855-89-6 fg:2 cnt:3742

----

92TAY/PET    Datum: EA=3.02(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag57-

Ag57  mw:6093.59 Anion CAS: Z-140855-90-9 fg:2 cnt:3743

----

04HAK/MOS    Datum: EA=3.25(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=3.23(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag58-

Ag58  mw:6200.50 Anion CAS: Z-140855-91-0 fg:2 cnt:3744

----

04HAK/MOS    Datum: EA=2.85(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=3.15(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag59-

Ag59  mw:6307.40 Anion CAS: Z-140855-92-1 fg:2 cnt:3745

----

92TAY/PET    Datum: EA=2.95(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Ag60-

Ag60  mw:6414.31 Anion CAS: Z-140855-93-2 fg:2 cnt:3746

----

92TAY/PET    Datum: EA=2.80(20) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Al-

Al  mw:26.982 Anion CAS: Z-22325-47-9 fg:1 cnt:9

HOF(A.)=  78.9/0.7  96GUR/VEY    | BDE(A-H)= 68.1/0.7  81KAN/MOO     

HOF(AH)=  62.9/1.0 R-DH          |

DacidS=21.3/0.1 A-AH |  S(A-)=40.2/0.1  98JANAF |  S(AH)=44.9/0.1  82WAG/EVA | S(A.)=39.3  82WAG/EVA

----

98SCH/BIL2   Datum: EA=0.43283(5) eV LPD  | HOF(A-)=68.9/0.7 R-EA p:9

DacidG(AH)= 365.4/0.7 H-TS| DacidH(AH)= 371.7/1.2 D-EA

Given: 0.43283(5) eV.

----

81FEI/COR2   Datum: EA=0.441(10) eV LPES p:8

Assigned transition is Al- 3P0 to Al 2P. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al-t.zzf]

W1U        |71.1   |376.3|370.5| 0.416|60.7   |80.7   |19.3|72.1 

G3MP2B3    |72.4   |379.7|374.0| 0.355|59.9   |80.6   |19.2|72.8 

G3MP2B3+   |72.7   |379.9|374.2| 0.348|60.0   |80.7   |19.2|72.8 

M062X/Def2T|82.7   |386.8|381.1|-0.093|60.7   |80.6   |19.2|72.0 

B3/6-311++G|71.7   |377.2|371.5| 0.386|61.8   |80.6   |19.1|70.9 

++++++++++++++++++++++++++++++++

AlAs-

AlAs  mw:101.904 Anion CAS: Z-137019-32-0 fg:19 cnt:9538

----

10MEL/CLA    Datum: EA=1.96(7) eV LPES p:8

Vertical Detachment Energy:2.32(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alas-d.zzf]

CBS-QB3    |51.0   |     |     | 2.130|       |100.2  |    |     

G3MP2B3    |48.9   |     |     | 2.207|       |99.8   |    |     

G3MP2B3+   |48.9   |     |     | 2.206|       |99.8   |    |     

G4MP2      |50.6   |     |     | 2.227|       |102.0  |    |     

M062X/Def2T|61.0   |     |     | 1.730|       |100.9  |    |     

B3/6-311++G|55.1   |     |     | 2.041|       |102.2  |    |     

++++++++++++++++++++++++++++++++

AlAuMnO-

AlAuMnO  mw:294.882 Anion CAS: Z-1466332-60-4 fg:21 cnt:10017

----

13ZHA/VIS    Datum: EA=1.4(1) eV LPES p:8

Vertical Detachment Energy:1.5(1) eV.

++++++++++++++++++++++++++++++++

B2AlH2-

AlB2H2  mw:51.016 Anion CAS: Z-1609186-26-6 fg:16 cnt:8575

----

14WAN/ZHA    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.23(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2h2al.zaf]

W1U        |75.6   |     |     | 2.072|       |123.4  |    |     

CBS-QB3    |79.0   |     |     | 2.072|       |126.7  |    |     

G3MP2B3    |76.0   |     |     | 2.180|       |126.2  |    |     

G3MP2B3+   |75.9   |     |     | 2.177|       |126.1  |    |     

G4MP2      |75.9   |     |     | 2.175|       |126.0  |    |     

M062X/Def2T|73.9   |     |     | 1.873|       |117.1  |    |     

B3/6-311++G|80.2   |     |     | 1.939|       |124.8  |    |     

++++++++++++++++++++++++++++++++

B2AlH3-

AlB2H3  mw:52.024 Anion CAS: Z-1609186-28-8 fg:16 cnt:8576

----

14WAN/ZHA    Datum: EA=1.7(1) eV LPES p:8

Vertical Detachment Energy:2.06(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2alh3.zzf]

W1U        |75.4   |     |     | 1.256|       |104.5  |    |     

CBS-QB3    |78.4   |     |     | 1.259|       |107.6  |    |     

G3MP2B3    |76.5   |     |     | 1.338|       |107.6  |    |     

G3MP2B3+   |76.3   |     |     | 1.349|       |107.7  |    |     

G4MP2      |76.6   |     |     | 1.332|       |107.5  |    |     

M062X/Def2T|73.6   |     |     | 1.180|       |101.0  |    |     

B3/6-311++G|78.0   |     |     | 1.301|       |108.3  |    |     

++++++++++++++++++++++++++++++++

B2AlH4-

AlB2H4  mw:53.032 Anion CAS: Z-1609186-31-3 fg:16 cnt:8577

----

14WAN/ZHA    Datum: EA=2.2(1) eV LPES p:8

Vertical Detachment Energy:2.66(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bh22al.zaf]

W1U        |46.2   |     |     | 1.532|       |81.2   |    |     

CBS-QB3    |49.1   |     |     | 1.539|       |84.4   |    |     

G3MP2B3    |48.3   |     |     | 1.668|       |86.6   |    |     

G3MP2B3+   |47.6   |     |     | 1.702|       |86.6   |    |     

G4MP2      |49.3   |     |     | 1.606|       |86.1   |    |     

M062X/Def2T|44.4   |     |     | 1.344|       |75.3   |    |     

B3/6-311++G|48.4   |     |     | 1.517|       |83.1   |    |     

++++++++++++++++++++++++++++++++

B3AlH-

AlB3H  mw:61.018 Anion CAS: N-2028311-25-1 fg:16 cnt:8587

----

14WAN/ZHA    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.34(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b3alh.zaf]

CBS-QB3    |138.4  |339.7|331.4| 2.601|164.4  |198.4  |27.5|86.1 

G3MP2B3    |134.2  |338.3|330.2| 2.828|163.0  |199.4  |27.3|88.5 

G3MP2B3+   |134.1  |338.3|330.0| 2.835|163.1  |199.5  |27.8|88.6 

G4MP2      |134.1  |337.9|329.8| 2.730|163.3  |197.1  |27.2|85.9 

M062X/Def2T|130.0  |339.4|331.4| 2.594|155.2  |189.8  |26.9|86.7 

B3/6-311++G|140.9  |343.5|335.2| 2.573|164.6  |200.2  |27.8|87.7 

++++++++++++++++++++++++++++++++

B3AlH2-

AlB3H2  mw:62.026 Anion CAS: Z-1609186-38-0 fg:16 cnt:8588

----

14WAN/ZHA    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:2.99(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b3alh2-r.zzf]

W1U        |103.2  |     |     | 2.419|       |159.0  |    |     

CBS-QB3    |108.2  |     |     | 2.436|       |164.4  |    |     

G3MP2B3    |105.8  |     |     | 2.483|       |163.0  |    |     

G3MP2B3+   |105.7  |     |     | 2.488|       |163.1  |    |     

G4MP2      |105.9  |     |     | 2.490|       |163.3  |    |     

M062X/Def2T|99.5   |     |     | 2.415|       |155.2  |    |     

B3/6-311++G|108.1  |     |     | 2.450|       |164.6  |    |     

++++++++++++++++++++++++++++++++

AlB6-

AlB6  mw:93.038 Anion CAS: Z-1309655-94-4 fg:19 cnt:8084

----

19CHE/CZE2   Datum: EA=2.4958(4) eV PVMI p:8

----

11ROM/SER    Datum: EA=2.49(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alb6.zzf]

CBS-QB3    |227.7  |     |     | 2.514|       |285.5  |    |     

G3MP2B3    |223.1  |     |     | 2.632|       |283.7  |    |     

G3MP2B3+   |222.8  |     |     | 2.645|       |283.6  |    |     

G4MP2      |223.2  |     |     | 2.576|       |282.4  |    |     

M062X/Def2T|207.4  |     |     | 2.313|       |260.7  |    |     

B3/6-311++G|239.3  |     |     | 2.214|       |290.1  |    |     

++++++++++++++++++++++++++++++++

AlB7-

AlB7  mw:104.047 Anion CAS: Z-1346758-99-3 fg:19 cnt:8141

----

11GAL/ROM    Datum: EA=3.30(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AlB8-

AlB8  mw:115.057 Anion CAS: Z-832096-69-2 fg:19 cnt:8142

----

11GAL/ROM    Datum: EA=3.66(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AlB9-

AlB9  mw:126.066 Anion CAS: Z-1333522-10-3 fg:19 cnt:8162

----

11LI_/ROM    Datum: EA=3.15(5) eV LPES p:9

++++++++++++++++++++++++++++++++

AlB10-

AlB10  mw:137.075 Anion CAS: Z-1333522-13-6 fg:19 cnt:8163

----

11LI_/ROM    Datum: EA=3.61(5) eV LPES p:9

++++++++++++++++++++++++++++++++

AlB11-

AlB11  mw:148.084 Anion CAS: Z-1309655-97-7 fg:19 cnt:8085

----

11ROM/SER    Datum: EA=2.33(3) eV LPES p:8

There is also an isomer with electron affinity = 2.16(3) eV.

++++++++++++++++++++++++++++++++

BeF2..AlF4-

AlBeF6  mw:149.985 Anion CAS: Z-74456-27-2 fg:490 cnt:1362

HOF(solv)=-190.4/0.9  96GUR/VEY    

----

80NIK/SOR *  Datum: DaffH= 43.5/2.5 TDAs | HOF(A-)=-697.3/3.6 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bef2alfx.zcf]

CBS-QB3    |-692.8 | 37.6| 32.8| 16.1|-188.1 |-466.9 

G3MP2B3    |-683.2 | 34.7| 27.3| 25.1|-185.2 |-463.2 

G4MP2      |-690.2 | 37.0| 30.6| 21.7|-188.9 |-464.3 

M062X/Def2T|-682.5 | 38.8| 30.7| 27.1|-185.4 |-458.3 

B3/6-311++G|-652.8 |     |     |     |       |       

++++++++++++++++++++++++++++++++

KBeF3..AlF4-

AlBeF7K  mw:207.947

Core ion CAS: Z-21340-02-3 Solvent: 13600-73-2 fg:490 cnt:1363

HOF(solv)=-331.0/0.5  82WAG/EVA    

----

80NIK/SOR *  Datum: DaffH= 45.8/2.0 TDAs | HOF(A-)=-840.2/3.2 AfIN p:7

++++++++++++++++++++++++++++++++

NaBeF3..AlF4-

AlBeF7Na  mw:191.973

Core ion CAS: Z-21340-02-3 Solvent: 13841-74-2 fg:490 cnt:1364

HOF(solv)=-325.0/5.0  82WAG/EVA    

----

80NIK/SOR *  Datum: DaffH= 45.9/2.0 TDAs | HOF(A-)=-834.3/5.9 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nabealf7.zc0]

CBS-QB3    |-808.5 | 32.0| 23.2| 29.3|-309.5 |-466.9 

G4MP2      |-830.1 | 42.1| 32.6| 31.9|-323.7 |-464.3 

M062X/Def2T|-821.5 | 42.6| 33.3| 31.2|-320.6 |-458.3 

B3/6-311++G|-785.5 | 41.0| 31.7| 31.0|-311.2 |-433.3 

++++++++++++++++++++++++++++++++

AlBi-

AlBi  mw:235.962 Anion CAS: Z-1092796-90-1 fg:19 cnt:9548

----

08JON/CLA    Datum: EA=1.59(7) eV LPES p:8

Vertical Detachment Energy:1.90(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [albi-d.za0]

M062X/Def2T|69.7   |     |     | 1.355|       |100.9  |    |     

++++++++++++++++++++++++++++++++

Bi2Al-

AlBi2  mw:444.943 Anion CAS: Z-1634656-19-1 fg:19 cnt:11134

----

14SUN/XU     Datum: EA=1.94(8) eV LPES p:8

Vertical Detachment Energy:2.12(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bi2al-s.za0]

M062X/Def2T|75.4   |     |     | 1.931|       |119.8  |    |     

++++++++++++++++++++++++++++++++

AlClF2..F-

AlClF3  mw:118.946 Anion CAS: Z-108528-94-5 fg:481 cnt:2895

HOF(solv)=-238.8/1.7  96GUR/VEY    

----

92PER/KOR *  Datum: DaffH= 117.4/2.9 TDAs | HOF(A-)=-415.8/3.1 AfIN p:8

Cited thermo at 0K, experiments at 800-1100 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [alclf3.zcf]

CBS-QB3    |-421.0 |119.6|111.5| 27.0|-242.4 |-59.0  | 6.569

G3MP2B3    |-416.2 |118.0|110.0| 27.2|-238.0 |-60.1  | 6.549

G3MP2B3+   |-416.0 |118.1|110.1| 26.9|-237.8 |-60.1  | 6.524

G4MP2      |-416.6 |116.0|107.9| 27.2|-238.7 |-62.0  | 6.458

M062X/Def2T|-413.4 |130.2|122.2| 27.1|-237.3 |-45.9  | 6.384

B3/6-311++G|-387.4 |103.8|106.2| 26.8|-211.7 |-61.5  | 6.444

++++++++++++++++++++++++++++++++

AlF3..Cl-

AlClF3  mw:118.946 Anion CAS: Z-108528-94-5 fg:482 cnt:2897

HOF(solv)=-289.0/0.7  96GUR/VEY    

----

92PER/KOR *  Datum: DaffH= 74.3/2.9 TDAs | HOF(A-)=-415.8/3.1 AfIN p:9

Cited thermo at 0K, experiment at 800-1100 K. See also AlClF2.bullet..bullet.F-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [alf3cl.zcf]

W1U        |-419.9 | 73.6| 65.4| 27.5|-290.7 |-55.5  | 6.535

G3MP2B3    |-416.2 | 72.9| 65.8| 23.8|-287.2 |-56.1  | 6.549

G3MP2B3+   |-416.0 | 72.9| 65.9| 23.6|-286.9 |-56.1  | 6.525

G4MP2      |-416.6 | 73.3| 66.2| 24.0|-288.4 |-55.0  | 6.458

M062X/Def2T|-413.4 | 81.1| 74.0| 23.8|-283.9 |-48.4  | 6.384

B3/6-311++G|-387.4 | 61.1| 65.0| 23.5|-258.5 |-56.9  | 6.444

++++++++++++++++++++++++++++++++

AlCl2F..F-

AlCl2F2  mw:134.917 Anion CAS: Z-109144-15-2 fg:481 cnt:2894

HOF(solv)=-189.1/1.7  96GUR/VEY    

----

92PER/KOR *  Datum: DaffH= 119.3/2.9 TDAs | HOF(A-)=-367.5/3.1 AfIN p:8

Cited thermo at 0K, experiments at 800-1100 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [alcl2f2.zcf]

CBS-QB3    |-374.5 |121.1|112.8| 28.0|-194.4 |-59.0  | 6.094

G3MP2B3    |-368.7 |119.5|111.1| 28.3|-189.1 |-60.1  | 6.135

G3MP2B3+   |-368.5 |119.5|111.1| 28.1|-188.9 |-60.1  | 6.137

G4MP2      |-368.6 |117.4|109.0| 28.3|-189.2 |-62.0  | 6.016

M062X/Def2T|-367.6 |131.4|123.0| 28.2|-190.3 |-45.9  | 5.920

B3/6-311++G|-340.7 |104.3|106.3| 28.0|-164.6 |-61.5  | 5.991

++++++++++++++++++++++++++++++++

AlClF2..Cl-

AlCl2F2  mw:134.917 Anion CAS: Z-109144-15-2 fg:482 cnt:2898

HOF(solv)=-238.8/1.7  96GUR/VEY    

----

92PER/KOR *  Datum: DaffH= 74.3/2.9 TDAs | HOF(A-)=-367.5/3.1 AfIN p:8

Thermo at 0K, experiments at 800-1100K. See also AlCl2F.bullet..bullet.F-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [alclf2cl.zcf]

W1U        |-372.3 | 75.2| 67.5| 25.8|-241.6 |-55.5  | 6.120

G3MP2B3    |-368.7 | 74.5| 66.8| 25.8|-238.0 |-56.1  | 6.135

G3MP2B3+   |-368.5 | 74.5| 66.9| 25.7|-237.8 |-56.1  | 6.137

G4MP2      |-368.6 | 75.0| 67.3| 25.9|-238.7 |-55.0  | 6.016

M062X/Def2T|-367.6 | 81.9| 74.2| 25.8|-237.3 |-48.4  | 5.920

B3/6-311++G|-340.7 | 61.3| 64.5| 25.6|-211.7 |-56.9  | 5.991

++++++++++++++++++++++++++++++++

AlCl3..F-

AlCl3F  mw:150.887 Anion CAS: Z-109144-16-3 fg:481 cnt:2893

HOF(solv)=-139.7/1.2  96GUR/VEY    

----

92PER/KOR *  Datum: DaffH= 120.9/3.0 TDAs | HOF(A-)=-318.5/3.1 AfIN p:8

Cited thermo at 0K, experiments at 800-1100 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [alcl3f.zcf]

W1U        |-324.2 |120.9|112.6| 27.8|-143.2 |-60.1  | 6.183

G3MP2B3    |-320.9 |120.4|113.1| 24.6|-140.3 |-60.1  | 6.196

G3MP2B3+   |-320.8 |120.4|113.2| 24.3|-140.3 |-60.1  | 6.197

G4MP2      |-320.4 |118.3|111.0| 24.5|-140.1 |-62.0  | 6.077

M062X/Def2T|-321.0 |132.1|124.8| 24.5|-143.0 |-45.9  | 5.977

B3/6-311++G|-293.5 |104.4|107.5| 24.3|-117.3 |-61.5  | 6.027

++++++++++++++++++++++++++++++++

AlCl2F..Cl-

AlCl3F  mw:150.887 Anion CAS: Z-109144-16-3 fg:482 cnt:2899

HOF(solv)=-189.1/1.7  96GUR/VEY    

----

92PER/KOR *  Datum: DaffH= 75.3/2.9 TDAs | HOF(A-)=-318.5/3.1 AfIN p:8

Thermo at 0K, experiemnts at 800-1100K. See also AlCl3.bullet..bullet.F-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [alcl2fcl.zcf]

CBS-QB3    |-327.8 | 76.7| 68.6| 27.0|-194.4 |-56.7  | 6.154

G3MP2B3    |-320.9 | 75.7| 67.6| 27.1|-189.1 |-56.1  | 6.196

G3MP2B3+   |-320.8 | 75.7| 67.7| 26.9|-188.9 |-56.1  | 6.197

G4MP2      |-320.4 | 76.2| 68.1| 27.1|-189.2 |-55.0  | 6.077

M062X/Def2T|-321.0 | 82.3| 74.2| 27.0|-190.3 |-48.4  | 5.977

B3/6-311++G|-293.5 | 61.1| 64.0| 26.9|-164.6 |-56.9  | 6.027

++++++++++++++++++++++++++++++++

AlCl3..Cl-

AlCl4  mw:166.857 Anion CAS: Z-17611-22-2 fg:482 cnt:2896

HOF(solv)=-139.7/1.2  96GUR/VEY    

----

92PER/KOR *  Datum: DaffH= 76.7/2.9 TDAs | HOF(A-)=-269.1/3.1 AfIN p:8

Cited thermo at 0K, experiments at 800-1100 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [alcl4.zcf]

W1U        |-275.7 | 77.0| 69.0| 26.9|-143.2 |-55.5  | 6.230

CBS-QB3    |-280.7 | 77.5| 69.8| 25.6|-146.5 |-56.7  |      

G3MP2B3    |-273.0 | 76.5| 69.5| 23.5|-140.3 |-56.1  |      

G3MP2B3+   |-272.9 | 76.5| 69.5| 23.3|-140.3 |-56.1  |      

G4MP2      |-272.2 | 77.0| 69.4| 25.6|-140.1 |-55.0  |      

M062X/Def2T|-273.9 | 82.5| 75.5| 23.4|-143.0 |-48.4  | 6.021

B3/6-311++G|-246.0 | 60.9| 64.9| 23.3|-117.3 |-56.9  | 6.053

++++++++++++++++++++++++++++++++

NdCl3..AlCl4-

AlCl7Nd  mw:413.672 Anion CAS: Z-150518-89-1 fg:13 cnt:2915

HOF(solv)=-170.9/1.4 neut 84SAP/BAL

----

93KUD/POG *  Datum: DaffH= 71.2/7.7 TDEq | HOF(A-)=-436.4/8.4 AfIN p:8

++++++++++++++++++++++++++++++++

CoF3..AlF4-

AlCoF7  mw:218.904 Anion CAS: Z-109612-16-0 fg:490 cnt:1794

HOF(solv)=-136.8/7.7  97RAU/CHI    

----

87SID/NIK *  Datum: HOF(A-)=-649.3/6.0 TDAs p:5

DaffH(X..Y-)= 49.2/10.0 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cof7al-k.zz0]

M062X/Def2T|-630.6 | 37.9| 26.0| 39.8|-134.3 |-458.3 

B3/6-311++G|-591.8 | 32.8| 24.6| 27.5|-125.7 |-433.3 

++++++++++++++++++++++++++++++++

AlCo6-

AlCo6  mw:380.581 Anion CAS: N-127031-21-4 fg:19 cnt:7481

----

01PRA/NAK3   Datum: EA=1.77(17) eV LPES p:8

Vertical Detachment Energy:2.20(11) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alco6-t.za0]

M062X/Def2T|419.2  |     |     | 1.939|       |463.8  |    |     

++++++++++++++++++++++++++++++++

AlCo8-

AlCo8  mw:498.448 Anion CAS: N-127031-20-3 fg:19 cnt:7483

----

01PRA/NAK3   Datum: EA=1.74(17) eV LPES p:8

Vertical Detachment Energy:2.15(10) eV.

++++++++++++++++++++++++++++++++

AlCo10-

AlCo10  mw:616.314 Anion CAS: N-127031-19-0 fg:19 cnt:7485

----

01PRA/NAK3   Datum: EA=1.90(19) eV LPES p:8

Vertical Detachment Energy:2.38(11) eV.

++++++++++++++++++++++++++++++++

AlF-

AlF  mw:45.980 Anion CAS: Z-156470-40-5 fg:8 cnt:11936

HOF(A.)= -63.5/0.8  02BIN/MIL    |

----

25BEH/KAN    Datum: EA=2.53(5) eV PVMI p:8

Vertical Detachment Energy: 2.74(5) eV. Anion is metastable 2.PI. state, detaching to the excited3.PI. neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alf-d.zzf]

W1U        |-60.5  |349.9|343.9| 3.229|-44.6  |13.9   |20.4|110.6

CBS-QB3    |-57.9  |     |     | 3.096|       |13.4   |    |     

G3MP2B3    |-59.0  |352.0|346.0| 3.107|-43.8  |12.7   |20.2|108.6

G3MP2B3+   |-58.8  |352.1|346.0| 3.107|-43.6  |12.8   |20.3|108.5

G4MP2      |-61.7  |     |     | 3.259|       |13.5   |    |     

M062X/Def2T|-48.3  |360.7|354.7| 2.775|-44.3  |16.8   |20.3|113.2

B3/6-311++G|-53.6  |350.0|344.0| 3.357|-36.3  |23.8   |20.3|112.2

++++++++++++++++++++++++++++++++

AlH3..F-

AlFH3  mw:49.004 Anion CAS: Z-192875-36-8 fg:481 cnt:7986

HOF(solv)=  30.8/4.8 neut 96GUR/VEY

----

11WIL/WEN    Datum: DaffH= 93.2/3.1 CIDT | HOF(A-)=-121.8/5.7 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [alh3f.zcf]

W1U        |-120.2 | 92.2| 84.6| 25.7|32.1   |-60.1  

CBS-QB3    |-120.9 | 93.0| 85.3| 26.0|31.3   |-59.0  

G3MP2B3    |-118.2 | 91.3| 83.5| 26.1|33.2   |-60.1  

G3MP2B3+   |-118.2 | 91.4| 83.7| 25.8|33.3   |-60.1  

G4MP2      |-118.7 | 89.9| 82.2| 26.1|33.3   |-62.0  

M062X/Def2T|-112.9 |103.1| 95.4| 25.9|36.1   |-45.9  

B3/6-311++G|-112.2 | 74.2| 76.8| 25.8|33.9   |-61.5  

++++++++++++++++++++++++++++++++

AlF2-

AlF2  mw:64.979 Anion CAS: Z-12758-11-1 fg:8 cnt:96

HOF(A.)= -151.0/7.2  96GUR/VEY   | BDE(A-H)= 88.1/7.8 R-AH           

HOF(AH)= -187.0/3.0 Est5         |

----

74SRI/UY  #  Datum: EA=2.25(13) eV TDEq [51.8(30) kcal] | HOF(A-)=-202.8/7.8 R-EA p:6

DacidH(AH)= 349.9/5.0 D-EA

DaffH(AH)=  80.3/7.8 A-IN
***Execution error on + : Concatenated string too large.

Electron affinity  26.5 kcal < EA(F); new EA(F) data used. Composite computations(18BAR/) indicate an EA ca. 5 kcal/mol weaker. These agree well with the neutral thermochemistry from 96GUR/VEY; the uncertainties given there are likely only 3-4 kcal/mo

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alf2.zaf]

W1U        |-198.4 |354.0|346.4| 1.999|-186.6 |-152.3 |25.5|86.3 

CBS-QB3    |-198.3 |354.1|346.6| 2.004|-186.7 |-152.1 |25.4|86.7 

G3MP2B3    |-197.2 |353.5|346.0| 2.025|-183.5 |-150.5 |25.3|85.1 

G3MP2B3+   |-196.9 |353.6|346.0| 2.028|-183.3 |-150.2 |25.5|85.2 

G4MP2      |-198.2 |353.4|345.9| 2.007|-184.4 |-151.9 |25.2|84.6 

M062X/Def2T|-191.1 |354.7|347.1| 1.741|-181.2 |-151.0 |25.4|82.2 

B3/6-311++G|-185.2 |347.6|340.0| 2.223|-165.5 |-134.0 |25.5|83.6 

++++++++++++++++++++++++++++++++

AlH2F..F-

AlF2H2  mw:66.995 Anion CAS: Z-754137-43-4 fg:481 cnt:7987

HOF(solv)= -77.0/3.0 Est5          

----

11WIL/WEN    Datum: DaffH= 97.5/4.0 CIDT | HOF(A-)=-233.9/5.0 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [alf2h2.zcf]

W1U        |-235.5 | 97.9| 90.0| 26.4|-77.6  |-60.1  

CBS-QB3    |-235.9 | 98.9| 91.1| 26.3|-78.0  |-59.0  

G3MP2B3    |-232.7 | 97.3| 89.4| 26.6|-75.2  |-60.1  

G3MP2B3+   |-232.5 | 97.3| 89.5| 26.2|-75.1  |-60.1  

G4MP2      |-233.5 | 95.7| 87.8| 26.6|-75.8  |-62.0  

M062X/Def2T|-227.7 |108.8|100.9| 26.4|-73.0  |-45.9  

B3/6-311++G|-219.7 | 81.2| 83.8| 26.2|-66.6  |-61.5  

++++++++++++++++++++++++++++++++

AlHF2..F-

AlF3H  mw:84.985 Anion CAS: Z-192875-12-0 fg:481 cnt:7988

HOF(solv)=-187.0/3.0 Est5          

----

11WIL/WEN    Datum: DaffH= 108.6/3.7 CIDT | HOF(A-)=-355.0/4.8 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [alf3h.zcf]

W1U        |-352.0 |105.3| 97.3| 26.8|-186.6 |-60.1  

CBS-QB3    |-352.2 |106.5| 98.5| 26.8|-186.7 |-59.0  

G3MP2B3    |-348.7 |105.1| 96.6| 28.5|-183.5 |-60.1  

G3MP2B3+   |-348.4 |105.1| 96.7| 28.0|-183.3 |-60.1  

G4MP2      |-349.7 |103.4| 95.3| 27.1|-184.4 |-62.0  

M062X/Def2T|-343.9 |116.8|108.7| 26.9|-181.2 |-45.9  

B3/6-311++G|-327.8 | 90.4| 92.8| 26.7|-165.5 |-61.5  

++++++++++++++++++++++++++++++++

AlF4-

AlF4  mw:102.976 Anion CAS: Z-21340-02-3 fg:8 cnt:208

HOF(solv)=-289.0/0.7  96GUR/VEY    

----

86NIK/IGO *  Datum: DaffH= 116.6/1.9 TDAs | HOF(A-)=-463.4/2.4 AfIN p:9

Summary of literature data plus new work. Recommended average value at 0K.

----

80SID/NIK *  Datum: DaffH= 119.0/1.6 TDAs p:8

Fluoride Affinity:1100K .DELTA.fH(AlF4-):298K.

----

79NIK/SKO *  Datum: DaffH= 118.2/2.7 TDEq p:7

Fluoride Affinity: 22.2/0.2 kcal > UF4.

----

79GUS/GOR *  Datum: DaffH= 117.0/13.8 A-IN | HOF(A-)=-465.5/13.8 TDAs p:7

----

81NIK/SID *  Datum: DaffH= 119.5/2.0 TDEq p:6

Fluoride Affinity: 4.1 kcal > ScF3.

----

80GUS/PYA *  Datum: DaffH= 118.5/3.0 TDEq p:6

KF2- + KAlF4 <=> AlF4- + 2KF.
###### the following are "below the line": evaluated as not accurate ####

----

74SRI/UY     Datum: HOF(A-)=-500.0/5.3 TDEq p:3

2 AlF2 + AlF2- <=> 2AlF + AlF4-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [alf4.zcf]

W1U        |-466.7 |115.9|107.3| 28.7|-290.7 |-60.1  | 7.947

CBS-QB3    |-466.9 |117.3|109.1| 27.4|-290.6 |-59.0  | 7.961

G3MP2B3    |-463.2 |115.9|108.4| 25.4|-287.2 |-60.1  | 8.011

G3MP2B3+   |-462.9 |115.9|108.5| 24.9|-286.9 |-60.1  | 8.015

G4MP2      |-464.3 |113.9|106.3| 25.5|-288.4 |-62.0  | 7.930

M062X/Def2T|-458.3 |128.5|121.0| 25.2|-283.9 |-45.9  | 7.717

B3/6-311++G|-433.3 |103.0|105.9| 24.9|-258.5 |-61.5  | 7.482

++++++++++++++++++++++++++++++++

KF..AlF4-

AlF5K  mw:160.938

Core ion CAS: Z-21340-02-3 Solvent: 7789-23-3 fg:490 cnt:1567

HOF(solv)= -77.8/0.1 neut 82WAG/EVA

----

79GUS/GOR *  Datum: HOF(A-)=-571.5/8.0 TDAs p:6

DaffH(X..Y-)= 30.4/8.4 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [kfalf4.zcf]

CBS-QB3    |-555.3 |     |     |     |       |-466.9 

G3MP2B3    |-554.4 | 15.8|  4.7| 37.3|-75.3  |-463.2 

G3MP2B3+   |-554.6 | 15.9|  4.9| 36.9|-75.8  |-462.9 

G4MP2      |-553.5 | 13.8|  2.7| 37.4|-75.4  |-464.3 

M062X/Def2T|-552.2 | 20.3|  9.0| 38.0|-73.5  |-458.3 

B3/6-311++G|-521.9 | 13.5|  2.5| 36.8|-75.1  |-433.3 

++++++++++++++++++++++++++++++++

KAlF4..F2PO2-

AlF6KO2P  mw:242.900

Core ion CAS: Z-20410-46-2 Solvent: 14484-69-6 fg:21 cnt:2438

HOF(solv)=-369.8/8.0  89MAV/MIL    

----

89MAV/MIL *  Datum: DaffH= 42.3/5.0 TDEq | HOF(A-)=-728.2/11.5 TDEq p:8

.DELTA.fH(A-) at 0 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [kf2palf.zcf]

G3MP2B3    |-832.2 | 46.6| 37.9| 29.3|-445.8 |-339.8 

G4MP2      |-835.9 | 45.6| 37.1| 28.3|-446.4 |-344.0 

M062X/Def2T|-835.3 | 47.3| 38.3| 30.2|-445.0 |-343.0 

B3/6-311++G|-749.7 | 41.5| 33.1| 28.1|-411.4 |-296.8 

++++++++++++++++++++++++++++++++

NaAlF4..F2PO2-

AlF6NaO2P  mw:226.926

Core ion CAS: Z-20410-46-2 Solvent: 13821-15-3 fg:21 cnt:2437

HOF(solv)=-351.9/8.0  89MAV/MIL    

----

89MAV/MIL *  Datum: DaffH= 45.2/5.0 TDEq | HOF(A-)=-713.4/11.5 TDEq p:8

.DELTA.fH(A-) at 0 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [naf2palf.zcf]

G3MP2B3    |-822.8 | 63.2| 53.7| 31.8|-419.8 |-339.8 

M062X/Def2T|-830.0 | 51.9| 42.4| 31.9|-435.1 |-343.0 

B3/6-311++G|-744.7 | 47.6| 38.4| 30.8|-400.3 |-296.8 

++++++++++++++++++++++++++++++++

GaF3..AlF4-

AlF7Ga  mw:228.896 Anion CAS: Z-97882-07-0 fg:490 cnt:1781

HOF(solv)=-220.2/6.5  96GUR/VEY    

----

85ZHU/NIK *  Datum: DaffH= 48.3/4.2 TDEq | HOF(A-)=-737.5/8.8 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [gaf3alf4.zcf]

G3MP2B3    |-719.1 | 43.4| 33.9| 32.0|-212.4 |-463.2 

G4MP2      |-723.5 | 44.9| 35.9| 30.1|-214.3 |-464.3 

M062X/Def2T|-723.4 | 49.2| 41.4| 26.1|-215.8 |-458.3 

B3/6-311++G|-666.3 | 43.4| 34.9| 28.4|-189.6 |-433.3 

++++++++++++++++++++++++++++++++

LiAlF4..MnF3-

AlF7LiMn  mw:221.925

Core ion CAS: Z-18154-90-0 Solvent: 15138-76-8 fg:21 cnt:2052

HOF(solv)=-440.4/0.5  82WAG/EVA    
###### the following are "below the line": evaluated as not accurate ####

----

82SID/GUB *  Datum: DaffH= 54.7/2.0 TDAs | HOF(A-)=-767.2/5.0 AfIN p:4

At 1125K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [lialfmnf.zc0]

CBS-QB3    |-774.3 | 62.5| 52.1| 34.6|-437.7 |-274.1 

M062X/Def2T|-814.1 | 64.0| 53.7| 34.4|-431.5 |-318.6 

++++++++++++++++++++++++++++++++

MnF3..AlF4-

AlF7Mn  mw:214.909 Anion CAS: Z-93707-40-5 fg:490 cnt:1326

HOF(solv)=-188.0/14.0 neut 72EHL/HS

----

84KOR/CHI *  Datum: HOF(A-)=-703.6/14.3 TDAs p:7

DaffH(X..Y-)= 52.2/20.2 A-IN

++++++++++++++++++++++++++++++++

AlGe2-

AlGe2  mw:174.824 Anion CAS: Z-885605-47-0 fg:19 cnt:10539

----

06ZUB/LI 2   Datum: EA=2.17(3) eV LPES p:8

Vertical Detachment Energy:2.32(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alge2-t.zzf]

G3MP2B3    |81.8   |     |     | 2.120|       |130.7  |    |     

G4MP2      |83.7   |     |     | 2.344|       |137.8  |    |     

B3/6-311++G|93.5   |     |     | 2.010|       |140.0  |    |     

++++++++++++++++++++++++++++++++

AlH2-

AlH2  mw:28.998 Anion CAS: Z-65015-28-3 fg:3 cnt:4498

HOF(A.)=  66.2/4.8  96GUR/VEY    | BDE(A-H)= 87.5/6.8 R-AH           

HOF(AH)=  30.8/4.8  96GUR/VEY    |

DacidS=26.6/1.0 A-AH |  S(A-)=50.3/1.0 Isoe 96GUR/VEY |  S(AH)=49.7 Est4

----

13ZHA/WAN    Datum: EA=0.9(1) eV LPES | HOF(A-)=45.4/6.5 Acid p:7

DacidH(AH)= 380.3/4.3 D-EA

Vertical Detachment Energy:1.5(1) eV.
###### the following are "below the line": evaluated as not accurate ####

----

00HIN/       Datum: DacidH(AH)= 372.9/0.8 Calc p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alh2.zaf]

W1U        |39.3   |373.1|365.1| 1.107|32.1   |64.9   |26.8|84.8 

CBS-QB3    |39.6   |374.1|366.2| 1.065|31.3   |64.1   |26.7|84.9 

G3MP2B3    |38.7   |372.7|364.7| 1.123|33.2   |64.6   |26.6|83.5 

G3MP2B3+   |38.7   |372.6|364.6| 1.128|33.3   |64.7   |26.7|83.5 

G4MP2      |38.9   |372.9|364.9| 1.140|33.3   |65.2   |26.7|84.1 

M062X/Def2T|44.9   |373.4|365.5| 0.867|36.1   |64.9   |26.7|80.9 

B3/6-311++G|39.4   |372.8|364.9| 1.094|33.9   |64.7   |26.6|82.9 

++++++++++++++++++++++++++++++++

AlH3-.

AlH3  mw:30.006 Anion CAS: Z-58920-10-8 fg:3 cnt:8438

HOF(A.)=  30.8/4.8  96GUR/VEY    |

----

13ZHA/WAN    Datum: EA=0.3(1) eV LPES | HOF(A-)=23.9/5.3 R-EA p:8

Vertical Detachment Energy:0.9(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alh3.zzf]

W1U        |23.7   |     |     | 0.369|       |32.1   |    |     

CBS-QB3    |23.6   |     |     | 0.334|       |31.3   |    |     

G3MP2B3    |23.1   |     |     | 0.439|       |33.2   |    |     

G3MP2B3+   |23.2   |     |     | 0.442|       |33.3   |    |     

G4MP2      |23.6   |     |     | 0.419|       |33.3   |    |     

M062X/Def2T|29.9   |     |     | 0.272|       |36.1   |    |     

B3/6-311++G|23.9   |     |     | 0.434|       |33.9   |    |     

++++++++++++++++++++++++++++++++

AlH4-

AlH4  mw:31.013 Anion CAS: Z-19469-81-9 fg:3 cnt:6668

HOF(solv)=  30.8/4.8 neut 96GUR/VEY

----

14GRA/BUY    Datum: EA=4.40(5) eV LPES p:8

DaffH(AH)=  84.1/1.2 dEA

The stated EA is the Vertical Detachment Energy.

----

05GOE/HER    Datum: DaffH= 75.0/4.0 CIDT | HOF(A-)=-9.5/6.2 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [alh4.zcf]

W1U        |-8.5   | 75.3| 69.1| 20.6|32.1   |34.7   | 3.102

CBS-QB3    |-9.3   | 80.3| 74.1| 20.6|31.3   |34.7   | 3.090

G3MP2B3    |-8.1   | 80.8| 74.6| 20.6|33.2   |34.7   | 3.035

G3MP2B3+   |-8.0   | 80.8| 74.7| 20.6|33.3   |34.7   | 3.035

G4MP2      |-7.8   | 88.2| 82.1| 20.6|33.3   |34.7   | 3.074

M062X/Def2T|-1.6   | 90.1| 83.9| 20.6|36.1   |34.7   | 2.857

B3/6-311++G|-7.6   | 65.8| 67.4| 20.6|33.9   |34.7   | 3.067

++++++++++++++++++++++++++++++++

Nb4Al-.

AlNb4  mw:398.608 Anion CAS: Z-382644-03-3 fg:19 cnt:5316

----

01PRA/NAK2   Datum: EA=1.32(13) eV LPES p:8

Vertical Detachment Energy:1.60(8) eV.

++++++++++++++++++++++++++++++++

Nb5Al-.

AlNb5  mw:491.514 Anion CAS: Z-382644-07-7 fg:19 cnt:5317

----

01PRA/NAK2   Datum: EA=1.44(14) eV LPES p:8

Vertical Detachment Energy:1.79(8) eV.

++++++++++++++++++++++++++++++++

Nb6Al-.

AlNb6  mw:584.420 Anion CAS: Z-382644-09-9 fg:19 cnt:5318

----

01PRA/NAK2   Datum: EA=1.13(11) eV LPES p:8

Vertical Detachment Energy:1.80(9) eV.

++++++++++++++++++++++++++++++++

Nb7Al-.

AlNb7  mw:677.327 Anion CAS: Z-382644-12-4 fg:19 cnt:5319

----

01PRA/NAK2   Datum: EA=1.38(13) eV LPES p:8

Vertical Detachment Energy:2.19(10) eV.

++++++++++++++++++++++++++++++++

Nb8Al-.

AlNb8  mw:770.233 Anion CAS: Z-382644-16-8 fg:19 cnt:5320

----

01PRA/NAK2   Datum: EA=1.24(12) eV LPES p:8

Vertical Detachment Energy:2.45(12) eV.

++++++++++++++++++++++++++++++++

Nb9Al-.

AlNb9  mw:863.139 Anion CAS: Z-382644-18-0 fg:19 cnt:5321

----

01PRA/NAK2   Datum: EA=1.47(14) eV LPES p:8

Vertical Detachment Energy:2.04(10) eV.

++++++++++++++++++++++++++++++++

Nb10Al-.

AlNb10  mw:956.046 Anion CAS: Z-382644-22-6 fg:19 cnt:5322

----

01PRA/NAK2   Datum: EA=1.47(14) eV LPES p:8

Vertical Detachment Energy:1.91(9) eV.

++++++++++++++++++++++++++++++++

Nb11Al-.

AlNb11  mw:1048.95 Anion CAS: Z-382644-24-8 fg:19 cnt:5323

----

01PRA/NAK2   Datum: EA=1.53(15) eV LPES p:8

Vertical Detachment Energy:1.99(9) eV.

++++++++++++++++++++++++++++++++

Nb12Al-.

AlNb12  mw:1141.86 Anion CAS: Z-382644-27-1 fg:19 cnt:5324

----

01PRA/NAK2   Datum: EA=1.61(16) eV LPES p:8

Vertical Detachment Energy:1.92(9) eV.

++++++++++++++++++++++++++++++++

AlO-

AlO  mw:42.977 Anion CAS: Z-12758-12-2 fg:5 cnt:79

HOF(A.)=  16.0/1.9  02BIN/MIL    | BDE(A-H)= 114.2/7.4 R-AH          

HOF(AH)= -46.1/7.2  96GUR/VEY    |

DacidS=24.0/2.0 Stat | 

----

15MAS/GAR    Datum: EA=2.6110(7) eV LPES | HOF(A-)=-44.2/2.1 R-EA p:9

DacidG(AH)= 360.4/7.4 H-TS| DacidH(AH)= 367.6/3.9 D-EA

DaffH(AH)=  149.0/2.1 A-IN

----

96DES/WU     Datum: EA=2.60(1) eV LPES p:9

----

91DAM/KRE    Datum: DacidG= 352.5/4.0 IMRB p:6

DacidH(AH)= 359.7/4.0 G+TS

Between CF3CH2OH, pyrrole. Composite computational methods(18BAR/) indicate that the acid is AlOH, not HAlO.

----

72SRI/UY     Datum: EA=3.62(13) eV TDEq [83.4(30) kcal] p:5

Electron affinity: near electron affinity(Cl).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alo.zaf]

W1U        |-41.9  |366.8|360.6| 2.676|-42.8  |19.8   |20.7|114.8

CBS-QB3    |-42.3  |367.3|357.7| 2.710|-43.8  |20.2   |32.0|116.1

G3MP2B3    |-43.8  |365.8|359.9| 2.675|-42.4  |17.9   |19.9|112.4

G3MP2B3+   |-43.7  |365.3|359.1| 2.680|-41.8  |18.1   |20.8|112.0

G4MP2      |-43.1  |366.7|360.5| 2.711|-42.5  |19.5   |20.5|114.1

M062X/Def2T|-34.1  |373.6|365.4| 2.366|-43.0  |20.5   |27.5|115.6

B3/6-311++G|-33.6  |368.5|358.5| 2.555|-34.8  |25.3   |33.4|112.2

++++++++++++++++++++++++++++++++

TiAlO-

AlOTi  mw:90.925 Anion CAS: Z-1258312-29-6 fg:17 cnt:9342

----

10ZHA/XU     Datum: EA=1.11(5) eV LPES p:8

Vertical Detachment Energy:1.11(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tioal-t.za0]

M062X/Def2T|5.5    |     |     | 0.773|       |23.3   |    |     

++++++++++++++++++++++++++++++++

AlVO-

AlOV  mw:93.921 Anion CAS: Z-1260378-53-7 fg:17 cnt:9333

----

11ZHA/XU     Datum: EA=1.06(5) eV LPES p:8

Vertical Detachment Energy:1.06(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [voal-q.zz0]

CBS-QB3    |16.7   |     |     | 1.303|       |46.8   |    |     

M062X/Def2T|20.0   |     |     | 1.037|       |43.9   |    |     

B3/6-311++G|27.4   |     |     | 1.400|       |59.7   |    |     

++++++++++++++++++++++++++++++++

AlO2-

AlO2  mw:58.972 Anion CAS: Z-20653-98-9 fg:6 cnt:89

HOF(A.)=  -9.2/7.2  96GUR/VEY    | BDE(A-H)= 127.8/13.9 R-AH         

HOF(AH)= -85.0/12.0  96GUR/VEY   |

----

96DES/WU     Datum: EA=4.23(1) eV LPES | HOF(A-)=-106.8/7.4 R-EA p:9

DacidH(AH)= 343.9/5.3 D-EA

DaffH(AH)=  148.7/7.4 A-IN

Composite computational methods(18BAR/) agree well with the neutral thermochemistry from 96GUR/VEY; the very large uncertainties given there are likely only 3 to 4 kcal/mol.

----

72SRI/UY  #  Datum: EA=4.05(13) eV TDEq [93.4(30) kcal] p:7

Electron affinity: 10 kcal > electron affinity(Cl), new data for .DELTA.Hf(AlO2) and electron affinity(Cl) used.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alo2#.zaf]

W1U        |-111.0 |341.7|336.0| 4.289|-86.9  |-11.9  |19.2|127.0

CBS-QB3    |-111.9 |341.6|335.9| 4.230|-87.8  |-14.3  |19.1|125.6

G3MP2B3    |-113.7 |340.2|334.5| 4.378|-86.7  |-12.6  |19.1|126.1

G3MP2B3+   |-113.7 |340.3|334.6| 4.381|-86.8  |-12.5  |19.0|126.4

G4MP2      |-111.6 |340.7|335.0| 4.406|-85.1  |-9.8   |19.2|127.4

M062X/Def2T|-102.4 |343.5|337.9| 4.473|-81.2  |0.9    |18.8|134.2

B3/6-311++G|-96.4  |340.1|334.4| 4.023|-69.2  |-3.4   |19.0|117.9

++++++++++++++++++++++++++++++++

TiAlO2-

AlO2Ti  mw:106.920 Anion CAS: Z-1258312-30-9 fg:17 cnt:9343

----

10ZHA/XU     Datum: EA=1.70(8) eV LPES p:8

Vertical Detachment Energy:1.79(8) eV.

++++++++++++++++++++++++++++++++

AlVO2-

AlO2V  mw:109.916 Anion CAS: Z-1260378-54-8 fg:17 cnt:9334

----

11ZHA/XU     Datum: EA=1.50(8) eV LPES p:8

Vertical Detachment Energy:1.63(8) eV.

++++++++++++++++++++++++++++++++

TiAlO3-

AlO3Ti  mw:122.915 Anion CAS: Z-1260378-55-9 fg:17 cnt:9344

----

10ZHA/XU     Datum: EA=2.47(8) eV LPES p:8

Vertical Detachment Energy:2.84(8) eV.

++++++++++++++++++++++++++++++++

AlVO3-

AlO3V  mw:125.911 Anion CAS: Z-1260378-55-9 fg:17 cnt:9335

----

11ZHA/XU     Datum: EA=2.83(8) eV LPES p:8

Vertical Detachment Energy:3.22(8) eV.

++++++++++++++++++++++++++++++++

AlP-

AlP  mw:57.956 Anion CAS: Z-123557-20-0 fg:19 cnt:5994

----

02GOM/TAY2   Datum: EA=2.043(10) eV ZEKE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alp.zaf]

W1U        |54.5   |     |     | 2.178|       |104.8  |    |     

CBS-QB3    |52.0   |     |     | 2.199|       |102.7  |    |     

G3MP2B3    |49.6   |     |     | 2.245|       |101.4  |    |     

G3MP2B3+   |49.7   |     |     | 2.246|       |101.5  |    |     

G4MP2      |51.8   |     |     | 2.244|       |103.5  |    |     

M062X/Def2T|57.3   |     |     | 1.860|       |100.3  |    |     

B3/6-311++G|58.2   |     |     | 2.076|       |106.1  |    |     

++++++++++++++++++++++++++++++++

AlP2-.

AlP2  mw:88.930 Anion CAS: Z-264888-24-6 fg:19 cnt:5201

----

01GOM/TAY    Datum: EA=1.933(7) eV LPES p:8

Vertical Detachment Energy:2.21(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alp2.zaf]

W1U        |30.3   |     |     | 2.031|       |77.3   |    |     

CBS-QB3    |27.5   |     |     | 2.063|       |75.2   |    |     

G3MP2B3    |27.3   |     |     | 2.121|       |76.4   |    |     

G3MP2B3+   |27.4   |     |     | 2.122|       |76.5   |    |     

G4MP2      |27.0   |     |     | 2.101|       |75.6   |    |     

M062X/Def2T|26.9   |     |     | 2.233|       |78.3   |    |     

B3/6-311++G|43.2   |     |     | 2.434|       |99.2   |    |     

++++++++++++++++++++++++++++++++

AlP3-.

AlP3  mw:119.903 Anion CAS: Z-163135-79-3 fg:19 cnt:5202

----

01GOM/TAY    Datum: EA=2.06(5) eV LPES p:8

Vertical Detachment Energy:2.58(025) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alp3-tet.zzf]

W1U        |23.0   |     |     | 2.037|       |69.9   |    |     

CBS-QB3    |17.9   |     |     | 2.055|       |65.2   |    |     

G3MP2B3    |21.3   |     |     | 2.017|       |67.7   |    |     

G3MP2B3+   |21.5   |     |     | 2.013|       |67.8   |    |     

G4MP2      |19.7   |     |     | 2.034|       |66.5   |    |     

M062X/Def2T|13.6   |     |     | 1.983|       |59.3   |    |     

B3/6-311++G|47.3   |     |     | 2.021|       |93.8   |    |     

++++++++++++++++++++++++++++++++

AlP4-.

AlP4  mw:150.877 Anion CAS: Z-828919-65-9 fg:19 cnt:5203

----

01GOM/TAY    Datum: EA=2.64(5) eV LPES p:8

Vertical Detachment Energy:2.93(025) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alp4.zzf]

W1U        |16.2   |     |     | 2.441|       |72.5   |    |     

G3MP2B3    |12.5   |     |     | 2.581|       |72.1   |    |     

B3/6-311++G|52.6   |     |     | 2.428|       |108.6  |    |     

++++++++++++++++++++++++++++++++

PtAl-

AlPt  mw:221.947 Anion CAS: Z-1609166-68-8 fg:19 cnt:8566

----

14ZHA/GAN    Datum: EA=2.10(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptal-s.za0]

M062X/Def2T|95.0   |     |     | 1.901|       |138.9  |    |     

++++++++++++++++++++++++++++++++

AlS-

AlS  mw:58.954 Anion CAS: Z-158445-17-1 fg:19 cnt:3148

HOF(A.)=  55.6/1.4  96GUR/VEY    |

----

95NAK/TAG    Datum: EA=2.60(3) eV LPES | HOF(A-)=-4.3/1.6 R-EA p:8

Vertical Detachment Energy:2.75(4) eV.

----

96KAY/NAK    Datum: EA=2.4(1) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [als.zaf]

W1U        |-13.4  |330.4|324.7| 2.714|22.1   |49.2   |19.3|79.2 

CBS-QB3    |-15.3  |329.4|323.6| 2.683|21.1   |46.5   |19.5|77.5 

G3MP2B3    |-16.8  |329.2|323.5| 2.739|21.1   |46.3   |19.3|77.3 

G3MP2B3+   |-16.7  |329.2|323.5| 2.739|21.2   |46.4   |19.2|77.3 

G4MP2      |-15.8  |330.3|324.6| 2.746|21.1   |47.5   |19.4|78.6 

M062X/Def2T|-10.1  |333.8|328.1| 2.471|20.8   |46.9   |19.2|78.2 

B3/6-311++G|-6.8   |330.0|324.2| 2.691|30.5   |55.2   |19.2|76.8 

++++++++++++++++++++++++++++++++

AlS2-

AlS2  mw:90.926 Anion CAS: Z-124374-80-7 fg:19 cnt:3134

HOF(A.)=  59.4/12.0  96GUR/VEY   |

----

96KAY/NAK    Datum: EA=4.0(1) eV LPES | HOF(A-)=-32.8/12.2 R-EA p:8

----

95NAK/ZHA    Datum: EA=>4.66 eV LPES p:7

DaffH(AH)= >119.2/12.8 A-IN

No detachment was observed with 4.66 eV photons. Composite computational methods(18BAR/) indicate an electron affinity of ca. 4.25 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [als2.zaf]

W1U        |-60.4  |305.6|301.2| 4.243|-0.1   |37.7   |14.7|89.9 

CBS-QB3    |-63.6  |305.1|300.7| 4.182|-2.9   |33.1   |14.6|88.1 

G3MP2B3    |-62.4  |306.3|302.0| 4.263|-1.5   |36.1   |14.5|89.7 

G3MP2B3+   |-62.6  |306.0|301.7| 4.272|-1.4   |36.2   |14.4|89.7 

G4MP2      |-60.9  |307.1|301.8| 4.248|-0.9   |37.2   |17.8|90.1 

M062X/Def2T|-58.3  |306.3|301.1| 4.103|0.1    |36.6   |17.6|88.7 

B3/6-311++G|-45.9  |305.1|299.8| 3.966|16.3   |45.7   |17.6|81.5 

++++++++++++++++++++++++++++++++

AlS3-

AlS3  mw:122.898 Anion CAS: N-163292-47-5 fg:19 cnt:3138

----

95NAK/ZHA    Datum: EA=1.40(15) eV LPES p:8

Vertical Detachment Energy:2.06(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [als3-s.zaf]

W1U        |-66.2  |     |     | 3.814|       |21.9   |    |     

CBS-QB3    |-69.7  |     |     | 4.124|       |25.6   |    |     

G3MP2B3    |-67.4  |     |     | 3.879|       |22.0   |    |     

G3MP2B3+   |-67.3  |     |     | 3.889|       |22.2   |    |     

G4MP2      |-67.2  |     |     | 3.803|       |20.7   |    |     

M062X/Def2T|-66.5  |     |     | 3.734|       |19.7   |    |     

B3/6-311++G|-40.6  |     |     | 3.832|       |47.6   |    |     

++++++++++++++++++++++++++++++++

AlSb-

AlSb  mw:147.886 Anion CAS: Z-1207862-01-8 fg:19 cnt:9543

----

10MEL/CLA    Datum: EA=1.89(7) eV LPES p:8

Vertical Detachment Energy:2.13(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alsb.zz0]

M062X/Def2T|76.5   |     |     | 1.602|       |113.5  |    |     

++++++++++++++++++++++++++++++++

AlSi-

AlSi  mw:54.959 Anion CAS: Z-200639-65-2 fg:19 cnt:5677

----

97WAN/WAN    Datum: EA=1.32(5) eV LPES | HOF(A-)=-271.0/1.2 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alsi-t.zaf]

W1U        |99.6   |340.2|333.3| 1.311|125.2  |129.8  |23.2|56.7 

CBS-QB3    |97.1   |338.8|332.0| 1.367|124.0  |128.5  |22.7|56.6 

G3MP2B3    |94.1   |339.2|332.4| 1.360|122.1  |125.5  |22.7|55.5 

G3MP2B3+   |94.1   |339.1|332.3| 1.366|122.2  |125.6  |22.7|55.5 

G4MP2      |97.9   |342.5|335.7| 1.326|122.6  |128.5  |22.8|58.1 

M062X/Def2T|102.7  |342.6|335.8| 1.051|124.8  |126.9  |22.8|54.3 

B3/6-311++G|105.0  |337.2|330.4| 1.300|135.1  |135.0  |22.7|52.0 

++++++++++++++++++++++++++++++++

AlSi2-

AlSi2  mw:82.936 Anion CAS: Z-885605-44-7 fg:19 cnt:10538

----

06ZUB/LI 2   Datum: EA=2.19(3) eV LPES p:8

Vertical Detachment Energy:2.33(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alsi2.zaf]

W1U        |98.2   |     |     | 2.223|       |149.6  |    |     

CBS-QB3    |97.4   |     |     | 2.196|       |148.1  |    |     

G3MP2B3    |93.8   |     |     | 2.292|       |146.7  |    |     

G3MP2B3+   |93.9   |     |     | 2.295|       |146.8  |    |     

G4MP2      |94.2   |     |     | 2.287|       |147.0  |    |     

M062X/Def2T|100.0  |     |     | 2.532|       |158.1  |    |     

B3/6-311++G|114.9  |     |     | 2.633|       |175.4  |    |     

++++++++++++++++++++++++++++++++

Al2-

Al2  mw:53.964 Anion CAS: Z-52932-00-0 fg:2 cnt:3653

HOF(A.)= 119.8/4.8  96GUR/VEY    |

----

98LI_/WU     Datum: EA=1.46(6) eV LPES | HOF(A-)=86.2/5.1 R-EA p:9

DaffH(AH)=  61.6/5.1 A-IN

----

94CHA/GAN    Datum: EA=1.60(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

88GAN/GAU    Datum: EA=<1.10(15) eV LPES p:5

Vertical Detachment Energy:same as electron affinity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2-q.zaf]

W1U        |93.1   |     |     | 1.550|       |128.9  |    |     

CBS-QB3    |92.8   |     |     | 1.578|       |129.1  |    |     

G3MP2B3    |88.6   |     |     | 1.666|       |127.0  |    |     

G3MP2B3+   |88.8   |     |     | 1.666|       |127.2  |    |     

G4MP2      |91.8   |     |     | 1.612|       |128.9  |    |     

M062X/Def2T|97.4   |     |     | 1.287|       |127.1  |    |     

B3/6-311++G|99.5   |     |     | 1.489|       |133.9  |    |     

++++++++++++++++++++++++++++++++

Al2As-

Al2As  mw:128.885 Anion CAS: Z-163084-82-0 fg:19 cnt:9539

----

10MEL/CLA    Datum: EA=2.39(7) eV LPES p:8

Vertical Detachment Energy:2.66(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2as.zaf]

G3MP2B3    |50.2   |     |     | 2.635|       |111.3  |    |     

M062X/Def2T|58.9   |     |     | 2.291|       |111.8  |    |     

B3/6-311++G|62.5   |     |     | 2.418|       |118.5  |    |     

++++++++++++++++++++++++++++++++

Au2Al2-

Al2Au2  mw:447.897 Anion CAS: Z-1442419-16-0 fg:20 cnt:8708

----

14LOP/CZE    Datum: EA=1.4438(8) eV PVMI p:9

++++++++++++++++++++++++++++++++

Au2(AlO)2-

Al2Au2O2  mw:479.887 fg:17 cnt:10657

----

14LOP/JIA    Datum: EA=1.27(3) eV LPES p:8

Vertical Detachment Energy:1.34(3) eV.

++++++++++++++++++++++++++++++++

BAl2H2-

Al2BH2  mw:66.989 Anion CAS: Z-1609186-25-5 fg:16 cnt:8572

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.34(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bhal2h.zaf]

W1U        |92.3   |     |     | 2.123|       |141.7  |    |     

CBS-QB3    |92.1   |     |     | 2.167|       |142.6  |    |     

G3MP2B3    |90.2   |     |     | 2.273|       |143.1  |    |     

G3MP2B3+   |90.3   |     |     | 2.276|       |143.3  |    |     

G4MP2      |90.7   |     |     | 2.247|       |143.0  |    |     

M062X/Def2T|96.8   |     |     | 1.892|       |140.7  |    |     

B3/6-311++G|104.3  |     |     | 1.900|       |148.6  |    |     

++++++++++++++++++++++++++++++++

BAl2H3-

Al2BH3  mw:67.996 Anion CAS: Z-1609186-27-7 fg:16 cnt:8573

----

14WAN/ZHA    Datum: EA=1.4(1) eV LPES p:8

Vertical Detachment Energy:1.73(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bal2h3.zzf]

W1U        |92.2   |     |     | 1.456|       |125.9  |    |     

CBS-QB3    |78.5   |     |     | 2.048|       |126.3  |    |     

G3MP2B3    |78.3   |     |     | 2.101|       |127.2  |    |     

G3MP2B3+   |78.4   |     |     | 2.102|       |127.3  |    |     

G4MP2      |78.5   |     |     | 2.094|       |127.4  |    |     

M062X/Def2T|80.5   |     |     | 1.969|       |126.7  |    |     

B3/6-311++G|87.3   |     |     | 1.984|       |133.6  |    |     

++++++++++++++++++++++++++++++++

BAl2H4-

Al2BH4  mw:69.004 Anion CAS: Z-1609186-30-2 fg:16 cnt:8574

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.47(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bal2h4.zzf]

W1U        |63.1   |     |     | 1.966|       |108.6  |    |     

G3MP2B3    |63.5   |     |     | 2.056|       |111.2  |    |     

B3/6-311++G|73.6   |     |     | 1.865|       |116.9  |    |     

++++++++++++++++++++++++++++++++

Al2BO2-

Al2BO2  mw:96.963 Anion CAS: Z-2919704-31-5 fg:17 cnt:11259

----

18OU_/FEN    Datum: EA=2.39(8) eV LPES p:8

Vertical Detachment Energy:2.83(8) eV.

++++++++++++++++++++++++++++++++

B2Al2H-

Al2B2H  mw:76.990 Anion CAS: Z-1609186-34-6 fg:16 cnt:8584

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.53(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2b2h-t.zaf]

W1U        |117.8  |     |     | 2.385|       |173.0  |    |     

CBS-QB3    |119.7  |     |     | 2.312|       |173.0  |    |     

G3MP2B3    |117.0  |     |     | 2.431|       |173.1  |    |     

G3MP2B3+   |117.0  |     |     | 2.436|       |173.3  |    |     

G4MP2      |117.4  |     |     | 2.431|       |173.6  |    |     

M062X/Def2T|114.8  |     |     | 2.135|       |164.1  |    |     

B3/6-311++G|128.7  |     |     | 2.179|       |179.1  |    |     

++++++++++++++++++++++++++++++++

B2Al2H2-

Al2B2H2  mw:77.998 Anion CAS: Z-1609186-37-9 fg:16 cnt:8585

----

14WAN/ZHA    Datum: EA=2.0(1) eV LPES p:8

Vertical Detachment Energy:2.37(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2al2h2d.zzf]

W1U        |112.9  |     |     | 2.043|       |160.1  |    |     

CBS-QB3    |115.7  |     |     | 2.036|       |162.7  |    |     

G3MP2B3    |114.0  |     |     | 2.089|       |162.2  |    |     

G3MP2B3+   |113.8  |     |     | 2.101|       |162.3  |    |     

G4MP2      |114.2  |     |     | 2.079|       |162.2  |    |     

M062X/Def2T|113.3  |     |     | 2.000|       |159.5  |    |     

B3/6-311++G|124.5  |     |     | 2.104|       |173.1  |    |     

++++++++++++++++++++++++++++++++

B2Al2H3-

Al2B2H3  mw:79.006 Anion CAS: Z-1609186-40-4 fg:16 cnt:8586

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.28(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2al2h3.zzf]

W1U        |93.0   |     |     | 2.156|       |142.9  |    |     

G3MP2B3    |94.6   |     |     | 2.239|       |146.4  |    |     

B3/6-311++G|105.0  |     |     | 2.089|       |153.3  |    |     

++++++++++++++++++++++++++++++++

B3Al2H-

Al2B3H  mw:87.999 Anion CAS: Z-1609186-45-9 fg:16 cnt:8598

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.76(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b3al2h.zzf]

W1U        |167.7  |     |     | 2.208|       |218.7  |    |     

G3MP2B3    |169.5  |     |     | 2.220|       |220.7  |    |     

B3/6-311++G|181.6  |     |     | 2.017|       |228.2  |    |     

++++++++++++++++++++++++++++++++

B3Al2H2-

Al2B3H2  mw:89.007 Anion CAS: Z-1609186-49-3 fg:16 cnt:8599

----

14WAN/ZHA    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.91(3) eV.

++++++++++++++++++++++++++++++++

B3Al2H3-

Al2B3H3  mw:90.015 Anion CAS: Z-1609186-59-5 fg:16 cnt:8600

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.69(3) eV.

++++++++++++++++++++++++++++++++

B4Al2H-

Al2B4H  mw:99.009 Anion CAS: Z-1609186-70-0 fg:16 cnt:8613

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.64(3) eV.

++++++++++++++++++++++++++++++++

B4Al2H2-

Al2B4H2  mw:100.016 Anion CAS: Z-1609186-78-8 fg:16 cnt:8614

----

14WAN/ZHA    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.94(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b4al2h2.zzf]

G3MP2B3    |138.2  |     |     | 1.834|       |180.5  |    |     

++++++++++++++++++++++++++++++++

Al2Bi-

Al2Bi  mw:262.944 Anion CAS: Z-1092796-91-2 fg:19 cnt:9549

----

08JON/CLA    Datum: EA=1.97(5) eV LPES p:8

Vertical Detachment Energy:2.37(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2bi-s.za0]

M062X/Def2T|84.7   |     |     | 1.777|       |125.6  |    |     

++++++++++++++++++++++++++++++++

Bi2Al2-

Al2Bi2  mw:471.924 Anion CAS: Z-1189820-67-4 fg:20 cnt:11135

----

14SUN/XU     Datum: EA=2.11(8) eV LPES p:8

Vertical Detachment Energy:2.32(8) eV.

++++++++++++++++++++++++++++++++

Al2Co6-

Al2Co6  mw:407.563 Anion CAS: N-12370-11-5 fg:20 cnt:7482

----

01PRA/NAK3   Datum: EA=1.53(15) eV LPES p:8

Vertical Detachment Energy:2.11(10) eV.

++++++++++++++++++++++++++++++++

Al2Co8-

Al2Co8  mw:525.429 fg:20 cnt:7484

----

01PRA/NAK3   Datum: EA=1.76(17) eV LPES p:8

Vertical Detachment Energy:2.18(10) eV.

++++++++++++++++++++++++++++++++

Al2Co10-

Al2Co10  mw:643.296 fg:20 cnt:7486

----

01PRA/NAK3   Datum: EA=1.79(17) eV LPES p:8

Vertical Detachment Energy:2.26(11) eV.

++++++++++++++++++++++++++++++++

CuAl2-

Al2Cu  mw:116.893 Anion CAS: Z-347916-26-1 fg:19 cnt:9448

----

01THO/ZHE    Datum: EA=1.35(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2cu-t.za0]

CBS-QB3    |108.6  |     |     | 1.474|       |142.6  |    |     

M062X/Def2T|125.8  |     |     | 1.332|       |156.5  |    |     

B3/6-311++G|124.9  |     |     | 1.461|       |158.6  |    |     

++++++++++++++++++++++++++++++++

AlF3..AlF4-

Al2F7  mw:186.952 Anion CAS: Z-66984-30-3 fg:490 cnt:924

HOF(solv)=-289.0/0.7  96GUR/VEY    

----

80SID/NIK *  Datum: DaffG= 41.8/2.0 TDAs | HOF(A-)=-809.6/3.5 AfIN p:6

DaffH(X..Y-)= 48.8/1.0 TDAs

----

79GUS/GOR *  Datum: HOF(A-)=-809.5/13.3 TDAs p:6

DaffH(X..Y-)= 57.1/13.3 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [al2f7.zcf]

CBS-QB3    |-812.2 | 54.7| 46.6| 27.0|-290.6 |-466.9 

G3MP2B3    |-802.3 | 51.9| 42.9| 30.2|-287.2 |-463.2 

G3MP2B3+   |-803.4 | 53.6| 45.0| 28.8|-286.9 |-462.9 

G4MP2      |-806.0 | 53.3| 45.5| 26.4|-288.4 |-464.3 

M062X/Def2T|-797.8 | 55.5| 47.8| 25.7|-283.9 |-458.3 

B3/6-311++G|-743.4 | 51.6| 43.0| 28.7|-258.5 |-433.3 

++++++++++++++++++++++++++++++++

KAlF4..AlF4-

Al2F8K  mw:244.915

Core ion CAS: Z-21340-02-3 Solvent: 14484-69-6 fg:490 cnt:1170

HOF(solv)=-369.8/8.0  89MAV/MIL    

----

80SID/NIK *  Datum: DaffG= 29.5/2.5 TDAs | HOF(A-)=-957.2/10.0 AfIN p:7

DaffH(X..Y-)= 35.1/1.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [kalf42.zcf]

G3MP2B3    |-949.3 | 40.2| 31.3| 29.7|-445.8 |-463.2 

G4MP2      |-949.6 | 39.0| 30.0| 30.2|-446.4 |-464.3 

M062X/Def2T|-944.7 | 41.3| 31.3| 33.5|-445.0 |-458.3 

B3/6-311++G|-882.8 | 38.1| 29.8| 27.7|-411.4 |-433.3 

++++++++++++++++++++++++++++++++

NaAlF4..AlF4-

Al2F8Na  mw:228.941

Core ion CAS: Z-21340-02-3 Solvent: 13821-15-3 fg:490 cnt:925

HOF(solv)=-351.9/8.0  89MAV/MIL    

----

80SID/NIK *  Datum: DaffG= 33.6/3.2 TDAs | HOF(A-)=-956.1/10.0 AfIN p:6

DaffH(X..Y-)= 39.6/2.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [naalf42.zcf]

G3MP2B3    |-932.4 | 49.4| 40.0| 31.4|-419.8 |-463.2 

G4MP2      |-947.8 | 45.1| 35.6| 31.6|-438.4 |-464.3 

M062X/Def2T|-939.1 | 45.6| 35.6| 33.5|-435.1 |-458.3 

B3/6-311++G|-877.7 | 44.1| 34.9| 30.8|-400.3 |-433.3 

++++++++++++++++++++++++++++++++

LiH2Al=AlH2-

Al2H4Li  mw:65.011 Anion CAS: Z-2242883-96-9 fg:16 cnt:9080

----

17LUN/ZHA    Datum: EA=1.0(1) eV LPES p:8

Vertical Detachment Energy:1.3(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lial2h4.zzf]

W1U        |34.9   |     |     | 1.177|       |62.0   |    |     

CBS-QB3    |35.3   |     |     | 1.171|       |62.2   |    |     

G3MP2B3    |34.0   |     |     | 1.281|       |63.7   |    |     

G3MP2B3+   |34.1   |     |     | 1.292|       |63.9   |    |     

G4MP2      |34.5   |     |     | 1.286|       |64.1   |    |     

M062X/Def2T|44.4   |     |     | 1.000|       |67.4   |    |     

B3/6-311++G|44.6   |     |     | 1.159|       |71.3   |    |     

++++++++++++++++++++++++++++++++

Al2H6-.

Al2H6  mw:60.011 Anion CAS: Z-96240-56-1 fg:20 cnt:5003

HOF(A.)=  28.6/11.0  05GOE/HER   |

----

13ZHA/WAN    Datum: EA=2.4(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

01RAO/JEN    Datum: EA=2.40(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy, much larger than calculated adiabatic electron affinity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2h6.zzf]

W1U        |19.7   |     |     | 0.429|       |28.7   |    |     

CBS-QB3    |18.1   |     |     | 0.442|       |27.3   |    |     

G3MP2B3    |20.3   |     |     | 0.527|       |31.6   |    |     

G3MP2B3+   |20.5   |     |     | 0.529|       |31.8   |    |     

G4MP2      |20.3   |     |     | 0.524|       |31.5   |    |     

M062X/Def2T|27.0   |     |     | 0.420|       |35.9   |    |     

B3/6-311++G|24.2   |     |     | 0.624|       |37.7   |    |     

++++++++++++++++++++++++++++++++

Al2H7-

Al2H7  mw:61.018 Anion CAS: Z-65856-39-5 fg:20 cnt:6669

HOF(solv)=  27.5/11.0  05GOE/HER   

----

05GOE/HER    Datum: DaffH= 77.0/4.0 CIDT | HOF(A-)=-14.8/11.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [al2h7.zcf]

W1U        |-14.2  | 77.7| 75.0|  9.1|28.7   |34.7   

CBS-QB3    |-16.4  | 83.4| 79.1| 14.3|27.3   |34.7   

G3MP2B3    |-12.5  | 83.6| 79.7| 13.0|31.6   |34.7   

G3MP2B3+   |-12.3  | 83.6| 79.7| 13.2|31.8   |34.7   

G4MP2      |-12.4  | 91.1| 87.5| 11.9|31.5   |34.7   

M062X/Def2T|-4.1   | 92.4| 88.3| 13.7|35.9   |34.7   

B3/6-311++G|-8.7   | 70.7| 74.6| 12.9|37.7   |34.7   

++++++++++++++++++++++++++++++++

Al2MoO2-

Al2MoO2  mw:183.859 Anion CAS: Z-1448841-10-8 fg:17 cnt:8513

----

13MAN/WAL    Datum: EA=2.16(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Adabatic electron affinity is approximately 1.6 - 1.9 eV.

++++++++++++++++++++++++++++++++

Al2MoO3-

Al2MoO3  mw:199.854 Anion CAS: Z-1448841-11-9 fg:17 cnt:8514

----

13MAN/WAL    Datum: EA=2.53(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Adabatic electron affinity is approximately 1.7 - 2.0 eV.

++++++++++++++++++++++++++++++++

Al2MoO4-

Al2MoO4  mw:215.849 Anion CAS: Z-1448841-12-0 fg:17 cnt:8515

----

13MAN/WAL    Datum: EA=2.15(5) eV LPES p:8

Vertical Detachment Energy:2.52(5) eV.

++++++++++++++++++++++++++++++++

Al2N-.

Al2N  mw:67.967 Anion CAS: Z-151339-51-4 fg:19 cnt:6620

----

06MEL/SHE    Datum: EA=2.571(8) eV LPES p:9

----

05LI_/WAN    Datum: EA=2.45(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2n#.zzf]

W1U        |37.6   |     |     | 2.574|       |97.0   |    |     

W1U        |37.6   |     |     | 2.574|       |97.0   |    |     

G3MP2B3    |35.0   |     |     | 2.597|       |94.9   |    |     

G3MP2B3+   |35.2   |     |     | 2.598|       |95.1   |    |     

G4MP2      |35.6   |     |     | 2.616|       |96.0   |    |     

M062X/Def2T|39.6   |     |     | 2.350|       |93.9   |    |     

B3/6-311++G|46.6   |     |     | 2.359|       |101.0  |    |     

++++++++++++++++++++++++++++++++

Na3Al2-

Al2Na3  mw:122.933 Anion CAS: Z-1583306-06-2 fg:20 cnt:9856

----

18ZHA/POP    Datum: EA=0.89(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na3al2b.zaf]

W1U        |88.5   |     |     | 0.787|       |106.5  |    |     

CBS-QB3    |84.9   |     |     | 0.888|       |105.3  |    |     

G3MP2B3    |76.5   |     |     | 1.028|       |100.1  |    |     

G3MP2B3+   |76.7   |     |     | 1.027|       |100.3  |    |     

G4MP2      |73.2   |     |     | 1.067|       |97.7   |    |     

M062X/Def2T|87.8   |     |     | 0.711|       |104.1  |    |     

B3/6-311++G|108.7  |     |     | 0.741|       |125.6  |    |     

++++++++++++++++++++++++++++++++

Al2O2-

Al2O2  mw:85.953 Anion CAS: Z-188934-82-9 fg:7 cnt:4492

HOF(A.)= -94.3/7.7  02BIN/MIL    |

----

19DEV/BAB    Datum: EA=1.8709(4) eV SEVI p:9

----

97DES/WU     Datum: EA=1.88(3) eV LPES p:8

Calculations (99ARC/STA) agree.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2o2.zaf]

W1U        |-134.0 |     |     | 1.898|       |-90.3  |    |     

CBS-QB3    |-135.3 |     |     | 1.895|       |-91.7  |    |     

G3MP2B3    |-132.4 |     |     | 1.884|       |-89.0  |    |     

G3MP2B3+   |-132.1 |     |     | 1.886|       |-88.7  |    |     

G4MP2      |-133.3 |     |     | 1.887|       |-89.8  |    |     

M062X/Def2T|-131.5 |     |     | 2.222|       |-80.4  |    |     

B3/6-311++G|-110.1 |     |     | 2.315|       |-56.8  |    |     

++++++++++++++++++++++++++++++++

TiAl2O2-

Al2O2Ti  mw:133.901 Anion CAS: Z-1258312-33-2 fg:17 cnt:9345

----

10ZHA/XU     Datum: EA=1.17(8) eV LPES p:8

Vertical Detachment Energy:1.40(8) eV.

++++++++++++++++++++++++++++++++

Al2VO2-

Al2O2V  mw:136.897 Anion CAS: Z-1260378-56-0 fg:17 cnt:9336

----

11ZHA/XU     Datum: EA=1.22(8) eV LPES p:8

Vertical Detachment Energy:1.46(8) eV.

++++++++++++++++++++++++++++++++

Al2O3-.

Al2O3  mw:101.948 Anion CAS: Z-163084-19-3 fg:7 cnt:4493

----

97DES/WU     Datum: EA=3.71(3) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2o3-c.zzf]

W1U        |-207.2 |     |     | 3.708|       |-120.8 |    |     

CBS-QB3    |-208.3 |     |     | 3.628|       |-123.7 |    |     

G3MP2B3    |-206.3 |     |     | 3.627|       |-121.8 |    |     

G3MP2B3+   |-206.1 |     |     | 3.633|       |-121.6 |    |     

G4MP2      |-206.1 |     |     | 3.771|       |-118.3 |    |     

M062X/Def2T|-205.0 |     |     | 4.489|       |-101.3 |    |     

B3/6-311++G|-172.0 |     |     | 4.256|       |-73.7  |    |     

++++++++++++++++++++++++++++++++

TiAl2O3-

Al2O3Ti  mw:149.896 Anion CAS: Z-1258312-37-6 fg:17 cnt:9346

----

10ZHA/XU     Datum: EA=2.2(1) eV LPES p:8

Vertical Detachment Energy:2.6(1) eV.

++++++++++++++++++++++++++++++++

Al2O4-

Al2O4  mw:117.943 Anion CAS: Z-188934-80-7 fg:7 cnt:4494

----

97DES/WU     Datum: EA=3.98(3) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2o4.zzf]

CBS-QB3    |-254.8 |     |     | 2.395|       |-199.4 |    |     

G3MP2B3    |-248.4 |     |     | 2.912|       |-181.1 |    |     

G3MP2B3+   |-248.1 |     |     | 2.907|       |-180.9 |    |     

G4MP2      |-247.2 |     |     | 2.570|       |-187.8 |    |     

M062X/Def2T|-255.8 |     |     | 7.457|       |-83.5  |    |     

B3/6-311++G|-225.5 |     |     | 6.580|       |-73.6  |    |     

++++++++++++++++++++++++++++++++

Al2O5-

Al2O5  mw:133.938 Anion CAS: Z-188934-81-8 fg:7 cnt:4495

----

97DES/WU     Datum: EA=3.75(3) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2o5c2v.zzf]

CBS-QB3    |-274.5 |     |     | 2.758|       |-210.8 |    |     

G3MP2B3    |-270.9 |     |     | 3.097|       |-199.4 |    |     

G3MP2B3+   |-246.5 |     |     | 2.048|       |-199.3 |    |     

M062X/Def2T|-275.0 |     |     | 7.071|       |-111.7 |    |     

B3/6-311++G|-234.0 |     |     | 5.979|       |-96.0  |    |     

++++++++++++++++++++++++++++++++

Al2P-.

Al2P  mw:84.937 Anion CAS: Z-264624-61-5 fg:19 cnt:5204

----

01GOM/TAY    Datum: EA=2.513(20) eV LPES p:8

Vertical Detachment Energy:2.55(025) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2p.zaf]

W1U        |50.1   |     |     | 2.489|       |107.6  |    |     

CBS-QB3    |46.9   |     |     | 2.481|       |104.3  |    |     

G3MP2B3    |45.3   |     |     | 2.654|       |106.7  |    |     

G3MP2B3+   |45.4   |     |     | 2.660|       |106.9  |    |     

G4MP2      |45.9   |     |     | 2.655|       |107.4  |    |     

M062X/Def2T|49.5   |     |     | 2.306|       |102.8  |    |     

B3/6-311++G|60.5   |     |     | 2.447|       |117.1  |    |     

++++++++++++++++++++++++++++++++

Al2P2-.

Al2P2  mw:115.911 Anion CAS: Z-849418-14-0 fg:20 cnt:5205

----

01GOM/TAY    Datum: EA=2.15(10) eV LPES p:8

Vertical Detachment Energy:2.33(025) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2p2-dl.zzf]

W1U        |46.5   |     |     | 1.860|       |89.7   |    |     

G3MP2B3    |43.8   |     |     | 1.927|       |88.2   |    |     

G3MP2B3+   |44.1   |     |     | 1.921|       |88.4   |    |     

M062X/Def2T|39.6   |     |     | 1.740|       |79.7   |    |     

B3/6-311++G|65.5   |     |     | 1.916|       |109.6  |    |     

++++++++++++++++++++++++++++++++

Al2P3-.

Al2P3  mw:146.885 Anion CAS: Z-770728-59-1 fg:20 cnt:5206

----

01GOM/TAY    Datum: EA=2.739(20) eV LPES p:8

Vertical Detachment Energy:2.92(025) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2p3.zaf]

G3MP2B3    |17.8   |     |     | 2.905|       |84.8   |    |     

++++++++++++++++++++++++++++++++

PtAl2-

Al2Pt  mw:248.928 Anion CAS: Z-1609166-69-9 fg:19 cnt:8567

----

22ACI/ZHA    Datum: EA=1.15(5) eV LPES p:8

----

14ZHA/GAN    Datum: EA=1.10(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2pt-d.za0]

M062X/Def2T|104.7  |     |     | 0.810|       |123.4  |    |     

++++++++++++++++++++++++++++++++

Al2S-

Al2S  mw:85.936 Anion CAS: Z-161173-70-2 fg:19 cnt:3149

HOF(A.)=  52.7/4.1  96GUR/VEY    |

----

96KAY/NAK    Datum: EA=0.7(1) eV LPES | HOF(A-)=36.6/4.7 R-EA p:8

----

95NAK/TAG    Datum: EA=0.80(12) eV LPES p:8

Vertical Detachment Energy:2.14(11) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2s-d.zaf]

CBS-QB3    |18.6   |     |     | 0.983|       |41.3   |    |     

G3MP2B3    |18.0   |     |     | 1.032|       |41.9   |    |     

G3MP2B3+   |18.2   |     |     | 1.042|       |42.3   |    |     

G4MP2      |18.3   |     |     | 1.016|       |41.8   |    |     

M062X/Def2T|21.0   |     |     | 0.810|       |39.8   |    |     

B3/6-311++G|34.2   |     |     | 0.943|       |56.0   |    |     

++++++++++++++++++++++++++++++++

Al2S2-

Al2S2  mw:117.908 Anion CAS: Z-166899-79-2 fg:20 cnt:3135

HOF(A.)=  15.9/4.0  02BIN/MIL    |

----

96KAY/NAK    Datum: EA=1.9(1) eV LPES | HOF(A-)=-27.9/4.6 R-EA p:8

----

95NAK/ZHA    Datum: EA=1.90(6) eV LPES p:8

DaffH(AH)=  106.8/4.3 A-IN

Vertical Detachment Energy:2.14(11) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2s2.zaf]

W1U        |-39.5  |     |     | 1.996|       |6.2    |    |     

CBS-QB3    |-43.9  |     |     | 1.992|       |1.7    |    |     

G3MP2B3    |-42.0  |     |     | 2.007|       |4.0    |    |     

G3MP2B3+   |-41.8  |     |     | 2.008|       |4.2    |    |     

G4MP2      |-42.5  |     |     | 2.017|       |3.7    |    |     

M062X/Def2T|-39.7  |     |     | 2.132|       |9.2    |    |     

B3/6-311++G|-17.4  |     |     | 2.266|       |34.5   |    |     

++++++++++++++++++++++++++++++++

Al2S3-

Al2S3  mw:149.880 Anion CAS: Z-181715-26-4 fg:20 cnt:3139

----

96KAY/NAK    Datum: EA=3.5(1) eV LPES p:8

----

95NAK/ZHA    Datum: EA=>3.49 eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2s3.zzf]

W1U        |-87.1  |     |     | 3.946|       |4.2    |    |     

CBS-QB3    |-92.0  |     |     | 3.916|       |-1.4   |    |     

G3MP2B3    |-89.2  |     |     | 3.898|       |1.0    |    |     

G3MP2B3+   |-89.0  |     |     | 3.897|       |1.2    |    |     

G4MP2      |-89.5  |     |     | 3.990|       |2.8    |    |     

M062X/Def2T|-88.5  |     |     | 3.984|       |3.7    |    |     

B3/6-311++G|-54.5  |     |     | 3.806|       |33.6   |    |     

++++++++++++++++++++++++++++++++

Al2Sb-

Al2Sb  mw:174.867 Anion CAS: Z-1207862-02-9 fg:19 cnt:9544

----

10MEL/CLA    Datum: EA=2.34(10) eV LPES p:8

Vertical Detachment Energy:2.57(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2sb-s.za0]

M062X/Def2T|88.4   |     |     | 2.037|       |135.3  |    |     

++++++++++++++++++++++++++++++++

Al3-

Al3  mw:80.945 Anion CAS: Z-56448-64-7 fg:2 cnt:2020

HOF(A.)= 136.4/5.6  01FU_/RUS    |

----

09VIL/LEO    Datum: EA=1.916(4) eV LPES | HOF(A-)=92.2/7.5 R-EA p:9

DaffH(AH)=  72.8/7.5 A-IN

----

98WU_/LI     Datum: EA=1.90(3) eV LPES p:8

Authors assigned the lower electron affinity values of 88TAY/PET and 88GAN/MEI to hot states of anion.

----

94CHA/GAN    Datum: EA=1.90(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

89HET/       Datum: EA=<1.9(1) eV IMRB p:6

Electron affinity less than p-benzoquinone.
###### the following are "below the line": evaluated as not accurate ####

----

88TAY/PET    Datum: EA=<1.53(10) eV LPES p:4

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/MEI    Datum: EA=<1.4(2) eV LPES p:4

Vertical Detachment Energy:1.9(1) eV.

----

88GAN/GAU    Datum: EA=<1.43(15) eV LPES p:4

Vertical Detachment Energy:1.63 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3-cs.zaf]

W1U        |109.8  |336.8|330.6| 1.822|138.9  |151.8  |20.9|65.1 

CBS-QB3    |109.0  |337.1|330.9| 1.868|137.6  |152.1  |21.0|66.6 

G3MP2B3    |104.3  |334.1|327.9| 2.152|137.4  |153.9  |20.7|68.6 

G3MP2B3+   |104.6  |334.1|327.9| 2.152|137.7  |154.2  |20.6|68.6 

G4MP2      |104.7  |334.3|328.1| 2.165|137.6  |154.7  |20.8|69.2 

M062X/Def2T|116.4  |341.7|335.4| 1.559|139.4  |152.4  |21.0|65.1 

B3/6-311++G|128.3  |     |     | 1.727|       |168.2  |    |     

++++++++++++++++++++++++++++++++

Al3As-

Al3As  mw:155.867 Anion CAS: Z-454185-03-6 fg:19 cnt:9540

----

10MEL/CLA    Datum: EA=1.85(9) eV LPES p:8

Vertical Detachment Energy:2.19(5) eV.

++++++++++++++++++++++++++++++++

Au2Al3-.

Al3Au2  mw:474.878 Anion CAS: N-1260117-60-9 fg:20 cnt:9002

----

17KHE/JIA    Datum: EA=2.03(4) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

BAl3H-

Al3BH  mw:92.962 Anion CAS: Z-1609186-33-5 fg:16 cnt:8581

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.40(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bal3h-t.zaf]

W1U        |131.2  |     |     | 1.857|       |174.4  |    |     

CBS-QB3    |125.0  |     |     | 2.130|       |174.1  |    |     

G3MP2B3    |121.9  |     |     | 2.411|       |177.6  |    |     

G4MP2      |122.4  |     |     | 2.393|       |177.6  |    |     

M062X/Def2T|124.9  |     |     | 1.992|       |171.0  |    |     

B3/6-311++G|141.8  |     |     | 1.918|       |186.2  |    |     

++++++++++++++++++++++++++++++++

BAl3H2-

Al3BH2  mw:93.970 Anion CAS: Z-1609186-36-8 fg:16 cnt:8582

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.41(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bal3h2.zzf]

W1U        |124.5  |     |     | 1.465|       |158.2  |    |     

G3MP2B3    |124.6  |     |     | 1.455|       |158.1  |    |     

B3/6-311++G|142.1  |     |     | 1.454|       |175.5  |    |     

++++++++++++++++++++++++++++++++

BAl3H3-

Al3BH3  mw:94.978 Anion CAS: Z-1609186-39-1 fg:16 cnt:8583

----

14WAN/ZHA    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.87(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bal3h3.zzf]

W1U        |107.8  |     |     | 2.048|       |155.1  |    |     

G3MP2B3    |107.3  |     |     | 2.134|       |156.6  |    |     

B3/6-311++G|126.5  |     |     | 2.049|       |173.8  |    |     

++++++++++++++++++++++++++++++++

Al3BO2-

Al3BO2  mw:123.944 Anion CAS: Z-2919704-32-6 fg:17 cnt:11260

----

18OU_/FEN    Datum: EA=1.93(8) eV LPES p:8

Vertical Detachment Energy:2.24(8) eV.

++++++++++++++++++++++++++++++++

B2Al3-

Al3B2  mw:102.964 Anion CAS: Z-904734-66-3 fg:20 cnt:10890

----

20FED/MU     Datum: EA=1.2(1) eV LPES p:8

Vertical Detachment Energy:2.59(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2al3.zaf]

W1U        |166.1  |     |     | 2.475|       |223.2  |    |     

CBS-QB3    |167.0  |     |     | 2.464|       |223.9  |    |     

G3MP2B3    |163.5  |     |     | 2.568|       |222.8  |    |     

G3MP2B3+   |163.8  |     |     | 2.571|       |223.1  |    |     

G4MP2      |164.4  |     |     | 2.705|       |226.8  |    |     

M062X/Def2T|166.4  |     |     | 2.282|       |219.0  |    |     

B3/6-311++G|187.3  |     |     | 2.300|       |240.4  |    |     

++++++++++++++++++++++++++++++++

B2Al3H-

Al3B2H  mw:103.972 Anion CAS: Z-1609186-44-8 fg:16 cnt:8595

----

14WAN/ZHA    Datum: EA=2.2(1) eV LPES p:8

Vertical Detachment Energy:2.47(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2al3h.zzf]

W1U        |162.1  |     |     | 2.182|       |212.8  |    |     

G3MP2B3    |163.0  |     |     | 2.117|       |212.1  |    |     

B3/6-311++G|181.0  |     |     | 2.147|       |230.8  |    |     

++++++++++++++++++++++++++++++++

B2Al3H2-

Al3B2H2  mw:104.979 Anion CAS: Z-1609186-48-2 fg:16 cnt:8596

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.57(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2al3h2.zzf]

W1U        |121.6  |     |     | 2.303|       |175.1  |    |     

G3MP2B3    |121.0  |     |     | 2.455|       |178.0  |    |     

B3/6-311++G|140.9  |     |     | 2.172|       |191.3  |    |     

++++++++++++++++++++++++++++++++

B2Al3H3-

Al3B2H3  mw:105.987 Anion CAS: Z-1609186-57-3 fg:16 cnt:8597

----

14WAN/ZHA    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.78(3) eV.

++++++++++++++++++++++++++++++++

B3Al3H-

Al3B3H  mw:114.981 Anion CAS: Z-1609186-69-7 fg:16 cnt:8610

----

14WAN/ZHA    Datum: EA=2.7(1) eV LPES p:8

Vertical Detachment Energy:2.94(3) eV.

++++++++++++++++++++++++++++++++

B3Al3H2-

Al3B3H2  mw:115.989 Anion CAS: Z-1609186-77-7 fg:16 cnt:8611

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.30(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b3al3h2.zaf]

CBS-QB3    |134.9  |     |     | 2.119|       |183.9  |    |     

G3MP2B3    |135.6  |     |     | 2.097|       |184.0  |    |     

G3MP2B3+   |135.8  |     |     | 2.097|       |184.2  |    |     

G4MP2      |135.4  |     |     | 2.112|       |184.3  |    |     

M062X/Def2T|124.1  |     |     | 1.934|       |168.9  |    |     

B3/6-311++G|153.5  |     |     | 2.007|       |199.9  |    |     

++++++++++++++++++++++++++++++++

B3Al3H3-

Al3B3H3  mw:116.997 Anion CAS: Z-1609186-82-4 fg:16 cnt:8612

----

14WAN/ZHA    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.97(3) eV.

++++++++++++++++++++++++++++++++

B4Al3H-

Al3B4H  mw:125.990 Anion CAS: Z-1609186-85-7 fg:16 cnt:8626

----

14WAN/ZHA    Datum: EA=1.8(1) eV LPES p:8

Vertical Detachment Energy:2.34(3) eV.

++++++++++++++++++++++++++++++++

B4Al3H2-

Al3B4H2  mw:126.998 Anion CAS: Z-1609186-90-4 fg:16 cnt:8627

----

14WAN/ZHA    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:3.08(3) eV.

++++++++++++++++++++++++++++++++

Al3Bi-

Al3Bi  mw:289.926 Anion CAS: Z-1092796-94-5 fg:19 cnt:9550

----

08JON/CLA    Datum: EA=1.62(7) eV LPES p:8

Vertical Detachment Energy:2.10(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3bi-d.za0]

M062X/Def2T|116.0  |     |     | 1.750|       |156.7  |    |     

++++++++++++++++++++++++++++++++

Bi2Al3-

Al3Bi2  mw:498.906 Anion CAS: Z-1634656-20-4 fg:20 cnt:11136

----

14SUN/XU     Datum: EA=2.30(8) eV LPES p:8

Vertical Detachment Energy:2.66(8) eV.

++++++++++++++++++++++++++++++++

CuAl3-

Al3Cu  mw:143.875 Anion CAS: Z-347916-28-3 fg:19 cnt:9449

----

01THO/ZHE    Datum: EA=1.56(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cual3-d.za0]

CBS-QB3    |127.6  |     |     | 1.465|       |161.5  |    |     

M062X/Def2T|148.9  |     |     | 1.314|       |179.1  |    |     

B3/6-311++G|158.6  |     |     | 1.463|       |192.4  |    |     

++++++++++++++++++++++++++++++++

GeAl3-

Al3Ge  mw:154.866 Anion CAS: Z-353490-88-7 fg:19 cnt:5265

----

01LI_/ZHA    Datum: EA=2.70(9) eV LPES p:9

The stated EA is the Vertical Detachment Energy. See also 01BOL/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [geal3-c2.zzf]

G3MP2B3    |100.4  |     |     | 2.900|       |167.4  |    |     

G3MP2B3+   |98.7   |     |     | 2.902|       |165.8  |    |     

G4MP2      |101.2  |     |     | 2.943|       |169.2  |    |     

M062X/Def2T|113.4  |     |     | 2.458|       |170.1  |    |     

B3/6-311++G|127.4  |     |     | 2.479|       |184.7  |    |     

++++++++++++++++++++++++++++++++

Al3Ge2-

Al3Ge2  mw:228.788 Anion CAS: Z-420119-53-5 fg:20 cnt:10234

----

02LI_/WAN    Datum: EA=2.36(3) eV LPES p:8

Vertical Detachment Energy:2.42(3) eV.

++++++++++++++++++++++++++++++++

Al3H-

Al3H  mw:81.953 Anion CAS: Z-1232031-11-6 fg:4 cnt:11406

----

21XU_/ZHA    Datum: EA=1.45(5) eV LPES p:8

Vertical Detachment Energy:1.70(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3h.zzf]

W1U        |100.5  |     |     | 1.674|       |138.9  |    |     

CBS-QB3    |98.5   |     |     | 1.702|       |137.6  |    |     

G3MP2B3    |96.8   |     |     | 1.770|       |137.4  |    |     

G3MP2B3+   |97.1   |     |     | 1.767|       |137.7  |    |     

G4MP2      |97.6   |     |     | 1.743|       |137.6  |    |     

M062X/Def2T|106.2  |     |     | 1.449|       |139.4  |    |     

B3/6-311++G|116.6  |     |     | 1.684|       |155.3  |    |     

++++++++++++++++++++++++++++++++

Al3H2-

Al3H2  mw:82.961 Anion CAS: Z-1609186-24-4 fg:20 cnt:8569

----

21XU_/ZHA    Datum: EA=1.76(5) eV LPES p:8

Vertical Detachment Energy:1.92(5) eV.

----

14WAN/ZHA    Datum: EA=1.7(1) eV LPES p:8

Vertical Detachment Energy:1.92(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3h2.zaf]

W1U        |84.9   |     |     | 1.940|       |129.8  |    |     

CBS-QB3    |83.0   |     |     | 1.976|       |128.7  |    |     

G3MP2B3    |82.2   |336.8|329.8| 2.065|112.5  |130.0  |23.5|69.5 

G3MP2B3+   |82.4   |336.8|329.3| 2.064|112.6  |130.2  |25.1|69.8 

M062X/Def2T|91.6   |     |     | 1.728|       |131.6  |    |     

M062X/Def2T|91.6   |     |     | 1.728|       |131.6  |    |     

B3/6-311++G|101.3  |342.1|334.5| 1.770|126.4  |142.3  |25.3|68.0 

++++++++++++++++++++++++++++++++

Al3D2-

Al3D2  mw:84.973 Anion CAS: Z-882508-61-4 fg:4 cnt:10444

----

06CUI/LI     Datum: EA=1.90(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3d2.zaf]

W1U        |83.4   |     |     | 1.938|       |128.2  |    |     

CBS-QB3    |82.3   |     |     | 1.974|       |127.9  |    |     

G3MP2B3    |80.7   |     |     | 2.062|       |128.4  |    |181.4

G4MP2      |82.0   |     |     | 2.051|       |129.5  |    |     

M062X/Def2T|91.0   |     |     | 1.725|       |130.9  |    |     

B3/6-311++G|135.8  |     |     | 1.753|       |176.4  |    |     

++++++++++++++++++++++++++++++++

H2O..Al3O3-

Al3H2O4  mw:146.940

Core ion CAS: Z-210057-25-3 Solvent: 7732-18-5 fg:207 cnt:9612

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03AKI/JAR2   Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.7(1) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wal3o3.zcf]

G3MP2B3    |-314.7 | 15.5|  4.8| 35.9|-57.6  |-241.7 | 2.444

G3MP2B3+   |-314.8 | 16.0|  5.9| 33.9|-57.6  |-241.1 | 2.462

M062X/Def2T|-316.5 | 19.5|  9.4| 34.1|-53.6  |-243.3 | 2.001

B3/6-311++G|-266.9 | 12.9|  2.8| 33.9|-54.2  |-199.9 | 2.171

++++++++++++++++++++++++++++++++

D2O..Al3O3-

Al3D2O4  mw:148.953

Core ion CAS: Z-210057-25-3 Solvent: 7789-20-0 fg:207 cnt:9614

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

03AKI/JAR2   Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.7(1) eV.

++++++++++++++++++++++++++++++++

Al3H3-

Al3H3  mw:83.969 Anion CAS: Z-1609194-98-0 fg:20 cnt:8570

----

21XU_/ZHA    Datum: EA=1.52(5) eV LPES p:8

Vertical Detachment Energy:1.73(5) eV.

----

14WAN/ZHA    Datum: EA=1.5(1) eV LPES p:8

Vertical Detachment Energy:1.73(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3h3-a.zzf]

CBS-QB3    |76.8   |     |     | 1.478|       |110.9  |    |     

G3MP2B3    |77.0   |     |     | 1.544|       |112.5  |    |     

G4MP2      |78.4   |     |     | 1.491|       |112.8  |    |     

M062X/Def2T|83.3   |     |     | 1.366|       |114.8  |    |     

B3/6-311++G|92.0   |     |     | 1.513|       |126.8  |    |     

++++++++++++++++++++++++++++++++

NH3..Al3O3-

Al3H3NO3  mw:145.956 Anion CAS: Z-863499-76-7 fg:207 cnt:9707

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

06WYR/JAR    Datum: EA=2.35(5) eV LPES p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nh3al3o3.zcf]

G3MP2B3    |-254.3 |  2.5| -4.9| 24.8|-10.2  |-241.7 | 1.881

G3MP2B3+   |-254.8 |  3.5| -1.0| 14.9|-10.2  |-241.1 | 1.944

M062X/Def2T|-273.1 | 22.6| 12.7| 33.2|-7.2   |-243.3 | 2.331

B3/6-311++G|-214.1 |     |     |     |       |       | 1.964

++++++++++++++++++++++++++++++++

Al3H4-

Al3H4  mw:84.976 Anion CAS: Z-1609186-29-9 fg:20 cnt:8571

----

21XU_/ZHA    Datum: EA=1.79(5) eV LPES p:8

Vertical Detachment Energy:2.12(5) eV.

----

14WAN/ZHA    Datum: EA=1.8(1) eV LPES p:8

Vertical Detachment Energy:2.12(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3h4.zaf]

W1U        |59.7   |341.2|333.9| 2.053|84.3   |107.3  |24.7|75.1 

CBS-QB3    |58.5   |340.5|333.1| 2.082|83.8   |106.7  |24.6|75.1 

G3MP2B3    |59.2   |339.8|332.4| 2.156|86.7   |109.2  |24.7|74.7 

G3MP2B3+   |59.5   |339.8|332.4| 2.155|87.0   |109.5  |24.7|74.6 

G4MP2      |59.7   |340.2|332.9| 2.145|86.7   |109.4  |24.6|74.8 

M062X/Def2T|67.2   |343.5|336.2| 1.873|88.4   |110.6  |24.5|74.3 

B3/6-311++G|75.1   |343.8|336.4| 1.948|98.6   |120.3  |24.7|73.8 

++++++++++++++++++++++++++++++++

(H2O)2..Al3O3-

Al3H4O5  mw:164.951 fg:207 cnt:9613

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03AKI/JAR2   Datum: EA=3.0(1) eV LPES p:8

Vertical Detachment Energy:3.3(1) eV.

++++++++++++++++++++++++++++++++

Al3H5-

Al3H5  mw:85.984 Anion CAS: N-1128107-89-0 fg:20 cnt:11407

----

21XU_/ZHA    Datum: EA=1.39(5) eV LPES p:8

Vertical Detachment Energy:1.60(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3h5.zzf]

W1U        |49.2   |310.7|305.5| 1.523|104.3  |84.3   |17.7|32.1 

CBS-QB3    |48.9   |311.4|306.2| 1.509|103.3  |83.8   |17.6|32.6 

G3MP2B3    |51.2   |310.7|305.6| 1.539|107.6  |86.7   |17.4|31.2 

G3MP2B3+   |51.4   |310.7|305.5| 1.541|107.9  |87.0   |17.4|31.1 

G4MP2      |51.0   |310.9|305.6| 1.547|107.3  |86.7   |17.6|31.5 

M062X/Def2T|54.8   |309.6|304.5| 1.454|109.9  |88.4   |17.0|30.6 

B3/6-311++G|62.9   |315.7|310.5| 1.550|114.4  |98.6   |17.4|36.3 

++++++++++++++++++++++++++++++++

Al3H6-

Al3H6  mw:86.992 Anion CAS: N-1354809-44-1 fg:20 cnt:11408

----

21XU_/ZHA    Datum: EA=2.97(5) eV LPES p:8

Vertical Detachment Energy:3.28(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3h6.zaf]

W1U        |48.9   |343.6|333.5| 2.427|71.1   |104.3  |33.8|85.3 

CBS-QB3    |47.7   |343.5|333.5| 2.431|70.0   |103.3  |33.6|85.4 

G3MP2B3    |49.5   |342.2|332.0| 2.540|74.5   |107.6  |34.1|85.2 

G3MP2B3+   |49.8   |342.2|331.9| 2.541|74.9   |107.9  |34.3|85.2 

G4MP2      |50.0   |342.6|332.3| 2.508|74.5   |107.3  |34.6|84.9 

M062X/Def2T|57.7   |342.4|331.5| 2.286|80.0   |109.9  |36.5|82.0 

B3/6-311++G|57.3   |339.6|329.4| 2.499|85.0   |114.4  |34.3|81.6 

++++++++++++++++++++++++++++++++

Al3H7-

Al3H7  mw:88.000 Anion CAS: N-1354809-46-3 fg:20 cnt:11409

----

21XU_/ZHA    Datum: EA=2.15(5) eV LPES p:8

Vertical Detachment Energy:2.57(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3h7.zzf]

W1U        |25.3   |315.6|310.0| 1.979|75.6   |71.1   |18.5|47.7 

CBS-QB3    |24.3   |316.8|311.4| 1.972|73.2   |70.0   |18.0|48.8 

G3MP2B3    |27.6   |315.9|310.1| 2.029|78.8   |74.5   |19.6|47.8 

G3MP2B3+   |27.8   |315.9|310.0| 2.030|79.1   |74.9   |19.8|47.8 

G4MP2      |27.1   |316.3|311.0| 2.048|77.9   |74.5   |17.9|48.7 

M062X/Def2T|36.4   |316.7|310.1| 1.885|84.4   |80.0   |22.3|47.8 

B3/6-311++G|38.5   |318.1|312.2| 2.007|87.6   |85.0   |19.8|49.4 

++++++++++++++++++++++++++++++++

Al3H8-

Al3H8  mw:89.008 Anion CAS: N-1354809-49-6 fg:20 cnt:11410

----

21XU_/ZHA    Datum: EA=3.3(1) eV LPES p:8

Vertical Detachment Energy:4.05(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3h8.zaf]

W1U        |2.3    |329.3|321.3| 3.154|38.9   |75.6   |27.0|88.8 

CBS-QB3    |0.7    |329.7|321.5| 3.123|36.7   |73.2   |27.5|88.6 

G3MP2B3    |5.2    |329.0|321.1| 3.175|43.4   |78.8   |26.4|87.5 

G3MP2B3+   |5.4    |328.9|321.0| 3.178|43.7   |79.1   |26.5|87.5 

G4MP2      |5.1    |329.0|320.9| 3.136|43.3   |77.9   |27.4|86.7 

M062X/Def2T|13.3   |328.6|321.0| 3.066|49.4   |84.4   |25.5|87.1 

B3/6-311++G|16.3   |328.1|320.2| 3.076|55.5   |87.6   |26.4|84.3 

++++++++++++++++++++++++++++++++

Li2Al3H8-

Al3H8Li2  mw:103.040 Anion CAS: Z-1809739-16-9 fg:16 cnt:8790

----

15POP/ZHA    Datum: EA=2.2(1) eV LPES p:8

Vertical Detachment Energy:2.7 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3h8li2.zzf]

W1U        |-12.5  |     |     | 2.319|       |41.3   |    |     

CBS-QB3    |-12.2  |     |     | 2.273|       |40.6   |    |     

G3MP2B3    |-9.8   |     |     | 2.368|       |45.2   |    |     

G3MP2B3+   |-9.5   |     |     | 2.372|       |45.5   |    |     

G4MP2      |-9.1   |     |     | 2.326|       |44.9   |    |     

M062X/Def2T|0.5    |     |     | 2.296|       |53.8   |    |     

B3/6-311++G|7.5    |     |     | 2.267|       |60.1   |    |     

++++++++++++++++++++++++++++++++

Al3H9-.

Al3H9  mw:90.016 Anion CAS: N-592530-18-2 fg:20 cnt:8439

----

21XU_/ZHA    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:3.06(5) eV.

----

13ZHA/WAN    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:3.1(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3h9-c.zzf]

W1U        |22.4   |     |     | 0.747|       |39.0   |    |     

CBS-QB3    |19.7   |     |     | 0.724|       |35.8   |    |     

G3MP2B3    |24.5   |     |     | 0.846|       |43.3   |    |     

G3MP2B3+   |24.9   |     |     | 0.846|       |43.6   |    |     

M062X/Def2T|32.2   |     |     | 0.746|       |48.7   |    |     

B3/6-311++G|32.3   |     |     | 0.912|       |52.6   |    |     

++++++++++++++++++++++++++++++++

LiAl3-

Al3Li  mw:87.961 Anion CAS: Z-289881-98-7 fg:19 cnt:9961

----

01THO/ZHE2   Datum: EA=1.25(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lial3.zzf]

W1U        |112.6  |     |     | 1.274|       |141.8  |    |     

CBS-QB3    |110.7  |     |     | 1.325|       |141.2  |    |     

G3MP2B3    |112.7  |     |     | 1.139|       |138.8  |    |     

G4MP2      |113.3  |     |     | 1.127|       |139.2  |    |     

M062X/Def2T|119.7  |     |     | 1.069|       |144.2  |    |     

B3/6-311++G|135.3  |     |     | 1.253|       |164.1  |    |     

++++++++++++++++++++++++++++++++

Al3Mo-

Al3Mo  mw:178.851 Anion CAS: Z-2247391-68-8 fg:19 cnt:9927

----

19ACI/ZHA    Datum: EA=2.0(1) eV LPES p:8

Vertical Detachment Energy:2.34(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3mo-t.za0]

M062X/Def2T|196.8  |     |     | 1.576|       |233.3  |    |     

++++++++++++++++++++++++++++++++

Al3N-.

Al3N  mw:94.948 Anion CAS: Z-333996-54-6 fg:19 cnt:6621

----

05LI_/WAN    Datum: EA=0.95(10) eV LPES p:8

06AVE/BOL gives the Vertical Detachment Energy as 1.19(4) eV.

----

99NAY/RAO    Datum: EA=0.96(8) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nal3-rh.zaf]

W1U        |60.7   |     |     | 0.787|       |78.8   |    |     

G3MP2B3    |59.2   |     |     | 0.785|       |77.2   |    |     

G3MP2B3+   |59.5   |     |     | 0.786|       |77.5   |    |     

G4MP2      |59.1   |     |     | 0.782|       |77.1   |    |     

M062X/Def2T|59.0   |     |     | 0.619|       |73.3   |    |     

B3/6-311++G|77.2   |     |     | 0.797|       |95.5   |    |     

++++++++++++++++++++++++++++++++

Al3O-.

Al3O  mw:96.940 Anion CAS: Z-209953-69-5 fg:7 cnt:3654

----

98WU_/LI     Datum: EA=1.57(6) eV LPES p:8

'T' isomer. 'Y' isomer electron affinity = 1.14(6) eV.

----

88GAN/GAU    Datum: EA=1.00(15) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3o-s.zaf]

W1U        |-2.3   |     |     | 1.102|       |23.3   |    |     

CBS-QB3    |-4.2   |     |     | 1.126|       |22.0   |    |     

G3MP2B3    |-4.0   |     |     | 1.227|       |24.5   |    |     

G3MP2B3+   |-3.7   |     |     | 1.229|       |24.9   |    |     

G4MP2      |-4.2   |     |     | 1.206|       |23.8   |    |     

M062X/Def2T|-3.6   |     |     | 0.903|       |17.5   |    |     

B3/6-311++G|16.7   |     |     | 0.999|       |39.9   |    |     

++++++++++++++++++++++++++++++++

Al3O2-.

Al3O2  mw:112.935 Anion CAS: Z-209953-66-2 fg:7 cnt:4615

----

03MEL/FER    Datum: EA=1.62(12) eV LPES p:9

----

98WU_/LI     Datum: EA=2.18(6) eV LPES p:8

Vertical Detachment Energy:2.29(6) eV. There is an isomer with electron affinity=1.6 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3o2-s.zaf]

W1U        |-133.3 |     |     | 1.578|       |-96.8  |    |     

CBS-QB3    |-135.5 |     |     | 1.522|       |-100.2 |    |     

G3MP2B3    |-133.4 |     |     | 1.610|       |-96.0  |    |     

G3MP2B3+   |-133.0 |     |     | 1.625|       |-95.5  |    |     

G4MP2      |-133.6 |     |     | 1.568|       |-97.3  |    |     

M062X/Def2T|-133.7 |     |     | 1.278|       |-104.0 |    |     

B3/6-311++G|-103.0 |     |     | 1.419|       |-70.3  |    |     

++++++++++++++++++++++++++++++++

Al3VO2-

Al3O2V  mw:163.879 Anion CAS: Z-1260378-57-1 fg:17 cnt:9337

----

11ZHA/XU     Datum: EA=1.25(8) eV LPES p:8

Vertical Detachment Energy:1.55(8) eV.

++++++++++++++++++++++++++++++++

Al3O3-.

Al3O3  mw:128.930 Anion CAS: Z-210057-25-3 fg:7 cnt:4616

----

03AKI/JAR    Datum: EA=2.78(1) eV LPES p:9

"bent rectangle" isomer. However, see 11KOY/BRA for evidence of no isomers and fast fragmentation.

----

03AKI/JAR    Datum: EA=2.10(1) eV LPES p:9

"Kite" isomer.

----

19DEV/BAB    Datum: EA=2.0626(4) eV SEVI p:8

----

03MEL/FER    Datum: EA=2.12(10) eV LPES p:8

----

98WU_/LI     Datum: EA=2.80(2) eV LPES p:8

Vertical Detachment Energy:2.96(2) eV. There is an isomer with electron affinity=2.07 eV. See 03AKI/JAR for structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3o3-b.zzf]

W1U        |-243.6 |     |     | 2.821|       |-178.6 |    |     

CBS-QB3    |-246.2 |     |     | 2.799|       |-181.7 |    |     

G3MP2B3    |-241.7 |     |     | 2.928|       |-174.2 |    |     

G3MP2B3+   |-241.1 |     |     | 2.928|       |-173.7 |    |     

G4MP2      |-241.2 |     |     | 2.857|       |-175.3 |    |     

M062X/Def2T|-243.3 |     |     | 2.517|       |-185.2 |    |     

B3/6-311++G|-199.9 |     |     | 2.653|       |-138.7 |    |     

++++++++++++++++++++++++++++++++

Al3O4-.

Al3O4  mw:144.925 Anion CAS: Z-209953-71-9 fg:7 cnt:4617

----

98WU_/LI     Datum: EA=3.58(8) eV LPES p:8

Vertical Detachment Energy:3.92(8) eV. There is an isomer with electron affinity=1.75 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3o4-d.zaf]

CBS-QB3    |-315.0 |     |     | 5.341|       |-190.2 |    |     

G3MP2B3    |-308.4 |     |     | 2.561|       |-249.4 |    |     

G3MP2B3+   |-308.0 |     |     | 5.221|       |-186.2 |    |     

G4MP2      |-309.2 |     |     | 5.306|       |-185.2 |    |     

M062X/Def2T|-304.5 |     |     | 5.214|       |-182.5 |    |     

B3/6-311++G|-254.3 |     |     | 4.753|       |-143.2 |    |     

++++++++++++++++++++++++++++++++

Al3O5-.

Al3O5  mw:160.920 Anion CAS: Z-209953-73-1 fg:7 cnt:4618

----

98WU_/LI     Datum: EA=4.92(8) eV LPES p:8

Vertical Detachment Energy:5.21(8) eV.

++++++++++++++++++++++++++++++++

Al3P-.

Al3P  mw:111.919 Anion CAS: Z-443912-20-7 fg:19 cnt:5207

----

01GOM/TAY    Datum: EA=2.051(20) eV LPES p:8

Vertical Detachment Energy:2.12(025) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3p.zzf]

W1U        |76.3   |     |     | 1.865|       |119.6  |    |     

CBS-QB3    |72.6   |     |     | 1.865|       |115.8  |    |     

G3MP2B3    |73.4   |     |     | 1.846|       |116.1  |    |     

G3MP2B3+   |73.6   |     |     | 1.847|       |116.4  |    |     

G4MP2      |73.6   |     |     | 1.851|       |116.5  |    |     

M062X/Def2T|75.1   |     |     | 1.600|       |112.3  |    |     

B3/6-311++G|96.4   |     |     | 1.525|       |131.8  |    |     

++++++++++++++++++++++++++++++++

Al3P2-.

Al3P2  mw:142.893 Anion CAS: Z-389864-89-5 fg:20 cnt:5208

----

01GOM/TAY    Datum: EA=2.58(5) eV LPES p:8

Vertical Detachment Energy:2.82(025) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3p2.zaf]

W1U        |50.6   |     |     | 2.866|       |116.9  |    |     

CBS-QB3    |41.9   |     |     | 2.866|       |108.3  |    |     

G3MP2B3    |44.5   |     |     | 3.011|       |114.2  |    |     

G3MP2B3+   |44.8   |     |     | 3.011|       |113.9  |    |     

G4MP2      |44.8   |     |     | 2.981|       |113.8  |    |     

M062X/Def2T|42.1   |     |     | 2.717|       |104.8  |    |     

B3/6-311++G|82.3   |     |     | 2.738|       |145.7  |    |     

++++++++++++++++++++++++++++++++

Al3P3-.

Al3P3  mw:173.866 Anion CAS: Z-859868-62-5 fg:20 cnt:5209

----

01GOM/TAY    Datum: EA=2.45(5) eV LPES p:8

Vertical Detachment Energy:2.63(025) eV.

++++++++++++++++++++++++++++++++

PbAl3-

Al3Pb  mw:288.922 Anion CAS: Z-353490-90-1 fg:19 cnt:5267

----

01LI_/ZHA    Datum: EA=2.484(20) eV LPES p:9

The stated EA is the Vertical Detachment Energy. See also 01BOL/WAN.

++++++++++++++++++++++++++++++++

Al3Pt-

Al3Pt  mw:275.910 Anion CAS: N-57607-84-8 fg:19 cnt:11578

----

22ACI/ZHA    Datum: EA=1.42(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al3S-

Al3S  mw:112.917 Anion CAS: Z-161173-71-3 fg:19 cnt:3150

----

96KAY/NAK    Datum: EA=1.5(1) eV LPES p:8

----

95NAK/TAG    Datum: EA=1.52(12) eV LPES p:8

Vertical Detachment Energy:1.64(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3s.zzf]

W1U        |52.2   |     |     | 1.795|       |93.7   |    |     

CBS-QB3    |49.8   |     |     | 1.808|       |91.5   |    |     

G3MP2B3    |48.1   |     |     | 1.935|       |92.8   |    |     

G3MP2B3+   |48.3   |     |     | 1.936|       |93.1   |    |     

G4MP2      |48.5   |     |     | 1.925|       |93.0   |    |     

B3/6-311++G|73.9   |     |     | 1.641|       |111.9  |    |     

++++++++++++++++++++++++++++++++

Al3S2-

Al3S2  mw:144.889 Anion CAS: Z-166899-80-5 fg:20 cnt:3136

----

96KAY/NAK    Datum: EA=2.5(1) eV LPES p:8

----

95NAK/ZHA    Datum: EA=2.49(14) eV LPES p:8

Vertical Detachment Energy:2.93(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3s2.zzf]

W1U        |15.3   |     |     | 3.867|       |104.7  |    |     

G3MP2B3    |9.7    |     |     | 3.859|       |98.9   |    |     

B3/6-311++G|36.9   |     |     | 3.760|       |123.9  |    |     

++++++++++++++++++++++++++++++++

Al3S3-

Al3S3  mw:176.861 Anion CAS: Z-166899-81-6 fg:20 cnt:3140

----

96KAY/NAK    Datum: EA=3.0(1) eV LPES p:8

----

95NAK/ZHA    Datum: EA=3.01(10) eV LPES p:8

Vertical Detachment Energy:3.20(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3s3-t.zaf]

CBS-QB3    |-49.2  |     |     | 2.268|       |2.8    |    |     

G3MP2B3    |-44.8  |     |     | 2.467|       |11.8   |    |     

B3/6-311++G|-8.9   |     |     | 2.472|       |47.8   |    |     

++++++++++++++++++++++++++++++++

Al3Sb-

Al3Sb  mw:201.849 Anion CAS: Z-1207862-03-0 fg:19 cnt:9545

----

10MEL/CLA    Datum: EA=1.88(9) eV LPES p:8

Vertical Detachment Energy:2.27(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3sb-d.za0]

M062X/Def2T|131.8  |     |     | 1.232|       |160.1  |    |     

++++++++++++++++++++++++++++++++

SiAl3-

Al3Si  mw:108.922 Anion CAS: Z-353490-87-6 fg:19 cnt:5264

----

01LI_/ZHA    Datum: EA=2.73(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy. See also 01BOL/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sial3-l.zzf]

CBS-QB3    |113.7  |     |     | 2.519|       |172.0  |    |     

G3MP2B3    |110.9  |     |     | 2.930|       |178.6  |    |     

G3MP2B3+   |111.2  |     |     | 2.931|       |178.9  |    |     

G4MP2      |111.6  |     |     | 2.974|       |180.3  |    |     

M062X/Def2T|121.1  |     |     | 2.438|       |177.3  |    |     

B3/6-311++G|142.9  |     |     | 2.473|       |200.0  |    |     

++++++++++++++++++++++++++++++++

Al3Si2-

Al3Si2  mw:136.899 Anion CAS: Z-420119-51-3 fg:20 cnt:10233

----

02LI_/WAN    Datum: EA=2.43(3) eV LPES p:8

Vertical Detachment Energy:2.47(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2al3-w.zzf]

G3MP2B3    |129.0  |     |     | 2.624|       |189.5  |    |     

B3/6-311++G|167.7  |     |     | 2.284|       |220.4  |    |     

++++++++++++++++++++++++++++++++

SnAl3-

Al3Sn  mw:200.847 Anion CAS: Z-353490-89-8 fg:19 cnt:5266

----

01LI_/ZHA    Datum: EA=2.66(4) eV LPES p:9

The stated EA is the Vertical Detachment Energy. See also 01BOL/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3sn-s.za0]

M062X/Def2T|116.8  |     |     | 2.263|       |169.1  |    |     

++++++++++++++++++++++++++++++++

Al4-

Al4  mw:107.927 Anion CAS: Z-115927-54-3 fg:2 cnt:2021

----

98LI_/WU     Datum: EA=2.20(6) eV LPES p:9

----

94CHA/GAN    Datum: EA=2.20(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

89HET/       Datum: EA=2.1(1) eV IMRB p:6

Electron affinity between p-benzoquinone, NO2.

----

88GAN/MEI    Datum: EA=<2.0(2) eV LPES p:6

Vertical Detachment Energy:2.3(1) eV.

----

88GAN/GAU    Datum: EA=<1.97(15) eV LPES p:6

Vertical Detachment Energy:2.30 eV.

----

88TAY/PET    Datum: EA=<1.74(10) eV LPES p:5

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4-rho.zzf]

G3MP2B3    |131.8  |     |     | 2.276|       |184.3  |    |     

++++++++++++++++++++++++++++++++

Al4As-

Al4As  mw:182.848 Anion CAS: Z-948313-76-6 fg:19 cnt:9541

----

10MEL/CLA    Datum: EA=1.98(8) eV LPES p:8

Vertical Detachment Energy:2.29(5) eV.

++++++++++++++++++++++++++++++++

Au2Al4-.

Al4Au2  mw:501.860 fg:20 cnt:9003

----

17KHE/JIA    Datum: EA=2.20(4) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au3Al4-.

Al4Au3  mw:698.826 Anion CAS: N-76468-73-0 fg:20 cnt:8835

----

16KHE/JIA    Datum: EA=2.24(4) eV LPES p:8

Vertical Detachment Energy:2.28(4) eV.

++++++++++++++++++++++++++++++++

BAl4H-

Al4BH  mw:119.944 Anion CAS: Z-1609186-43-7 fg:16 cnt:8592

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.84(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bal4h.zzf]

G3MP2B3    |147.8  |     |     | 2.090|       |195.6  |    |     

B3/6-311++G|173.4  |     |     | 2.533|       |231.5  |    |     

++++++++++++++++++++++++++++++++

BAl4H2-

Al4BH2  mw:120.952 Anion CAS: Z-1609186-47-1 fg:16 cnt:8593

----

14WAN/ZHA    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.74(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bal4h2.zzf]

W1U        |130.6  |     |     | 2.428|       |187.0  |    |     

G3MP2B3    |128.5  |     |     | 2.647|       |190.0  |    |     

B3/6-311++G|156.9  |     |     | 2.333|       |211.1  |    |     

++++++++++++++++++++++++++++++++

BAl4H3-

Al4BH3  mw:121.959 Anion CAS: Z-1609186-53-9 fg:16 cnt:8594

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.43(3) eV.

++++++++++++++++++++++++++++++++

Al4B2-

Al4B2  mw:129.945 Anion CAS: Z-351001-43-9 fg:20 cnt:7511

----

01KAW/NEG    Datum: EA=2.20(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2al4-c.zzf]

G3MP2B3    |182.4  |     |     | 1.797|       |223.7  |    |     

B3/6-311++G|210.1  |     |     | 1.879|       |253.3  |    |     

++++++++++++++++++++++++++++++++

B2Al4H-

Al4B2H  mw:130.953 Anion CAS: Z-1609186-67-5 fg:16 cnt:8607

----

14WAN/ZHA    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:3.01(3) eV.

++++++++++++++++++++++++++++++++

B2Al4H2-

Al4B2H2  mw:131.961 Anion CAS: Z-1609186-75-5 fg:16 cnt:8608

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.43(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2al4h2.zaf]

CBS-QB3    |139.6  |     |     | 2.171|       |189.8  |    |     

G3MP2B3    |141.8  |     |     | 2.104|       |190.4  |    |     

G3MP2B3+   |142.1  |     |     | 2.108|       |190.8  |    |     

G4MP2      |141.9  |     |     | 2.123|       |191.0  |    |     

M062X/Def2T|137.1  |     |     | 2.008|       |183.4  |    |     

B3/6-311++G|169.2  |     |     | 2.107|       |217.8  |    |     

++++++++++++++++++++++++++++++++

B2Al4H3-

Al4B2H3  mw:132.969 Anion CAS: Z-1609186-81-3 fg:16 cnt:8609

----

14WAN/ZHA    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:2.94(3) eV.

++++++++++++++++++++++++++++++++

B3Al4H-

Al4B3H  mw:141.962 Anion CAS: Z-1609186-84-6 fg:16 cnt:8623

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.76(3) eV.

++++++++++++++++++++++++++++++++

B3Al4H2-

Al4B3H2  mw:142.970 Anion CAS: Z-1609186-89-1 fg:16 cnt:8624

----

14WAN/ZHA    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:2.87(3) eV.

++++++++++++++++++++++++++++++++

B3Al4H3-

Al4B3H3  mw:143.978 Anion CAS: Z-1609186-93-7 fg:16 cnt:8625

----

14WAN/ZHA    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.73(3) eV.

++++++++++++++++++++++++++++++++

Al4Bi-

Al4Bi  mw:316.907 Anion CAS: Z-1092796-95-6 fg:19 cnt:9551

----

08JON/CLA    Datum: EA=2.36(10) eV LPES p:8

Vertical Detachment Energy:2.60(5) eV.

++++++++++++++++++++++++++++++++

Bi2Al4-

Al4Bi2  mw:525.887 Anion CAS: Z-1634656-21-5 fg:20 cnt:11137

----

14SUN/XU     Datum: EA=1.84(8) eV LPES p:8

Vertical Detachment Energy:2.15(8) eV.

++++++++++++++++++++++++++++++++

CuAl4-

Al4Cu  mw:170.856 Anion CAS: Z-332397-12-3 fg:19 cnt:6788

----

01THO/ZHE    Datum: EA=2.04(5) eV LPES p:8

----

01LI_/KUZ    Datum: EA=2.32(6) eV LPES p:8

See also 01BOL/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cual4-s.zan]

B3/6-311++G|182.1  |     |     | 2.054|       |229.8  |    |     

++++++++++++++++++++++++++++++++

GeAl4-

Al4Ge  mw:181.848 Anion CAS: Z-310888-04-1 fg:19 cnt:6790

----

00BOL/LI 2   Datum: EA=2.094(20) eV LPES p:8

Vertical Detachment Energy:2.121(20) eV. The EA and Vertical Detachment Energy values in the Table are reversed in this article. See also 01BOL/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [geal4.zzf]

CBS-QB3    |125.3  |     |     | 2.110|       |174.0  |    |     

G3MP2B3    |130.6  |     |     | 2.096|       |179.0  |    |     

G3MP2B3+   |129.0  |     |     | 2.148|       |178.6  |    |     

G4MP2      |131.7  |     |     | 2.098|       |180.1  |    |     

M062X/Def2T|139.5  |     |     | 2.474|       |197.0  |    |     

B3/6-311++G|162.4  |     |     | 2.063|       |210.0  |    |     

++++++++++++++++++++++++++++++++

Al4H-

Al4H  mw:108.935 Anion CAS: Z-1609186-32-4 fg:4 cnt:8578

----

14WAN/ZHA    Datum: EA=2.0(1) eV LPES p:8

Vertical Detachment Energy:2.21(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4h-t.zaf]

CBS-QB3    |131.1  |     |     | 1.922|       |175.4  |    |     

G3MP2B3    |129.1  |     |     | 2.106|       |177.6  |    |     

G3MP2B3+   |129.3  |     |     | 2.117|       |178.1  |    |     

G4MP2      |129.5  |     |     | 2.098|       |177.9  |    |     

M062X/Def2T|136.6  |     |     | 1.633|       |174.3  |    |     

B3/6-311++G|157.1  |     |     | 1.734|       |197.1  |    |     

++++++++++++++++++++++++++++++++

Al4H2-

Al4H2  mw:109.942 Anion CAS: Z-1609186-35-7 fg:20 cnt:8579

----

14WAN/ZHA    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.18(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4h2-w.zzf]

W1U        |113.3  |     |     | 1.860|       |156.3  |    |     

CBS-QB3    |112.5  |     |     | 1.793|       |154.0  |    |     

G3MP2B3    |111.9  |     |     | 1.885|       |155.5  |    |     

G4MP2      |112.1  |     |     | 1.888|       |155.7  |    |     

M062X/Def2T|121.6  |     |     | 1.556|       |157.4  |    |     

B3/6-311++G|136.6  |     |     | 1.842|       |179.4  |    |     

++++++++++++++++++++++++++++++++

Al4H3-

Al4H3  mw:110.950 Anion CAS: Z-940948-52-7 fg:20 cnt:8580

----

14WAN/ZHA    Datum: EA=2.2(1) eV LPES p:8

Vertical Detachment Energy:2.53(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4h3.zzf]

W1U        |98.5   |347.0|339.2|      |117.3  |       |26.1|     

CBS-QB3    |97.2   |347.8|340.1|      |115.1  |       |25.9|     

G3MP2B3    |97.3   |345.0|337.2| 1.962|119.5  |142.5  |26.0|75.1 

G4MP2      |97.5   |345.1|337.3| 1.961|119.6  |142.6  |25.9|75.1 

M062X/Def2T|105.4  |346.1|338.4| 1.610|124.0  |142.5  |25.8|70.6 

B3/6-311++G|124.7  |348.9|341.2| 1.670|143.1  |163.2  |25.9|72.2 

++++++++++++++++++++++++++++++++

Al4H4-

Al4H4  mw:111.958 Anion CAS: Z-949494-33-1 fg:20 cnt:9378

----

07GRU/LI     Datum: EA=1.35(5) eV LPES p:8

Vertical Detachment Energy:1.65(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4h4.zzf]

W1U        |86.0   |     |     | 1.374|       |117.3  |    |     

CBS-QB3    |84.1   |     |     | 1.359|       |115.1  |    |     

G3MP2B3    |87.0   |     |     | 1.422|       |119.5  |    |     

G4MP2      |86.7   |     |     | 1.439|       |119.6  |    |     

M062X/Def2T|93.4   |     |     | 1.341|       |124.0  |    |     

B3/6-311++G|110.5  |     |     | 1.425|       |143.1  |    |     

++++++++++++++++++++++++++++++++

Al4H5-

Al4H5  mw:112.966 Anion CAS: Z-928307-69-1 fg:20 cnt:9384

----

07LI_/GRU    Datum: EA=1.80(15) eV LPES p:8

Vertical Detachment Energy:2.1(15) eV.

++++++++++++++++++++++++++++++++

Al4H6-

Al4H6  mw:113.974 Anion CAS: Z-1065643-16-4 fg:20 cnt:9379

----

07GRU/LI     Datum: EA=1.25(15) eV LPES p:8

Vertical Detachment Energy:1.35(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4h6.zzf]

W1U        |59.6   |     |     | 1.328|       |90.0   |    |     

G3MP2B3    |62.7   |     |     | 1.349|       |93.6   |    |     

G4MP2      |62.1   |     |     | 1.378|       |93.6   |    |     

B3/6-311++G|85.1   |     |     | 2.379|       |140.6  |    |     

++++++++++++++++++++++++++++++++

Al4H7-

Al4H7  mw:114.981 Anion CAS: Z-928307-70-4 fg:20 cnt:9385

----

07LI_/GRU    Datum: EA=2.70(15) eV LPES p:8

Vertical Detachment Energy:3.1(15) eV.

++++++++++++++++++++++++++++++++

Al4H12-.

Al4H12  mw:120.021 Anion CAS: N-592530-19-3 fg:20 cnt:8440

----

13ZHA/WAN    Datum: EA=3.0(1) eV LPES p:8

Vertical Detachment Energy:3.8(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4h12-c.zzf]

W1U        |27.9   |     |     | 1.025|       |51.0   |    |     

CBS-QB3    |24.5   |     |     | 0.970|       |46.4   |    |     

G3MP2B3    |31.6   |     |     | 1.106|       |56.7   |    |     

G3MP2B3+   |32.3   |     |     | 1.108|       |57.4   |    |     

G4MP2      |30.2   |     |     | 1.150|       |56.3   |    |     

M062X/Def2T|39.7   |     |     | 1.031|       |63.2   |    |     

B3/6-311++G|44.0   |     |     | 1.154|       |70.2   |    |     

++++++++++++++++++++++++++++++++

LiAl4-

Al4Li  mw:114.943 Anion CAS: Z-289881-99-8 fg:19 cnt:6786

----

01THO/ZHE2   Datum: EA=1.80(10) eV LPES p:8

----

01LI_/KUZ    Datum: EA=2.15(6) eV LPES p:8

See also 01BOL/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lial4.zzf]

W1U        |124.5  |     |     | 2.090|       |172.9  |    |     

CBS-QB3    |122.8  |     |     | 2.097|       |171.4  |    |     

G3MP2B3    |119.1  |     |     | 2.234|       |170.8  |    |     

G3MP2B3+   |119.5  |     |     | 2.235|       |171.2  |    |     

G4MP2      |119.7  |     |     | 2.222|       |171.2  |    |     

M062X/Def2T|131.1  |     |     | 1.866|       |174.2  |    |     

B3/6-311++G|157.4  |     |     | 1.900|       |201.4  |    |     

++++++++++++++++++++++++++++++++

Al4Li3-

Al4Li3  mw:128.975 Anion CAS: Z-552323-57-6 fg:20 cnt:10266

----

03KUZ/BIR    Datum: EA=1.39(7) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4li3.zzf]

G3MP2B3    |127.1  |     |     | 1.458|       |160.9  |    |     

B3/6-311++G|178.7  |     |     | 1.177|       |206.0  |    |     

++++++++++++++++++++++++++++++++

Al4Mo-

Al4Mo  mw:205.832 Anion CAS: Z-2247391-69-9 fg:19 cnt:9928

----

19ACI/ZHA    Datum: EA=2.0(1) eV LPES p:8

Vertical Detachment Energy:2.20(5) eV.

++++++++++++++++++++++++++++++++

Al4N-.

Al4N  mw:121.930 Anion CAS: Z-775326-27-7 fg:19 cnt:6622

----

05LI_/WAN    Datum: EA=2.30(10) eV LPES p:8

06AVE/BOL gives the Vertical Detachment Energy as 2.32(3) eV.

----

99NAY/RAO    Datum: EA=2.32(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4n.zaf]

W1U        |71.2   |     |     | 2.284|       |124.4  |    |     

CBS-QB3    |66.5   |     |     | 2.345|       |121.1  |    |     

G3MP2B3    |68.3   |     |     | 2.395|       |124.1  |    |     

G3MP2B3+   |68.7   |     |     | 2.397|       |124.5  |    |     

G4MP2      |68.4   |     |     | 2.366|       |123.5  |    |     

M062X/Def2T|66.8   |     |     | 2.180|       |117.5  |    |     

B3/6-311++G|98.4   |     |     | 2.127|       |147.9  |    |     

++++++++++++++++++++++++++++++++

NaAl4-

Al4Na  mw:130.916 Anion CAS: Z-332397-11-2 fg:19 cnt:6787

----

01LI_/KUZ    Datum: EA=2.04(5) eV LPES p:8

See also 01BOL/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naal4.zzf]

W1U        |121.2  |     |     | 1.973|       |166.9  |    |     

CBS-QB3    |118.3  |     |     | 1.968|       |163.9  |    |     

G3MP2B3    |115.4  |     |     | 2.078|       |163.5  |    |     

G3MP2B3+   |115.8  |     |     | 2.079|       |163.9  |    |     

G4MP2      |114.0  |     |     | 2.112|       |162.9  |    |     

M062X/Def2T|125.1  |     |     | 1.780|       |166.3  |    |     

B3/6-311++G|153.2  |     |     | 1.804|       |194.9  |    |     

++++++++++++++++++++++++++++++++

Al4O3-

Al4O3  mw:155.911 Anion CAS: Z-638197-71-4 fg:7 cnt:6735

----

03MEL/FER    Datum: EA=0.73(15) eV LPES p:8

Vertical Detachment Energy:0.94(15) eV.

++++++++++++++++++++++++++++++++

Al4O4-

Al4O4  mw:171.906 Anion CAS: Z-639006-63-6 fg:7 cnt:6736

----

03MEL/FER    Datum: EA=1.78(6) eV LPES p:8

Vertical Detachment Energy:1.93(6) eV.

++++++++++++++++++++++++++++++++

Al4O5-

Al4O5  mw:187.901 Anion CAS: Z-163084-20-6 fg:7 cnt:6737

----

03MEL/FER    Datum: EA=2.30(15) eV LPES p:8

Vertical Detachment Energy:2.59(15) eV.

++++++++++++++++++++++++++++++++

(Al2O3)2-

Al4O6  mw:203.896 Anion CAS: N-203109-58-4 fg:7 cnt:10575

----

09SIE/DOB    Datum: EA=1.65(2) eV LPES p:8

Vertical Detachment Energy:1.72(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4o6.zzf]

CBS-QB3    |-524.2 |     |     | 1.621|       |-487.3 |    |     

G3MP2B3    |-512.3 |     |     | 1.719|       |-473.1 |    |     

G3MP2B3+   |-511.9 |     |     | 1.713|       |-472.9 |    |     

G4MP2      |-516.9 |     |     | 1.850|       |-474.7 |    |     

M062X/Def2T|-528.2 |     |     | 1.792|       |-487.3 |    |     

B3/6-311++G|-436.5 |     |     | 2.189|       |-386.5 |    |     

++++++++++++++++++++++++++++++++

Al4P-.

Al4P  mw:138.900 Anion CAS: Z-770728-56-8 fg:19 cnt:5210

----

01GOM/TAY    Datum: EA=1.98(5) eV LPES p:8

Vertical Detachment Energy:2.40(025) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4p.zaf]

W1U        |97.9   |     |     | 2.510|       |155.9  |    |     

CBS-QB3    |91.5   |     |     | 2.583|       |151.2  |    |     

G3MP2B3    |92.2   |     |     | 2.419|       |148.0  |    |     

G3MP2B3+   |92.7   |     |     | 2.415|       |148.4  |    |     

G4MP2      |92.4   |     |     | 2.690|       |154.5  |    |     

M062X/Def2T|94.5   |     |     | 2.394|       |149.9  |    |     

B3/6-311++G|130.0  |     |     | 2.456|       |186.8  |    |     

++++++++++++++++++++++++++++++++

Al4P2-.

Al4P2  mw:169.874 Anion CAS: Z-859868-47-6 fg:20 cnt:5211

----

01GOM/TAY    Datum: EA=2.25(5) eV LPES p:8

Vertical Detachment Energy:2.37(025) eV.

++++++++++++++++++++++++++++++++

Al4Pt-

Al4Pt  mw:302.891 Anion CAS: N-57607-88-2 fg:19 cnt:11579

----

22ACI/ZHA    Datum: EA=1.97(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al4S-

Al4S  mw:139.899 Anion CAS: Z-161173-72-4 fg:19 cnt:3151

----

96KAY/NAK    Datum: EA=1.8(1) eV LPES p:8

----

95NAK/TAG    Datum: EA=1.83(6) eV LPES p:8

Vertical Detachment Energy:1.96(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4s.zzf]

CBS-QB3    |68.2   |     |     | 2.054|       |115.8  |    |     

G3MP2B3    |68.9   |     |     | 2.119|       |117.9  |    |     

G3MP2B3+   |68.9   |     |     | 2.119|       |117.9  |    |     

G4MP2      |68.6   |     |     | 2.137|       |118.1  |    |     

M062X/Def2T|69.9   |     |     | 1.895|       |113.8  |    |     

B3/6-311++G|109.5  |     |     | 1.901|       |153.6  |    |     

++++++++++++++++++++++++++++++++

Al4S2-

Al4S2  mw:171.871 Anion CAS: Z-166945-00-2 fg:20 cnt:3137

----

96KAY/NAK    Datum: EA=2.3(1) eV LPES p:8

----

95NAK/ZHA    Datum: EA=2.20(9) eV LPES p:8

Vertical Detachment Energy:2.77(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4s2-r.zzf]

G3MP2B3    |12.5   |     |     | 2.049|       |59.7   |    |     

++++++++++++++++++++++++++++++++

Al4S3-

Al4S3  mw:203.843 Anion CAS: Z-166899-82-7 fg:20 cnt:3141

----

96KAY/NAK    Datum: EA=2.5(1) eV LPES p:8

----

95NAK/ZHA    Datum: EA=2.36(7) eV LPES p:8

Vertical Detachment Energy:2.93(6) eV.

++++++++++++++++++++++++++++++++

Al4Sb-

Al4Sb  mw:228.831 Anion CAS: Z-1207862-04-1 fg:19 cnt:9546

----

10MEL/CLA    Datum: EA=1.96(12) eV LPES p:8

Vertical Detachment Energy:2.62(5) eV.

++++++++++++++++++++++++++++++++

SiAl4-

Al4Si  mw:135.904 Anion CAS: Z-310888-03-0 fg:19 cnt:6789

----

00BOL/LI 2   Datum: EA=2.094(20) eV LPES p:8

Vertical Detachment Energy:2.114(20) eV. The EA and Vertical Detachment Energy values in the Table in this article are reversed.See also 01BOL/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sial4.zzf]

W1U        |141.9  |     |     | 2.117|       |190.2  |    |     

G3MP2B3    |138.8  |     |     | 2.095|       |187.1  |    |     

B3/6-311++G|174.2  |     |     | 2.098|       |222.5  |    |     

++++++++++++++++++++++++++++++++

Al5-

Al5  mw:134.908 Anion CAS: Z-770737-52-5 fg:2 cnt:2022

----

00GES/BOL    Datum: EA=2.23(5) eV LPES p:9

Vertical Detachment Energy:2.285(10) eV. See also 01BOL/WAN.

----

98LI_/WU     Datum: EA=2.25(6) eV LPES p:9

----

94CHA/GAN    Datum: EA=2.30(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

01KAW/NEG    Datum: EA=2.00(10) eV LPES p:7

----

89HET/       Datum: EA=2.1(1) eV IMRB p:7

Electron affinity between p-benzoquinone, NO2.

----

88TAY/PET    Datum: EA=<1.82(10) eV LPES p:6

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/MEI    Datum: EA=<2.1(2) eV LPES p:6

Vertical Detachment Energy:2.4(1) eV.

----

88GAN/GAU    Datum: EA=<2.05(15) eV LPES p:6

Vertical Detachment Energy:2.40 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al5-w.zaf]

W1U        |156.2  |     |     | 2.131|       |205.3  |    |     

CBS-QB3    |152.5  |     |     | 2.170|       |202.5  |    |     

G3MP2B3    |149.9  |     |     | 2.601|       |209.8  |    |     

G3MP2B3+   |149.9  |     |     | 2.601|       |209.8  |    |     

M062X/Def2T|162.1  |     |     | 2.921|       |229.9  |    |     

B3/6-311++G|190.2  |     |     | 2.078|       |238.1  |    |     

++++++++++++++++++++++++++++++++

Al5As-

Al5As  mw:209.830 Anion CAS: Z-948313-77-7 fg:19 cnt:9542

----

10MEL/CLA    Datum: EA=2.03(11) eV LPES p:8

Vertical Detachment Energy:2.74(5) eV.

++++++++++++++++++++++++++++++++

Au2Al5-.

Al5Au2  mw:528.841 Anion CAS: Z-2140272-93-9 fg:20 cnt:8834

----

16KHE/JIA    Datum: EA=2.65(3) eV LPES p:8

Vertical Detachment Energy:2.71(3) eV.

++++++++++++++++++++++++++++++++

Au3Al5-.

Al5Au3  mw:725.808 fg:20 cnt:8838

----

16KHE/JIA    Datum: EA=2.51(3) eV LPES p:8

Vertical Detachment Energy:2.53(3) eV.

++++++++++++++++++++++++++++++++

Al5B-

Al5B  mw:145.918 Anion CAS: Z-351001-34-8 fg:19 cnt:7501

----

01KAW/NEG    Datum: EA=2.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

BAl5H-

Al5BH  mw:146.925 Anion CAS: Z-1609186-65-3 fg:16 cnt:8604

----

14WAN/ZHA    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:2.96(3) eV.

++++++++++++++++++++++++++++++++

BAl5H2-

Al5BH2  mw:147.933 Anion CAS: Z-1609186-73-3 fg:16 cnt:8605

----

14WAN/ZHA    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.71(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bal5h2.zaf]

CBS-QB3    |150.0  |     |     | 2.474|       |207.0  |    |     

G3MP2B3    |152.4  |     |     | 2.399|       |207.7  |    |     

G3MP2B3+   |152.9  |     |     | 2.400|       |208.2  |    |     

G4MP2      |152.9  |     |     | 2.428|       |208.8  |    |     

B3/6-311++G|185.2  |     |     | 2.481|       |242.3  |    |     

++++++++++++++++++++++++++++++++

BAl5H3-

Al5BH3  mw:148.941 Anion CAS: Z-1609186-80-2 fg:16 cnt:8606

----

14WAN/ZHA    Datum: EA=2.8(1) eV LPES p:8

Vertical Detachment Energy:3.01(3) eV.

++++++++++++++++++++++++++++++++

Al5B2-

Al5B2  mw:156.927 Anion CAS: Z-351001-44-0 fg:20 cnt:7512

----

01KAW/NEG    Datum: EA=2.45(10) eV LPES p:8

++++++++++++++++++++++++++++++++

B2Al5H-

Al5B2H  mw:157.935 Anion CAS: Z-1609186-83-5 fg:16 cnt:8620

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.49(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al8h.zaf]

G3MP2B3    |173.8  |     |     | 2.680|       |235.7  |    |     

++++++++++++++++++++++++++++++++

B2Al5H2-

Al5B2H2  mw:158.943 Anion CAS: Z-1609186-88-0 fg:16 cnt:8621

----

14WAN/ZHA    Datum: EA=2.7(1) eV LPES p:8

Vertical Detachment Energy:3.09(3) eV.

++++++++++++++++++++++++++++++++

B2Al5H3-

Al5B2H3  mw:159.950 Anion CAS: Z-1609186-92-6 fg:16 cnt:8622

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.60(3) eV.

++++++++++++++++++++++++++++++++

B3Al5H-

Al5B3H  mw:168.944 Anion CAS: Z-1609186-97-1 fg:16 cnt:8637

----

14WAN/ZHA    Datum: EA=2.7(1) eV LPES p:8

Vertical Detachment Energy:3.06(3) eV.

++++++++++++++++++++++++++++++++

B3Al5H2-

Al5B3H2  mw:169.952 Anion CAS: Z-1609187-01-0 fg:16 cnt:8638

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.66(3) eV.

++++++++++++++++++++++++++++++++

B3Al5H3-

Al5B3H3  mw:170.960 Anion CAS: Z-1609187-08-7 fg:16 cnt:8639

----

14WAN/ZHA    Datum: EA=2.7(1) eV LPES p:8

Vertical Detachment Energy:3.22(3) eV.

++++++++++++++++++++++++++++++++

Al5Bi-

Al5Bi  mw:343.889 Anion CAS: Z-1092796-97-8 fg:19 cnt:9552

----

08JON/CLA    Datum: EA=2.32(10) eV LPES p:8

Vertical Detachment Energy:2.21(5) eV.

++++++++++++++++++++++++++++++++

Al5Cs-

Al5Cs  mw:268.815 Anion CAS: Z-888221-62-3 fg:19 cnt:7583

----

06KOY/AKU    Datum: EA=0.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

CuAl5-

Al5Cu  mw:197.838 Anion CAS: Z-347916-29-4 fg:19 cnt:9450

----

01THO/ZHE    Datum: EA=2.06(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al5H-

Al5H  mw:135.916 Anion CAS: Z-1609186-42-6 fg:4 cnt:8589

----

14WAN/ZHA    Datum: EA=2.0(1) eV LPES p:8

Vertical Detachment Energy:2.08(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hal5.zaf]

G3MP2B3    |143.5  |     |     | 1.991|       |189.3  |    |     

M062X/Def2T|151.1  |     |     | 1.759|       |191.5  |    |     

B3/6-311++G|183.8  |     |     | 1.783|       |224.8  |    |     

++++++++++++++++++++++++++++++++

Al5H2-

Al5H2  mw:136.924 Anion CAS: Z-1609186-46-0 fg:20 cnt:8590

----

14WAN/ZHA    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.45(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al5h2h55.zzf]

W1U        |130.4  |     |     | 2.763|       |194.4  |    |     

G3MP2B3    |126.5  |     |     | 3.010|       |196.2  |    |     

B3/6-311++G|164.7  |     |     | 2.480|       |222.1  |    |     

++++++++++++++++++++++++++++++++

H2O..Al5O4-

Al5H2O5  mw:216.898

Core ion CAS: Z-638197-73-6 Solvent: 7732-18-5 fg:207 cnt:9410

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05DAS/RAG    Datum: EA=3.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al5H3-

Al5H3  mw:137.932 Anion CAS: Z-1609186-50-6 fg:20 cnt:8591

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.49(3) eV.

++++++++++++++++++++++++++++++++

Al5H7-

Al5H7  mw:141.963 Anion CAS: Z-1065643-18-6 fg:20 cnt:9380

----

07GRU/LI     Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.20(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al5h7-d.zzf]

W1U        |69.8   |     |     | 2.134|       |119.2  |    |     

G3MP2B3    |73.5   |     |     | 2.145|       |123.2  |    |     

G4MP2      |72.6   |     |     | 2.183|       |123.1  |    |     

B3/6-311++G|105.1  |     |     | 2.148|       |154.8  |    |     

++++++++++++++++++++++++++++++++

LiAl5-

Al5Li  mw:141.924 Anion CAS: Z-289882-00-4 fg:19 cnt:9963

----

01THO/ZHE2   Datum: EA=1.65(15) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lial5.zzf]

G3MP2B3    |154.9  |     |     | 1.554|       |190.6  |    |     

B3/6-311++G|196.7  |     |     | 1.642|       |234.4  |    |     

++++++++++++++++++++++++++++++++

Mg2Al5-

Al5Mg2  mw:182.878 Anion CAS: Z-1426394-05-9 fg:20 cnt:10012

----

14WAN/KO     Datum: EA=2.15(5) eV LPES p:8

Vertical Detachment Energy:2.50(5) eV.

++++++++++++++++++++++++++++++++

Al5Mo-

Al5Mo  mw:232.814 Anion CAS: Z-2247391-70-2 fg:19 cnt:9929

----

19ACI/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.35(5) eV.

++++++++++++++++++++++++++++++++

Al5N-.

Al5N  mw:148.911 Anion CAS: Z-333996-55-7 fg:19 cnt:6623

----

05LI_/WAN    Datum: EA=1.80(10) eV LPES p:8

06AVE/BOL gives the Vertical Detachment Energy as 1.89(4) eV.

++++++++++++++++++++++++++++++++

Na4Al5-

Al5Na4  mw:226.867 Anion CAS: Z-1583306-23-3 fg:20 cnt:11070

----

14WAN/ZHA2   Datum: EA=1.44(5) eV LPES p:8

Vertical Detachment Energy:1.55(5) eV.

++++++++++++++++++++++++++++++++

Na5Al5-

Al5Na5  mw:249.857 Anion CAS: Z-1583306-30-2 fg:20 cnt:11071

----

14WAN/ZHA2   Datum: EA=0.57(5) eV LPES p:8

Vertical Detachment Energy:0.87(5) eV.

++++++++++++++++++++++++++++++++

Al5O3-

Al5O3  mw:182.893 Anion CAS: Z-638197-72-5 fg:7 cnt:6738

----

03MEL/FER    Datum: EA=2.20(15) eV LPES p:8

Vertical Detachment Energy:2.56(15) eV.

++++++++++++++++++++++++++++++++

Al5O4-

Al5O4  mw:198.888 Anion CAS: Z-638197-73-6 fg:7 cnt:6739

----

05DAS/RAG    Datum: EA=3.50(5) eV LPES p:8

----

03MEL/FER    Datum: EA=3.44(10) eV LPES p:8

Vertical Detachment Energy:3.83(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al5o4-sq.zaf]

CBS-QB3    |-356.9 |     |     | 3.256|       |-281.4 |    |     

G3MP2B3    |-346.4 |     |     | 3.261|       |-270.9 |    |     

G4MP2      |-347.0 |     |     | 3.069|       |-275.8 |    |     

++++++++++++++++++++++++++++++++

Al5O5-

Al5O5  mw:214.883 Anion CAS: Z-639006-64-7 fg:7 cnt:6740

----

03MEL/FER    Datum: EA=1.89(15) eV LPES p:8

Vertical Detachment Energy:2.22(15) eV.

++++++++++++++++++++++++++++++++

Al5Pt-

Al5Pt  mw:329.873 Anion CAS: N-389063-21-2 fg:19 cnt:11580

----

22ACI/ZHA    Datum: EA=2.20(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al5S-

Al5S  mw:166.880 Anion CAS: Z-161173-73-5 fg:19 cnt:3152

----

96KAY/NAK    Datum: EA=2.2(1) eV LPES p:8

----

95NAK/TAG    Datum: EA=2.17(6) eV LPES p:8

Vertical Detachment Energy:2.46(6) eV.

++++++++++++++++++++++++++++++++

Al5S3-

Al5S3  mw:230.824 Anion CAS: Z-166899-83-8 fg:20 cnt:3142

----

96KAY/NAK    Datum: EA=2.3(1) eV LPES p:8

----

95NAK/ZHA    Datum: EA=2.22(24) eV LPES p:8

Vertical Detachment Energy:2.88(11) eV.

++++++++++++++++++++++++++++++++

Al5Sb-

Al5Sb  mw:255.812 Anion CAS: Z-1207862-05-2 fg:19 cnt:9547

----

10MEL/CLA    Datum: EA=2.21(10) eV LPES p:8

Vertical Detachment Energy:2.87(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al5sb.za0]

M062X/Def2T|135.9  |     |     | 2.100|       |184.4  |    |     

++++++++++++++++++++++++++++++++

Al6-

Al6  mw:161.890 Anion CAS: Z-115927-56-5 fg:2 cnt:2023

----

98LI_/WU     Datum: EA=2.63(6) eV LPES p:9

----

06CUI/LI     Datum: EA=2.61(5) eV LPES p:8

----

01KAW/NEG    Datum: EA=2.30(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.09(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

94CHA/GAN    Datum: EA=2.65(10) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

----

89HET/       Datum: EA=2.1(1) eV IMRB p:6

Electron affinity between p-benzoquinone, NO2.

----

88GAN/MEI    Datum: EA=<2.3(2) eV LPES p:6

Vertical Detachment Energy:2.7(1) eV.

----

88GAN/GAU    Datum: EA=<2.28(15) eV LPES p:6

Vertical Detachment Energy:2.70 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al6.zzf]

CBS-QB3    |181.2  |     |     | 1.377|       |212.9  |    |     

G3MP2B3    |190.9  |     |     | 1.092|       |216.0  |    |     

G3MP2B3+   |185.7  |     |     | 1.344|       |216.6  |    |     

G4MP2      |192.6  |     |     | 1.037|       |216.4  |    |     

M062X/Def2T|182.1  |     |     | 1.332|       |212.7  |    |     

B3/6-311++G|228.2  |     |     | 1.762|       |268.8  |    |     

++++++++++++++++++++++++++++++++

AuAl6-.

Al6Au  mw:358.856 Anion CAS: Z-473835-22-2 fg:19 cnt:8833

----

16KHE/JIA    Datum: EA=2.83(3) eV LPES p:8

Vertical Detachment Energy:2.83(3) eV.

----

02KUZ/BOL    Datum: EA=2.83(3) eV LPES p:8

Vertical Detachment Energy:2.83(3) eV.

++++++++++++++++++++++++++++++++

Au2Al6-.

Al6Au2  mw:555.823 Anion CAS: Z-2140272-94-0 fg:20 cnt:8837

----

16KHE/JIA    Datum: EA=2.25(4) eV LPES p:8

Vertical Detachment Energy:2.41(4) eV.

++++++++++++++++++++++++++++++++

Al6B-

Al6B  mw:172.899 Anion CAS: Z-351001-35-9 fg:19 cnt:7502

----

01KAW/NEG    Datum: EA=2.30(10) eV LPES p:8

++++++++++++++++++++++++++++++++

BAl6H2-

Al6BH2  mw:174.915 Anion CAS: Z-1609186-87-9 fg:16 cnt:8618

----

14WAN/ZHA    Datum: EA=2.7(1) eV LPES p:8

Vertical Detachment Energy:3.07(3) eV.

++++++++++++++++++++++++++++++++

BAl6H3-

Al6BH3  mw:175.923 Anion CAS: Z-1609186-91-5 fg:16 cnt:8619

----

14WAN/ZHA    Datum: EA=2.7(1) eV LPES p:8

Vertical Detachment Energy:3.09(3) eV.

++++++++++++++++++++++++++++++++

Al6B2-

Al6B2  mw:183.908 Anion CAS: Z-351001-45-1 fg:20 cnt:7513

----

01KAW/NEG    Datum: EA=2.20(10) eV LPES p:8

++++++++++++++++++++++++++++++++

B2Al6H-

Al6B2H  mw:184.916 Anion CAS: Z-1609186-96-0 fg:16 cnt:8634

----

14WAN/ZHA    Datum: EA=2.8(1) eV LPES p:8

Vertical Detachment Energy:3.19(3) eV.

++++++++++++++++++++++++++++++++

B2Al6H2-

Al6B2H2  mw:185.924 Anion CAS: Z-1609187-00-9 fg:16 cnt:8635

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.51(3) eV.

++++++++++++++++++++++++++++++++

B2Al6H3-

Al6B2H3  mw:186.932 Anion CAS: Z-1609187-06-5 fg:16 cnt:8636

----

14WAN/ZHA    Datum: EA=2.8(1) eV LPES p:8

Vertical Detachment Energy:3.19(3) eV.

++++++++++++++++++++++++++++++++

Al6Cs-

Al6Cs  mw:295.796 Anion CAS: Z-888221-63-4 fg:19 cnt:7584

----

06KOY/AKU    Datum: EA=1.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

CuAl6-

Al6Cu  mw:224.819 Anion CAS: Z-347916-31-8 fg:19 cnt:9451

----

02KUZ/BOL    Datum: EA=2.77(3) eV LPES p:8

Vertical Detachment Energy:2.87(10) eV.

----

01THO/ZHE    Datum: EA=2.42(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al6H-

Al6H  mw:162.898 Anion CAS: Z-1609186-63-1 fg:4 cnt:8601

----

14WAN/ZHA    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.72(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hal6-s.zaf]

G3MP2B3    |135.4  |315.2|308.3| 2.878|187.4  |202.0  |23.0|66.7 

M062X/Def2T|138.8  |321.8|314.4| 2.615|181.7  |199.6  |24.8|69.9 

B3/6-311++G|198.6  |323.4|316.6| 2.401|242.5  |254.3  |22.8|63.9 

++++++++++++++++++++++++++++++++

Al6H2-

Al6H2  mw:163.905 Anion CAS: Z-946514-22-3 fg:20 cnt:8602

----

14WAN/ZHA    Datum: EA=2.0(1) eV LPES p:8

Vertical Detachment Energy:2.22(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al6h2.zzf]

CBS-QB3    |127.7  |     |     | 2.476|       |184.4  |    |     

G3MP2B3    |134.3  |     |     | 2.315|       |187.4  |    |     

G3MP2B3+   |134.8  |     |     | 2.318|       |188.0  |    |     

G4MP2      |130.4  |     |     | 2.486|       |187.3  |    |     

M062X/Def2T|139.4  |     |     | 1.861|       |181.7  |    |     

B3/6-311++G|188.6  |     |     | 2.350|       |242.5  |    |     

++++++++++++++++++++++++++++++++

Al6D2-

Al6D2  mw:165.918 Anion CAS: Z-1792982-10-5 fg:4 cnt:10445

----

06CUI/LI     Datum: EA=1.66(15) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al6d2.zzf]

CBS-QB3    |126.7  |     |     | 2.487|       |183.7  |    |     

G3MP2B3    |132.6  |     |     | 2.326|       |186.0  |    |238.9

G4MP2      |129.5  |     |     | 2.496|       |186.7  |    |     

M062X/Def2T|138.6  |     |     | 1.866|       |181.1  |    |     

B3/6-311++G|255.2  |     |     | 2.451|       |311.5  |    |     

++++++++++++++++++++++++++++++++

Al6H3-

Al6H3  mw:164.913 Anion CAS: Z-1609186-79-9 fg:20 cnt:8603

----

14WAN/ZHA    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.81(3) eV.

++++++++++++++++++++++++++++++++

Al6H8-

Al6H8  mw:169.952 Anion CAS: Z-1065643-20-0 fg:20 cnt:9381

----

07GRU/LI     Datum: EA=2.4(3) eV LPES p:8

Vertical Detachment Energy:2.65(5) eV.

++++++++++++++++++++++++++++++++

LiAl6-

Al6Li  mw:168.906 Anion CAS: Z-289882-01-5 fg:19 cnt:9964

----

02KUZ/BOL    Datum: EA=2.43(4) eV LPES p:8

Vertical Detachment Energy:2.55(5) eV.

----

01THO/ZHE2   Datum: EA=2.10(15) eV LPES p:8

++++++++++++++++++++++++++++++++

MgAl6-

Al6Mg  mw:185.875 Anion CAS: Z-1426394-04-8 fg:19 cnt:10011

----

14WAN/KO     Datum: EA=1.86(5) eV LPES p:8

Vertical Detachment Energy:2.16(5) eV.

++++++++++++++++++++++++++++++++

Al6N-.

Al6N  mw:175.893 Anion CAS: Z-333996-56-8 fg:19 cnt:6624

----

07AVE/BOL    Datum: EA=2.58(4) eV LPES p:8

----

05LI_/WAN    Datum: EA=2.65(10) eV LPES p:7

++++++++++++++++++++++++++++++++

NaAl6-

Al6Na  mw:184.880 Anion CAS: Z-443282-34-6 fg:19 cnt:10228

----

02KUZ/BOL    Datum: EA=2.28(4) eV LPES p:8

Vertical Detachment Energy:2.40(5) eV.

++++++++++++++++++++++++++++++++

Na2Al6-

Al6Na2  mw:207.869 Anion CAS: Z-443761-93-1 fg:20 cnt:11069

----

14WAN/ZHA2   Datum: EA=1.20(5) eV LPES p:8

Vertical Detachment Energy:1.66(5) eV.

++++++++++++++++++++++++++++++++

Al6O5-

Al6O5  mw:241.864 Anion CAS: Z-638197-74-7 fg:7 cnt:6741

----

03MEL/FER    Datum: EA=2.82(10) eV LPES p:8

Vertical Detachment Energy:3.40(10) eV.

++++++++++++++++++++++++++++++++

Al6Pt-

Al6Pt  mw:356.855 Anion CAS: N-70896-51-4 fg:19 cnt:11581

----

22ACI/ZHA    Datum: EA=2.61(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al6S-

Al6S  mw:193.862 Anion CAS: Z-161173-74-6 fg:19 cnt:3153

----

96KAY/NAK    Datum: EA=1.7(1) eV LPES p:8

----

95NAK/TAG    Datum: EA=<1.70(25) eV LPES p:7

Vertical Detachment Energy:2.28(14) eV. The stated EA is an upper bound by ca. 0.1-0.3 eV.

++++++++++++++++++++++++++++++++

Al7-

Al7  mw:188.871 Anion CAS: Z-115804-34-7 fg:2 cnt:2024

----

98LI_/WU     Datum: EA=2.43(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.20(10) eV LPES p:8

----

94CHA/GAN    Datum: EA=2.50(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

89HET/       Datum: EA=2.1(1) eV IMRB p:7

Electron affinity between p-benzoquinone, NO2.

----

88TAY/PET    Datum: EA=<1.96(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/MEI    Datum: EA=<2.2(2) eV LPES p:7

Vertical Detachment Energy:2.6(1) eV.

----

88GAN/GAU    Datum: EA=<2.15(15) eV LPES p:6

Vertical Detachment Energy:2.55 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al7-p.zaf]

CBS-QB3    |181.6  |     |     | 2.605|       |241.8  |    |     

G3MP2B3    |183.7  |     |     | 2.834|       |249.2  |    |     

G3MP2B3+   |184.4  |     |     | 2.833|       |249.8  |    |     

G4MP2      |184.7  |     |     | 2.844|       |250.4  |    |     

M062X/Def2T|196.3  |     |     | 2.286|       |249.1  |    |     

B3/6-311++G|244.8  |     |     | 2.467|       |301.8  |    |     

++++++++++++++++++++++++++++++++

AuAl7-.

Al7Au  mw:385.838 Anion CAS: N-951224-22-9 fg:19 cnt:8836

----

16KHE/JIA    Datum: EA=2.19(4) eV LPES p:8

Vertical Detachment Energy:2.30(4) eV.

++++++++++++++++++++++++++++++++

Au2Al7-.

Al7Au2  mw:582.804 Anion CAS: Z-2140272-89-3 fg:20 cnt:9004

----

17KHE/JIA    Datum: EA=2.45(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al7B-

Al7B  mw:199.881 Anion CAS: Z-351001-36-0 fg:19 cnt:7503

----

01KAW/NEG    Datum: EA=2.65(10) eV LPES p:8

++++++++++++++++++++++++++++++++

BAl7H-

Al7BH  mw:200.888 Anion CAS: Z-1609186-95-9 fg:16 cnt:8631

----

14WAN/ZHA    Datum: EA=2.8(1) eV LPES p:8

Vertical Detachment Energy:3.29(3) eV.

++++++++++++++++++++++++++++++++

BAl7H2-

Al7BH2  mw:201.896 Anion CAS: Z-1609186-99-3 fg:16 cnt:8632

----

14WAN/ZHA    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.74(3) eV.

++++++++++++++++++++++++++++++++

BAl7H3-

Al7BH3  mw:202.904 Anion CAS: Z-1609187-04-3 fg:16 cnt:8633

----

14WAN/ZHA    Datum: EA=2.9(1) eV LPES p:8

Vertical Detachment Energy:3.33(3) eV.

++++++++++++++++++++++++++++++++

Al7B2-

Al7B2  mw:210.890 Anion CAS: Z-351001-46-2 fg:20 cnt:7514

----

01KAW/NEG    Datum: EA=2.15(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al7Cs-

Al7Cs  mw:322.778 Anion CAS: Z-888221-64-5 fg:19 cnt:7585

----

06KOY/AKU    Datum: EA=1.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

CuAl7-

Al7Cu  mw:251.801 Anion CAS: Z-347916-34-1 fg:19 cnt:9452

----

01THO/ZHE    Datum: EA=2.14(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al7H-

Al7H  mw:189.879 Anion CAS: Z-946514-23-4 fg:4 cnt:8615

----

14WAN/ZHA    Datum: EA=1.8(1) eV LPES p:8

Vertical Detachment Energy:2.07(3) eV.

----

07KIR/JEN    Datum: EA=1.85(5) eV LPES p:7

Vertical Detachment Energy:2.05(5) eV.

++++++++++++++++++++++++++++++++

Al7H2-

Al7H2  mw:190.887 Anion CAS: Z-1609186-86-8 fg:20 cnt:8616

----

14WAN/ZHA    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:2.73(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al7h2.zaf]

CBS-QB3    |138.3  |     |     | 2.633|       |199.0  |    |     

G3MP2B3    |143.1  |     |     | 2.748|       |206.5  |    |     

G3MP2B3+   |143.1  |     |     | 2.748|       |206.4  |    |     

G4MP2      |143.3  |     |     | 2.827|       |208.5  |    |     

M062X/Def2T|151.2  |     |     | 2.392|       |206.3  |    |     

B3/6-311++G|212.9  |     |     | 2.288|       |265.7  |    |     

++++++++++++++++++++++++++++++++

Al7D2-

Al7D2  mw:192.900 Anion CAS: Z-882508-63-6 fg:4 cnt:10446

----

06CUI/LI     Datum: EA=2.95(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Al7H3-

Al7H3  mw:191.895 Anion CAS: Z-946514-24-5 fg:20 cnt:8617

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.50(3) eV.

----

07KIR/JEN    Datum: EA=2.0(2) eV LPES p:8

++++++++++++++++++++++++++++++++

Al7H9-

Al7H9  mw:197.942 Anion CAS: Z-1065643-22-2 fg:20 cnt:9382

----

07GRU/LI     Datum: EA=2.2(2) eV LPES p:8

Vertical Detachment Energy:2.6(1) eV.

++++++++++++++++++++++++++++++++

LiAl7-

Al7Li  mw:195.887 Anion CAS: Z-289882-02-6 fg:19 cnt:9965

----

01THO/ZHE2   Datum: EA=1.80(15) eV LPES p:8

++++++++++++++++++++++++++++++++

Al7Mo-

Al7Mo  mw:286.777 Anion CAS: Z-2247391-71-3 fg:19 cnt:9930

----

19ACI/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.63(5) eV.

++++++++++++++++++++++++++++++++

Al7N-.

Al7N  mw:202.874 Anion CAS: Z-333996-57-9 fg:19 cnt:6625

----

08AVE/CAL    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.71(4) eV.

----

05LI_/WAN    Datum: EA=2.40(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Al7O5-

Al7O5  mw:268.846 Anion CAS: Z-638197-75-8 fg:7 cnt:6742

----

03MEL/FER    Datum: EA=3.36(15) eV LPES p:8

Vertical Detachment Energy:4.35(15) eV.

++++++++++++++++++++++++++++++++

Al7Pt-

Al7Pt  mw:383.836 Anion CAS: N-1660134-36-0 fg:19 cnt:11582

----

22ACI/ZHA    Datum: EA=2.74(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al7S-

Al7S  mw:220.843 Anion CAS: Z-161173-75-7 fg:19 cnt:3154

----

96KAY/NAK    Datum: EA=1.8(1) eV LPES p:8

----

95NAK/TAG    Datum: EA=<1.80(30) eV LPES p:7

Vertical Detachment Energy:2.76(20) eV. The stated EA is an upper bound by ca. 0.1-0.3 eV.

++++++++++++++++++++++++++++++++

Al8-

Al8  mw:215.853 Anion CAS: Z-115804-35-8 fg:2 cnt:2025

----

98LI_/WU     Datum: EA=2.90(6) eV LPES p:9

----

06CUI/LI     Datum: EA=2.34(5) eV LPES p:8

----

01KAW/NEG    Datum: EA=2.10(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.22(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

94CHA/GAN    Datum: EA=2.40(10) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

----

89HET/       Datum: EA=2.1(1) eV IMRB p:6

Electron affinity between p-benzoquinone, NO2.

----

88GAN/MEI    Datum: EA=<2.2(2) eV LPES p:6

Vertical Detachment Energy:2.6(1) eV.

----

88GAN/GAU    Datum: EA=<2.20(15) eV LPES p:6

Vertical Detachment Energy:2.53 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al8pri.zzf]

G3MP2B3    |193.2  |     |     | 2.033|       |239.9  |    |     

M062X/Def2T|198.3  |     |     | 1.992|       |244.2  |    |     

B3/6-311++G|270.7  |     |     | 2.028|       |317.3  |    |     

++++++++++++++++++++++++++++++++

Au2Al8-.

Al8Au2  mw:609.786 fg:20 cnt:9005

----

17KHE/JIA    Datum: EA=2.78(2) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al8B-

Al8B  mw:226.862 Anion CAS: Z-351001-37-1 fg:19 cnt:7504

----

01KAW/NEG    Datum: EA=2.65(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al8B2-

Al8B2  mw:237.871 Anion CAS: Z-904734-65-2 fg:20 cnt:7515

----

01KAW/NEG    Datum: EA=2.40(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al8Co-

Al8Co  mw:274.786 Anion CAS: Z-1000386-92-4 fg:19 cnt:7471

----

01PRA/NAK3   Datum: EA=2.00(20) eV LPES p:8

Vertical Detachment Energy:2.67(13) eV.

++++++++++++++++++++++++++++++++

Al8Cs-

Al8Cs  mw:349.760 Anion CAS: Z-888221-65-6 fg:19 cnt:7586

----

06KOY/AKU    Datum: EA=1.30(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al8Cs2-

Al8Cs2  mw:483.666 Anion CAS: Z-888221-71-4 fg:20 cnt:7592

----

06KOY/AKU    Datum: EA=1.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al8Cs3-

Al8Cs3  mw:617.573 Anion CAS: Z-888221-78-1 fg:20 cnt:7599

----

06KOY/AKU    Datum: EA=1.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

CuAl8-

Al8Cu  mw:278.782 Anion CAS: Z-347916-37-4 fg:19 cnt:9453

----

01THO/ZHE    Datum: EA=2.30(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al8H-

Al8H  mw:216.861 Anion CAS: Z-1609186-94-8 fg:4 cnt:8628

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.60(3) eV.

++++++++++++++++++++++++++++++++

Al8H2-

Al8H2  mw:217.869 Anion CAS: Z-1609186-98-2 fg:20 cnt:8629

----

14WAN/ZHA    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.27(3) eV.

++++++++++++++++++++++++++++++++

Al8D2-

Al8D2  mw:219.881 Anion CAS: Z-1792982-14-9 fg:4 cnt:10447

----

06CUI/LI     Datum: EA=2.27(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Al8H3-

Al8H3  mw:218.876 Anion CAS: Z-1609187-02-1 fg:20 cnt:8630

----

14WAN/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.55(3) eV.

++++++++++++++++++++++++++++++++

Al8H4-

Al8H4  mw:219.884 Anion CAS: Z-946514-25-6 fg:20 cnt:9377

----

07KIR/JEN    Datum: EA=1.95(5) eV LPES p:7

Vertical Detachment Energy:2.20(5) eV.

++++++++++++++++++++++++++++++++

Al8H10-

Al8H10  mw:225.931 Anion CAS: Z-1065643-24-4 fg:20 cnt:9383

----

07GRU/LI     Datum: EA=2.3(2) eV LPES p:8

Vertical Detachment Energy:2.8(1) eV.

++++++++++++++++++++++++++++++++

LiAl8-

Al8Li  mw:222.869 Anion CAS: Z-289882-03-7 fg:19 cnt:9966

----

01THO/ZHE2   Datum: EA=2.10(15) eV LPES p:8

++++++++++++++++++++++++++++++++

Al8N-.

Al8N  mw:229.856 Anion CAS: Z-333996-58-0 fg:19 cnt:6626

----

09WAN/HUA    Datum: EA=2.86(4) eV LPES p:9

Vertical Detachment Energy:2.75(5) eV.

----

05LI_/WAN    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al8S-

Al8S  mw:247.825 Anion CAS: Z-161173-76-8 fg:19 cnt:3155

----

96KAY/NAK    Datum: EA=1.8(1) eV LPES p:8

----

95NAK/TAG    Datum: EA=<1.80(25) eV LPES p:7

Vertical Detachment Energy:2.44(6) eV. The stated EA is an upper bound by ca. 0.1-0.3 eV.

++++++++++++++++++++++++++++++++

Al8Si2-

Al8Si2  mw:271.806 Anion CAS: N-1186419-54-4 fg:20 cnt:11820

----

17AKU/KOY    Datum: EA=2.20(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9-

Al9  mw:242.834 Anion CAS: Z-115804-36-9 fg:2 cnt:2026

----

98LI_/WU     Datum: EA=2.35(6) eV LPES p:9

----

06CUI/LI     Datum: EA=2.83(5) eV LPES p:8

----

01KAW/NEG    Datum: EA=2.70(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.47(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

94CHA/GAN    Datum: EA=2.90(10) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

----

89HET/       Datum: EA=2.1(1) eV IMRB p:6

Electron affinity between p-benzoquinone, NO2.

----

88GAN/MEI    Datum: EA=<2.5(2) eV LPES p:6

Vertical Detachment Energy:3.0(1) eV.

----

88GAN/GAU    Datum: EA=<2.53(15) eV LPES p:6

Vertical Detachment Energy:2.92 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al9.zzf]

CBS-QB3    |256.4  |     |     | 2.368|       |311.0  |    |     

G3MP2B3    |254.9  |     |     | 2.958|       |323.1  |    |     

G3MP2B3+   |255.8  |     |     | 2.958|       |324.0  |    |     

G4MP2      |258.7  |     |     | 2.839|       |324.2  |    |     

M062X/Def2T|272.8  |     |     | 2.195|       |323.3  |    |     

B3/6-311++G|332.7  |     |     | 2.386|       |387.7  |    |     

++++++++++++++++++++++++++++++++

Au2Al9-.

Al9Au2  mw:636.767 Anion CAS: Z-2140272-90-6 fg:20 cnt:9006

----

17KHE/JIA    Datum: EA=2.89(2) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al9B-

Al9B  mw:253.844 Anion CAS: Z-351001-38-2 fg:19 cnt:7505

----

01KAW/NEG    Datum: EA=2.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9B2-

Al9B2  mw:264.853 Anion CAS: Z-351001-48-4 fg:20 cnt:7516

----

01KAW/NEG    Datum: EA=2.60(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9Co-

Al9Co  mw:301.768 Anion CAS: Z-1000386-93-5 fg:19 cnt:7472

----

01PRA/NAK3   Datum: EA=1.82(18) eV LPES p:8

Vertical Detachment Energy:2.38(11) eV.

++++++++++++++++++++++++++++++++

Al9Cs-

Al9Cs  mw:376.741 Anion CAS: Z-888221-66-7 fg:19 cnt:7587

----

06KOY/AKU    Datum: EA=1.65(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9Cs2-

Al9Cs2  mw:510.648 Anion CAS: Z-888221-72-5 fg:20 cnt:7593

----

06KOY/AKU    Datum: EA=1.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9Cs3-

Al9Cs3  mw:644.555 Anion CAS: Z-888221-79-2 fg:20 cnt:7600

----

06KOY/AKU    Datum: EA=0.45(10) eV LPES p:8

++++++++++++++++++++++++++++++++

CuAl9-

Al9Cu  mw:305.764 Anion CAS: Z-347916-40-9 fg:19 cnt:9454

----

01THO/ZHE    Datum: EA=2.32(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9D2-

Al9D2  mw:246.863 Anion CAS: Z-882508-65-8 fg:4 cnt:10448

----

06CUI/LI     Datum: EA=2.91(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9K-

Al9K  mw:281.798 fg:19 cnt:9386

----

06ZHE/THO    Datum: EA=1.70(15) eV LPES p:8

++++++++++++++++++++++++++++++++

LiAl9-

Al9Li  mw:249.850 Anion CAS: Z-358359-51-0 fg:19 cnt:9967

----

01THO/ZHE2   Datum: EA=2.20(20) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9N-.

Al9N  mw:256.837 Anion CAS: Z-876251-87-5 fg:19 cnt:6627

----

05LI_/WAN    Datum: EA=2.30(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9S-

Al9S  mw:274.806 Anion CAS: Z-161173-77-9 fg:19 cnt:3156

----

96KAY/NAK    Datum: EA=1.95(1) eV LPES p:8

----

95NAK/TAG    Datum: EA=<1.94(30) eV LPES p:7

Vertical Detachment Energy:2.81(16) eV. The stated EA is an upper bound by ca. 0.1-0.3 eV.

++++++++++++++++++++++++++++++++

Al9Si-

Al9Si  mw:270.811 Anion CAS: N-310407-35-3 fg:20 cnt:11816

----

17AKU/KOY    Datum: EA=2.30(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9Si2-

Al9Si2  mw:298.788 Anion CAS: N-2172795-78-5 fg:20 cnt:11821

----

17AKU/KOY    Datum: EA=2.37(9) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10-

Al10  mw:269.816 Anion CAS: Z-115804-37-0 fg:2 cnt:2027

----

98LI_/WU     Datum: EA=2.85(6) eV LPES p:9

----

17AKU/KOY    Datum: EA=2.40(5) eV LPES p:8

Vertical Detachment Energy: 3.93(8) eV.

----

06CUI/LI     Datum: EA=2.66(5) eV LPES p:8

----

01KAW/NEG    Datum: EA=2.50(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.47(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

94CHA/GAN    Datum: EA=2.80(10) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

----

89HET/       Datum: EA=2.1(1) eV IMRB p:6

Electron affinity between p-benzoquinone, NO2.

----

88GAN/MEI    Datum: EA=<2.4(2) eV LPES p:6

Vertical Detachment Energy:3.1(1) eV.

----

88GAN/GAU    Datum: EA=<2.42(15) eV LPES p:6

Vertical Detachment Energy:3.00 eV.

++++++++++++++++++++++++++++++++

Au2Al10-.

Al10Au2  mw:663.749 Anion CAS: Z-2140272-91-7 fg:20 cnt:9007

----

17KHE/JIA    Datum: EA=2.68(2) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al10B-

Al10B  mw:280.825 Anion CAS: Z-351001-39-3 fg:19 cnt:7506

----

01KAW/NEG    Datum: EA=2.45(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10B2-

Al10B2  mw:291.835 Anion CAS: Z-625455-21-2 fg:20 cnt:7517

----

01KAW/NEG    Datum: EA=2.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10Co-

Al10Co  mw:328.749 Anion CAS: Z-1000386-94-6 fg:19 cnt:7473

----

01PRA/NAK3   Datum: EA=1.93(19) eV LPES p:8

Vertical Detachment Energy:2.59(12) eV.

++++++++++++++++++++++++++++++++

Al10Cs-

Al10Cs  mw:403.723 Anion CAS: Z-888221-67-8 fg:19 cnt:7588

----

06KOY/AKU    Datum: EA=1.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10Cs2-

Al10Cs2  mw:537.629 Anion CAS: Z-888221-73-6 fg:20 cnt:7594

----

06KOY/AKU    Datum: EA=1.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10Cs3-

Al10Cs3  mw:671.536 Anion CAS: Z-888221-96-3 fg:20 cnt:7601

----

06KOY/AKU    Datum: EA=0.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

CuAl10-

Al10Cu  mw:332.746 Anion CAS: Z-347916-44-3 fg:19 cnt:9455

----

01THO/ZHE    Datum: EA=2.37(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10D2-

Al10D2  mw:273.844 fg:4 cnt:10449

----

06CUI/LI     Datum: EA=2.51(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10K-

Al10K  mw:308.780 fg:19 cnt:9387

----

06ZHE/THO    Datum: EA=2.10(15) eV LPES p:8

++++++++++++++++++++++++++++++++

LiAl10-

Al10Li  mw:276.832 Anion CAS: Z-358359-53-2 fg:19 cnt:9968

----

01THO/ZHE2   Datum: EA=2.30(15) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10N-.

Al10N  mw:283.819 Anion CAS: Z-876251-99-9 fg:19 cnt:6628

----

05LI_/WAN    Datum: EA=2.70(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10Si-

Al10Si  mw:297.792 Anion CAS: Z-2172796-05-1 fg:20 cnt:11817

----

17AKU/KOY    Datum: EA=2.40(12) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10Si2-

Al10Si2  mw:325.769 fg:20 cnt:11822

----

17AKU/KOY    Datum: EA=2.40(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11-

Al11  mw:296.797 Anion CAS: Z-115804-38-1 fg:2 cnt:2028

----

98LI_/WU     Datum: EA=2.87(6) eV LPES p:9

----

17AKU/KOY    Datum: EA=2.57(5) eV LPES p:8

Vertical Detachment Energy: 3.93(8) eV.

----

06CUI/LI     Datum: EA=2.83(5) eV LPES p:8

----

01KAW/NEG    Datum: EA=2.65(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.53(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

94CHA/GAN    Datum: EA=2.90(10) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

----

89HET/       Datum: EA=2.1(1) eV IMRB p:6

Electron affinity between p-benzoquinone, NO2.

----

88GAN/MEI    Datum: EA=<2.5(2) eV LPES p:6

Vertical Detachment Energy:2.9(1) eV.

----

88GAN/GAU    Datum: EA=<2.50(15) eV LPES p:6

Vertical Detachment Energy:3.90 eV.

++++++++++++++++++++++++++++++++

Au2Al11-.

Al11Au2  mw:690.731 Anion CAS: Z-2140272-92-8 fg:20 cnt:9008

----

17KHE/JIA    Datum: EA=3.10(1) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al11B-

Al11B  mw:307.807 Anion CAS: Z-351001-40-6 fg:19 cnt:7507

----

01KAW/NEG    Datum: EA=2.70(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11B2-

Al11B2  mw:318.816 Anion CAS: Z-351001-50-8 fg:20 cnt:7518

----

01KAW/NEG    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11Co-

Al11Co  mw:355.731 Anion CAS: Z-1000386-95-7 fg:19 cnt:7474

----

01PRA/NAK3   Datum: EA=2.05(20) eV LPES p:8

Vertical Detachment Energy:3.12(15) eV.

++++++++++++++++++++++++++++++++

Al11Cs-

Al11Cs  mw:430.704 Anion CAS: Z-888221-68-9 fg:19 cnt:7589

----

06KOY/AKU    Datum: EA=1.70(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11Cs2-

Al11Cs2  mw:564.611 Anion CAS: Z-888221-74-7 fg:20 cnt:7595

----

06KOY/AKU    Datum: EA=1.40(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11Cs3-

Al11Cs3  mw:698.518 Anion CAS: Z-888221-80-5 fg:20 cnt:7602

----

06KOY/AKU    Datum: EA=1.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

CuAl11-

Al11Cu  mw:359.727 Anion CAS: Z-347916-46-5 fg:19 cnt:9456

----

01THO/ZHE    Datum: EA=2.38(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11D2-

Al11D2  mw:300.826 Anion CAS: Z-882508-67-0 fg:4 cnt:10450

----

06CUI/LI     Datum: EA=2.95(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11K-

Al11K  mw:335.761 fg:19 cnt:9388

----

06ZHE/THO    Datum: EA=2.20(15) eV LPES p:8

++++++++++++++++++++++++++++++++

LiAl11-

Al11Li  mw:303.813 Anion CAS: Z-358359-54-3 fg:19 cnt:9969

----

01THO/ZHE2   Datum: EA=2.40(20) eV LPES p:8

++++++++++++++++++++++++++++++++

Mg3Al11-

Al11Mg3  mw:368.753 Anion CAS: Z-1426394-28-6 fg:20 cnt:10014

----

14WAN/KO     Datum: EA=2.81(5) eV LPES p:8

Vertical Detachment Energy:3.28(5) eV.

++++++++++++++++++++++++++++++++

Al11N-.

Al11N  mw:310.801 Anion CAS: Z-876252-11-8 fg:19 cnt:6629

----

05LI_/WAN    Datum: EA=2.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11Si-

Al11Si  mw:324.774 Anion CAS: N-2172795-43-4 fg:20 cnt:11818

----

17AKU/KOY    Datum: EA=2.43(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11Si2-

Al11Si2  mw:352.751 Anion CAS: Z-2172795-43-4 fg:20 cnt:11823

----

17AKU/KOY    Datum: EA=2.83(13) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12-

Al12  mw:323.779 Anion CAS: Z-115804-39-2 fg:2 cnt:2029

----

98LI_/WU     Datum: EA=2.75(6) eV LPES p:9

See also 99AKO/MAN.

----

17AKU/KOY    Datum: EA=2.48(7) eV LPES p:8

Vertical Detachment Energy: 3.93(8) eV.

----

01KAW/NEG    Datum: EA=2.50(10) eV LPES p:8

----

99BUR/BLE    Datum: EA=2.7(1) eV LPES p:7

Vertical Detachment Energy:2.9(1) eV.

----

88TAY/PET    Datum: EA=<2.53(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/MEI    Datum: EA=<2.6(2) eV LPES p:7

Vertical Detachment Energy:3,2(1) eV.

----

94CHA/GAN    Datum: EA=2.80(10) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

----

89HET/       Datum: EA=2.1(1) eV IMRB p:6

Electron affinity between p-benzoquinone, NO2.

----

88GAN/GAU    Datum: EA=<2.42(15) eV LPES p:6

Vertical Detachment Energy:2.90 eV.

++++++++++++++++++++++++++++++++

AuAl12-

Al12Au  mw:520.746 Anion CAS: Z-1011722-52-3 fg:19 cnt:10547

----

08PAL/CUI    Datum: EA=3.10(5) eV LPES p:8

Vertical Detachment Energy:3.15(3) eV.

++++++++++++++++++++++++++++++++

Al12B-

Al12B  mw:334.788 Anion CAS: Z-147761-71-5 fg:19 cnt:7494

----

06AKU/KOY    Datum: EA=2.2(1) eV LPES p:8

----

01KAW/NEG    Datum: EA=3.20(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12B2-

Al12B2  mw:345.798 Anion CAS: Z-351001-51-9 fg:20 cnt:7519

----

01KAW/NEG    Datum: EA=2.05(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12Co-

Al12Co  mw:382.712 Anion CAS: Z-1000386-97-9 fg:19 cnt:7475

----

01PRA/NAK3   Datum: EA=2.15(21) eV LPES p:8

Vertical Detachment Energy:3.13(15) eV.

++++++++++++++++++++++++++++++++

Al12Cs-

Al12Cs  mw:457.686 Anion CAS: Z-888221-69-0 fg:19 cnt:7590

----

06KOY/AKU    Datum: EA=2.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12Cs2-

Al12Cs2  mw:591.592 Anion CAS: Z-888221-75-8 fg:20 cnt:7596

----

06KOY/AKU    Datum: EA=1.40(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12Cs3-

Al12Cs3  mw:725.499 Anion CAS: Z-888221-81-6 fg:20 cnt:7603

----

06KOY/AKU    Datum: EA=1.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

CuAl12-

Al12Cu  mw:386.709 Anion CAS: Z-347916-47-6 fg:19 cnt:9457

----

08PAL/CUI    Datum: EA=3.24(3) eV LPES p:8

Vertical Detachment Energy:3.31(3) eV.

----

01THO/ZHE    Datum: EA=2.53(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12SiF-

Al12FSi  mw:370.754 Anion CAS: Z-916676-40-9 fg:10 cnt:7493

----

17AKU/KOY    Datum: EA=2.80(12) eV LPES p:8

Vertical Detachment Energy: 3.93(8) eV.

----

06AKU/KOY    Datum: EA=2.2(1) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12Ge-

Al12Ge  mw:397.700 Anion CAS: Z-448298-23-5 fg:19 cnt:10237

----

02LI_/WAN2   Datum: EA=2.38(8) eV LPES p:8

Vertical Detachment Energy:2.52(6) eV.

++++++++++++++++++++++++++++++++

Al12H-.

Al12H  mw:324.787 Anion CAS: Z-444843-38-3 fg:4 cnt:9372

----

99BUR/BLE    Datum: EA=2.7(1) eV LPES p:7

Vertical Detachment Energy:3.1(1) eV.

++++++++++++++++++++++++++++++++

Al12H2-.

Al12H2  mw:325.795 fg:20 cnt:9373

----

99BUR/BLE    Datum: EA=2.7(1) eV LPES p:7

Vertical Detachment Energy:3.0(1) eV.

++++++++++++++++++++++++++++++++

Al12D2-

Al12D2  mw:327.807 fg:4 cnt:10451

----

06CUI/LI     Datum: EA=2.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12K-

Al12K  mw:362.743 Anion CAS: N-321903-20-2 fg:19 cnt:9389

----

06ZHE/THO    Datum: EA=2.40(15) eV LPES p:8

++++++++++++++++++++++++++++++++

LiAl12-

Al12Li  mw:330.795 Anion CAS: Z-358359-55-4 fg:19 cnt:9970

----

08PAL/CUI    Datum: EA=3.10(5) eV LPES p:8

Vertical Detachment Energy:3.23(5) eV.

----

01THO/ZHE2   Datum: EA=2.40(20) eV LPES p:8

++++++++++++++++++++++++++++++++

Mg2Al12-

Al12Mg2  mw:371.749 Anion CAS: Z-1426394-27-5 fg:20 cnt:10013

----

14WAN/KO     Datum: EA=2.14(5) eV LPES p:8

Vertical Detachment Energy:2.50(5) eV.

++++++++++++++++++++++++++++++++

Al12N-.

Al12N  mw:337.782 Anion CAS: Z-876252-24-3 fg:19 cnt:6630

----

05LI_/WAN    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Na3Al12-

Al12Na3  mw:392.748 Anion CAS: Z-1583306-19-7 fg:20 cnt:11072

----

14WAN/ZHA2   Datum: EA=2.08(5) eV LPES p:8

Vertical Detachment Energy:2.43(5) eV.

++++++++++++++++++++++++++++++++

Na4Al12-

Al12Na4  mw:415.738 Anion CAS: Z-1583306-28-8 fg:20 cnt:11073

----

14WAN/ZHA2   Datum: EA=1.45(5) eV LPES p:8

Vertical Detachment Energy:1.89(5) eV.

++++++++++++++++++++++++++++++++

Al12P-

Al12P  mw:354.753 Anion CAS: Z-2858703-62-3 fg:19 cnt:11718

----

24AKU/KOY    Datum: EA=2.55(4) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al12p-v.zaf]

G3MP2B3    |196.6  |     |     | 1.942|       |241.3  |    |     

++++++++++++++++++++++++++++++++

Al12Pb-

Al12Pb  mw:531.756 Anion CAS: Z-448298-55-3 fg:19 cnt:10235

----

02LI_/WAN2   Datum: EA=2.47(6) eV LPES p:8

Vertical Detachment Energy:2.61(4) eV.

++++++++++++++++++++++++++++++++

Al12S-

Al12S  mw:355.751 Anion CAS: Z-1221683-58-4 fg:19 cnt:11082

----

10ZHA/XU 2   Datum: EA=2.70(8) eV LPES p:8

Vertical Detachment Energy:3.02(8) eV.

++++++++++++++++++++++++++++++++

Al12S2-

Al12S2  mw:387.723 Anion CAS: Z-1221683-67-5 fg:20 cnt:11083

----

10ZHA/XU 2   Datum: EA=2.68(8) eV LPES p:8

Vertical Detachment Energy:2.96(8) eV.

++++++++++++++++++++++++++++++++

Al13Si-

Al12Si  mw:351.755 Anion CAS: N-205107-95-5 fg:20 cnt:11819

----

17AKU/KOY    Datum: EA=2.21(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12Si-

Al12Si  mw:351.756 Anion CAS: Z-906801-60-3 fg:19 cnt:7492

----

17AKU/KOY    Datum: EA=1.69(7) eV LPES p:8

Vertical Detachment Energy: 2.13(6) eV.

----

06AKU/KOY    Datum: EA=1.69(7) eV LPES p:8

Vertical Detachment Energy:2.16(5) eV.

++++++++++++++++++++++++++++++++

Al12Si2-

Al12Si2  mw:379.732 Anion CAS: N-2172795-80-9 fg:20 cnt:11824

----

17AKU/KOY    Datum: EA=2.17(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12Sn-

Al12Sn  mw:443.681 Anion CAS: Z-448298-54-2 fg:19 cnt:10236

----

02LI_/WAN2   Datum: EA=2.44(6) eV LPES p:8

Vertical Detachment Energy:2.55(5) eV.

++++++++++++++++++++++++++++++++

Al13-

Al13  mw:350.761 Anion CAS: Z-211630-23-8 fg:2 cnt:2030

----

98LI_/WU     Datum: EA=3.62(6) eV LPES p:9

See also 99AKO/MAN.

----

17AKU/KOY    Datum: EA=3.08(10) eV LPES p:8

Vertical Detachment Energy: 3.93(8) eV.

----

06CUI/LI     Datum: EA=3.57(5) eV LPES p:8

----

02LI_/WAN2   Datum: EA=3.57(5) eV LPES p:8

----

01KAW/NEG    Datum: EA=3.05(10) eV LPES p:8

----

99BUR/BLE    Datum: EA=3.0(1) eV LPES p:7

Vertical Detachment Energy:2.7(1) eV.

----

88TAY/PET    Datum: EA=<2.86(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

94CHA/GAN    Datum: EA=3.75(10) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

----

89HET/       Datum: EA=2.1(1) eV IMRB p:6

Electron affinity between p-benzoquinone, NO2.

----

88GAN/MEI    Datum: EA=<2.6(2) eV LPES p:6

Vertical Detachment Energy:>3.5(1) eV.

----

88GAN/GAU    Datum: EA=<2.60(15) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al13.zaf]

G3MP2B3    |191.6  |     |     | -2689|       |241.3  |    |     

++++++++++++++++++++++++++++++++

Al13B-

Al13B  mw:361.770 Anion CAS: Z-351001-41-7 fg:19 cnt:7509

----

01KAW/NEG    Datum: EA=2.05(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al13B2-

Al13B2  mw:372.779 Anion CAS: Z-351001-52-0 fg:20 cnt:7520

----

01KAW/NEG    Datum: EA=2.70(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al13Co-

Al13Co  mw:409.694 Anion CAS: Z-1000387-00-7 fg:19 cnt:7476

----

01PRA/NAK3   Datum: EA=1.66(16) eV LPES p:8

Vertical Detachment Energy:2.91(14) eV.

++++++++++++++++++++++++++++++++

Al13Cs-

Al13Cs  mw:484.667 Anion CAS: Z-500230-15-9 fg:19 cnt:7495

----

10KO_/SHA    Datum: EA=1.20(3) eV LPES p:8

Vertical Detachment Energy:1.43(3) eV.

----

06AKU/KOY    Datum: EA=1.2(1) eV LPES p:8

++++++++++++++++++++++++++++++++

Al13Cs2-

Al13Cs2  mw:618.574 Anion CAS: Z-888221-76-9 fg:20 cnt:7597

----

06KOY/AKU    Datum: EA=1.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al13Cs3-

Al13Cs3  mw:752.481 Anion CAS: Z-888221-82-7 fg:20 cnt:7604

----

06KOY/AKU    Datum: EA=1.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

CuAl13-

Al13Cu  mw:413.690 Anion CAS: Z-347916-49-8 fg:19 cnt:9458

----

01THO/ZHE    Datum: EA=2.14(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al13H-

Al13H  mw:351.768 Anion CAS: Z-395090-02-5 fg:4 cnt:5927

----

09GRU/LI     Datum: EA=2.20(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A, thought to be bridged H.

----

09GRU/LI     Datum: EA=3.15(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B, thought to be radially attached H.

----

99BUR/BLE    Datum: EA=2.00(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Al13H2-.

Al13H2  mw:352.776 Anion CAS: Z-1005208-72-9 fg:20 cnt:9374

----

99BUR/BLE    Datum: EA=2.9(1) eV LPES p:7

Vertical Detachment Energy:3.2(1) eV.

++++++++++++++++++++++++++++++++

Al13D2-

Al13D2  mw:354.789 Anion CAS: Z-882508-69-2 fg:4 cnt:10452

----

06CUI/LI     Datum: EA=3.64(8) eV LPES p:8

++++++++++++++++++++++++++++++++

Al13K-.

Al13K  mw:389.724 Anion CAS: Z-500230-13-7 fg:19 cnt:7921

----

10KO_/SHA    Datum: EA=1.58(3) eV LPES p:8

Vertical Detachment Energy:1.78(3) eV.

----

06ZHE/THO    Datum: EA=1.50(15) eV LPES p:8

Vertical Detachment Energy:1.75 eV.

++++++++++++++++++++++++++++++++

Al13Li-.

Al13Li  mw:357.777 Anion CAS: Z-358359-56-5 fg:19 cnt:7919

----

10KO_/SHA    Datum: EA=1.81(3) eV LPES p:8

Vertical Detachment Energy:1.99(3) eV.

----

01THO/ZHE2   Datum: EA=1.80(10) eV LPES p:8

Vertical Detachment Energy:2.05(5) eV.

++++++++++++++++++++++++++++++++

Al13N-.

Al13N  mw:364.764 Anion CAS: Z-876252-33-4 fg:19 cnt:6631

----

05LI_/WAN    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al13Na-.

Al13Na  mw:373.750 Anion CAS: Z-500230-12-6 fg:19 cnt:7920

----

10KO_/SHA    Datum: EA=1.71(3) eV LPES p:8

Vertical Detachment Energy:1.96(3) eV.

++++++++++++++++++++++++++++++++

Al13Rb-.

Al13Rb  mw:435.672 Anion CAS: Z-500230-14-8 fg:19 cnt:7922

----

10KO_/SHA    Datum: EA=1.36(3) eV LPES p:8

Vertical Detachment Energy:1.52(3) eV.

++++++++++++++++++++++++++++++++

Al14-

Al14  mw:377.742 Anion CAS: Z-115804-40-5 fg:2 cnt:2031

----

98LI_/WU     Datum: EA=2.60(6) eV LPES p:9

See also 99AKO/MAN.

----

17AKU/KOY    Datum: EA=2.32(7) eV LPES p:8

Vertical Detachment Energy: 3.93(8) eV.

----

06CUI/LI     Datum: EA=2.57(5) eV LPES p:8

----

01KAW/NEG    Datum: EA=2.33(10) eV LPES p:8

----

99BUR/BLE    Datum: EA=2.4(1) eV LPES p:7

Vertical Detachment Energy:2.7(1) eV.

----

94CHA/GAN    Datum: EA=2.65(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

88TAY/PET    Datum: EA=<2.47(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/MEI    Datum: EA=<2.3(2) eV LPES p:6

Vertical Detachment Energy:2.6(1) eV.

----

88GAN/GAU    Datum: EA=<2.28(15) eV LPES p:6

Vertical Detachment Energy:2.60 eV.

++++++++++++++++++++++++++++++++

Al14B-

Al14B  mw:388.751 Anion CAS: Z-351001-42-8 fg:19 cnt:7510

----

01KAW/NEG    Datum: EA=2.70(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al14Co-

Al14Co  mw:436.675 Anion CAS: Z-1000387-03-0 fg:19 cnt:7477

----

01PRA/NAK3   Datum: EA=1.96(19) eV LPES p:8

Vertical Detachment Energy:3.15(15) eV.

++++++++++++++++++++++++++++++++

Al14Cs-

Al14Cs  mw:511.649 Anion CAS: Z-888221-70-3 fg:19 cnt:7591

----

06KOY/AKU    Datum: EA=1.65(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al14Cs2-

Al14Cs2  mw:645.556 Anion CAS: Z-888221-77-0 fg:20 cnt:7598

----

06KOY/AKU    Datum: EA=1.45(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al14Cs3-

Al14Cs3  mw:779.462 Anion CAS: Z-888221-83-8 fg:20 cnt:7605

----

06KOY/AKU    Datum: EA=1.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

CuAl14-

Al14Cu  mw:440.672 Anion CAS: Z-347916-51-2 fg:19 cnt:9459

----

01THO/ZHE    Datum: EA=2.56(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al14H-.

Al14H  mw:378.750 Anion CAS: Z-444843-37-2 fg:4 cnt:9375

----

99BUR/BLE    Datum: EA=2.4(1) eV LPES p:7

Vertical Detachment Energy:2.7(1) eV.

++++++++++++++++++++++++++++++++

Al14H2-.

Al14H2  mw:379.758 Anion CAS: Z-946514-28-9 fg:20 cnt:9376

----

99BUR/BLE    Datum: EA=2.4(1) eV LPES p:7

Vertical Detachment Energy:2.6(1) eV.

++++++++++++++++++++++++++++++++

Al14D2-

Al14D2  mw:381.770 fg:4 cnt:10453

----

06CUI/LI     Datum: EA=2.42(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al14K-

Al14K  mw:416.706 Anion CAS: N-321903-21-3 fg:19 cnt:9390

----

06ZHE/THO    Datum: EA=2.00(15) eV LPES p:8

++++++++++++++++++++++++++++++++

LiAl14-

Al14Li  mw:384.758 Anion CAS: Z-358359-57-6 fg:19 cnt:9972

----

01THO/ZHE2   Datum: EA=2.30(15) eV LPES p:8

++++++++++++++++++++++++++++++++

Al14N-.

Al14N  mw:391.745 Anion CAS: Z-876252-48-1 fg:19 cnt:6632

----

05LI_/WAN    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al14O- | icosaAl13-AlO-

Al14O  mw:393.737 Anion CAS: N-222053-09-0 fg:7 cnt:11784

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

13WAT/TSU    Datum: EA=0() eV [ eV] p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al15-

Al15  mw:404.724 Anion CAS: Z-134012-20-7 fg:2 cnt:2032

----

98LI_/WU     Datum: EA=2.90(6) eV LPES p:9

See also 99AKO/MAN.

----

01KAW/NEG    Datum: EA=2.70(10) eV LPES p:8

----

94CHA/GAN    Datum: EA=2.95(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

88TAY/PET    Datum: EA=<2.53(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.60(15) eV LPES p:6

Vertical Detachment Energy:2.95 eV.

++++++++++++++++++++++++++++++++

Al15Co-

Al15Co  mw:463.657 Anion CAS: Z-1000387-05-2 fg:19 cnt:7478

----

01PRA/NAK3   Datum: EA=1.83(18) eV LPES p:8

Vertical Detachment Energy:3.25(16) eV.

++++++++++++++++++++++++++++++++

CuAl15-

Al15Cu  mw:467.653 Anion CAS: Z-347916-53-4 fg:19 cnt:9460

----

01THO/ZHE    Datum: EA=2.49(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al15D2-

Al15D2  mw:408.752 Anion CAS: Z-882508-71-6 fg:4 cnt:10454

----

06CUI/LI     Datum: EA=2.95(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al15K-

Al15K  mw:443.687 fg:19 cnt:9391

----

06ZHE/THO    Datum: EA=2.10(15) eV LPES p:8

++++++++++++++++++++++++++++++++

LiAl15-

Al15Li  mw:411.740 Anion CAS: Z-358359-60-1 fg:19 cnt:9973

----

01THO/ZHE2   Datum: EA=2.30(15) eV LPES p:8

++++++++++++++++++++++++++++++++

Al15N-.

Al15N  mw:418.727 Anion CAS: Z-876252-63-0 fg:19 cnt:6633

----

05LI_/WAN    Datum: EA=2.65(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al15O2- | icosaAl13 (AlO)2-

Al15O2  mw:436.713 Anion CAS: Z-1428449-57-3 fg:7 cnt:11785

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

13WAT/TSU    Datum: EA=0() eV [ eV] p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Al16-

Al16  mw:431.705 Anion CAS: Z-134012-21-8 fg:2 cnt:2033

----

98LI_/WU     Datum: EA=2.87(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.70(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.59(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.51(15) eV LPES p:6

Vertical Detachment Energy:3.00 eV.

++++++++++++++++++++++++++++++++

Al16Co-

Al16Co  mw:490.638 Anion CAS: Z-1000387-07-4 fg:19 cnt:7479

----

01PRA/NAK3   Datum: EA=1.77(17) eV LPES p:8

Vertical Detachment Energy:2.40(12) eV.

++++++++++++++++++++++++++++++++

Al16N-.

Al16N  mw:445.708 Anion CAS: Z-876252-79-8 fg:19 cnt:6634

----

05LI_/WAN    Datum: EA=2.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al17-

Al17  mw:458.687 Anion CAS: Z-134012-22-9 fg:2 cnt:2034

----

98LI_/WU     Datum: EA=2.57(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.75(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.69(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.55(15) eV LPES p:6

Vertical Detachment Energy:3.00 eV.

++++++++++++++++++++++++++++++++

Al17Co-

Al17Co  mw:517.620 Anion CAS: Z-1000387-09-6 fg:19 cnt:7480

----

01PRA/NAK3   Datum: EA=1.65(16) eV LPES p:8

Vertical Detachment Energy:2.25(11) eV.

++++++++++++++++++++++++++++++++

Al17N-.

Al17N  mw:472.690 Anion CAS: Z-876252-94-7 fg:19 cnt:6635

----

05LI_/WAN    Datum: EA=2.65(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al18-

Al18  mw:485.668 Anion CAS: Z-134012-23-0 fg:2 cnt:2035

----

98LI_/WU     Datum: EA=3.12(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.75(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.64(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.55(15) eV LPES p:6

Vertical Detachment Energy:3.10 eV.

++++++++++++++++++++++++++++++++

Al18N-.

Al18N  mw:499.671 Anion CAS: Z-876253-10-0 fg:19 cnt:6636

----

05LI_/WAN    Datum: EA=2.95(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al19-

Al19  mw:512.650 Anion CAS: Z-134012-24-1 fg:2 cnt:2036

----

98LI_/WU     Datum: EA=2.70(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.80(10) eV LPES p:8

----

00AKO/MAN    Datum: EA=3.00(5) eV LPES p:8

Vertical Detachment Energy:3.20(5) eV.

----

88TAY/PET    Datum: EA=<2.70(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.75(15) eV LPES p:6

Vertical Detachment Energy:3.13 eV.

++++++++++++++++++++++++++++++++

Al19N-.

Al19N  mw:526.653 Anion CAS: Z-876253-24-6 fg:19 cnt:6637

----

05LI_/WAN    Datum: EA=2.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al20-

Al20  mw:539.631 Anion CAS: Z-134012-25-2 fg:2 cnt:2037

----

98LI_/WU     Datum: EA=2.86(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.55(10) eV LPES p:8

----

00AKO/MAN    Datum: EA=2.70(10) eV LPES p:8

Vertical Detachment Energy: 2.95(5) eV.

----

88TAY/PET    Datum: EA=<2.64(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.70(15) eV LPES p:6

Vertical Detachment Energy:3.00 eV.

++++++++++++++++++++++++++++++++

Al20N-.

Al20N  mw:553.634 Anion CAS: Z-876253-40-6 fg:19 cnt:6638

----

05LI_/WAN    Datum: EA=3.15(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al21-

Al21  mw:566.613 Anion CAS: Z-134012-26-3 fg:2 cnt:2038

----

98LI_/WU     Datum: EA=3.30(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=3.00(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.75(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.65(15) eV LPES p:6

Vertical Detachment Energy:3.08 eV.

++++++++++++++++++++++++++++++++

Al21N-.

Al21N  mw:580.616 Anion CAS: Z-876253-55-3 fg:19 cnt:6639

----

05LI_/WAN    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al22-

Al22  mw:593.594 Anion CAS: Z-134012-27-4 fg:2 cnt:2039

----

98LI_/WU     Datum: EA=3.22(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.95(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.75(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.65(15) eV LPES p:6

Vertical Detachment Energy:3.23 eV.

++++++++++++++++++++++++++++++++

Al22N-.

Al22N  mw:607.597 Anion CAS: Z-876253-72-4 fg:19 cnt:6640

----

05LI_/WAN    Datum: EA=3.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al23-

Al23  mw:620.576 Anion CAS: Z-134012-28-5 fg:2 cnt:2040

----

98LI_/WU     Datum: EA=3.45(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=3.10(10) eV LPES p:8

----

00AKO/MAN    Datum: EA=3.30(10) eV LPES p:8

Vertical Detachment Energy: 3.5(1) eV.

----

88TAY/PET    Datum: EA=<2.86(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.55(15) eV LPES p:6

++++++++++++++++++++++++++++++++

Al24-

Al24  mw:647.557 Anion CAS: Z-134012-29-6 fg:2 cnt:2041

----

98LI_/WU     Datum: EA=2.80(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.55(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.75(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.60(15) eV LPES p:6

++++++++++++++++++++++++++++++++

Al25-

Al25  mw:674.539 Anion CAS: Z-134012-30-9 fg:2 cnt:2042

----

98LI_/WU     Datum: EA=3.34(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=3.15(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.75(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

----

88GAN/GAU    Datum: EA=<2.73(15) eV LPES p:6

Vertical Detachment Energy:2.90 eV.

++++++++++++++++++++++++++++++++

Al26-

Al26  mw:701.521 Anion CAS: Z-134012-31-0 fg:2 cnt:2043

----

98LI_/WU     Datum: EA=2.88(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.70(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.80(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

++++++++++++++++++++++++++++++++

Al27-

Al27  mw:728.502 Anion CAS: Z-134012-32-1 fg:2 cnt:2044

----

98LI_/WU     Datum: EA=3.32(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=3.05(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.85(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

++++++++++++++++++++++++++++++++

Al28-

Al28  mw:755.484 Anion CAS: Z-134012-33-2 fg:2 cnt:2045

----

98LI_/WU     Datum: EA=2.90(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.75(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.80(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

++++++++++++++++++++++++++++++++

Al29-

Al29  mw:782.465 Anion CAS: Z-134012-35-4 fg:2 cnt:2046

----

98LI_/WU     Datum: EA=3.32(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.80(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.86(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

++++++++++++++++++++++++++++++++

Al30-

Al30  mw:809.447 Anion CAS: Z-134012-37-6 fg:2 cnt:2047

----

98LI_/WU     Datum: EA=3.05(6) eV LPES p:9

----

01KAW/NEG    Datum: EA=2.92(10) eV LPES p:8

----

88TAY/PET    Datum: EA=<2.80(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

++++++++++++++++++++++++++++++++

Al31-

Al31  mw:836.428 Anion CAS: Z-134012-39-8 fg:2 cnt:2048

----

98LI_/WU     Datum: EA=3.22(6) eV LPES p:9

----

88TAY/PET    Datum: EA=<2.80(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

++++++++++++++++++++++++++++++++

Al32-

Al32  mw:863.410 Anion CAS: Z-134012-41-2 fg:2 cnt:2049

----

98LI_/WU     Datum: EA=2.96(6) eV LPES p:9

----

88TAY/PET    Datum: EA=<2.86(10) eV LPES p:7

The authors take the onset (EA) as at 2% of the maximum intensity, plus 0.2 eV to account for thermal broading and instrument resolution.

++++++++++++++++++++++++++++++++

Al33-

Al33  mw:890.391 Anion CAS: Z-134012-43-4 fg:2 cnt:5550

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al34-

Al34  mw:917.373 Anion CAS: Z-134012-45-6 fg:2 cnt:5551

----

98LI_/WU     Datum: EA=3.12(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al35-

Al35  mw:944.354 Anion CAS: Z-134012-46-7 fg:2 cnt:5552

----

98LI_/WU     Datum: EA=3.37(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al36-

Al36  mw:971.336 Anion CAS: Z-134012-47-8 fg:2 cnt:5553

----

98LI_/WU     Datum: EA=2.58(6) eV LPES p:9

----

00AKO/MAN    Datum: EA=2.45(10) eV LPES p:8

Vertical Detachment Energy: 2.6(1) eV.

++++++++++++++++++++++++++++++++

Al37-

Al37  mw:998.317 Anion CAS: Z-134012-48-9 fg:2 cnt:5554

----

98LI_/WU     Datum: EA=3.45(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al38-

Al38  mw:1025.30 Anion CAS: Z-213252-25-6 fg:2 cnt:5555

----

98LI_/WU     Datum: EA=2.95(6) eV LPES p:9

----

00AKO/MAN    Datum: EA=2.80(10) eV LPES p:8

Vertical Detachment Energy: 3.0(1) eV.

++++++++++++++++++++++++++++++++

Al39-

Al39  mw:1052.28 Anion CAS: Z-1142347-78-1 fg:2 cnt:5556

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al40-

Al40  mw:1079.26 Anion CAS: Z-390400-99-4 fg:2 cnt:5557

----

98LI_/WU     Datum: EA=3.26(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al41-

Al41  mw:1106.24 Anion CAS: Z-1181209-73-3 fg:2 cnt:5558

----

98LI_/WU     Datum: EA=3.18(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al42-

Al42  mw:1133.22 Anion CAS: Z-1181209-76-6 fg:2 cnt:5559

----

98LI_/WU     Datum: EA=2.93(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al43-

Al43  mw:1160.21 Anion CAS: Z-1181209-78-8 fg:2 cnt:5560

----

98LI_/WU     Datum: EA=3.20(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al44-

Al44  mw:1187.19 Anion CAS: Z-1181209-80-2 fg:2 cnt:5561

----

98LI_/WU     Datum: EA=2.89(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al45-

Al45  mw:1214.17 Anion CAS: Z-1181209-81-3 fg:2 cnt:5562

----

98LI_/WU     Datum: EA=3.15(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al46-

Al46  mw:1241.15 Anion CAS: Z-213252-26-7 fg:2 cnt:5563

----

98LI_/WU     Datum: EA=3.02(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al47-

Al47  mw:1268.13 Anion CAS: Z-1181209-82-4 fg:2 cnt:5564

----

98LI_/WU     Datum: EA=3.06(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al48-

Al48  mw:1295.11 Anion CAS: Z-1181209-84-6 fg:2 cnt:5565

----

98LI_/WU     Datum: EA=3.22(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al49-

Al49  mw:1322.10 Anion CAS: Z-1181209-85-7 fg:2 cnt:5566

----

98LI_/WU     Datum: EA=3.30(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al50-

Al50  mw:1349.08 Anion CAS: Z-1181209-86-8 fg:2 cnt:5567

----

98LI_/WU     Datum: EA=3.20(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al51-

Al51  mw:1376.06 Anion CAS: Z-1181209-99-3 fg:2 cnt:5568

----

98LI_/WU     Datum: EA=3.41(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al52-

Al52  mw:1403.04 Anion CAS: Z-213252-27-8 fg:2 cnt:5569

----

98LI_/WU     Datum: EA=2.98(6) eV LPES p:9

----

00AKO/MAN    Datum: EA=2.95(10) eV LPES p:8

Vertical Detachment Energy:3.05(5) eV.

++++++++++++++++++++++++++++++++

Al53-

Al53  mw:1430.02 Anion CAS: Z-1181210-00-3 fg:2 cnt:5570

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al54-

Al54  mw:1457.00 Anion CAS: Z-1181210-02-5 fg:2 cnt:5571

----

98LI_/WU     Datum: EA=2.93(6) eV LPES p:9

----

00AKO/MAN    Datum: EA=2.92(10) eV LPES p:8

Vertical Detachment Energy: 2.98(5) eV.

++++++++++++++++++++++++++++++++

Al55-

Al55  mw:1483.98 Anion CAS: Z-134801-62-0 fg:2 cnt:5572

----

98LI_/WU     Datum: EA=3.41(6) eV LPES p:9

----

00AKO/MAN    Datum: EA=3.20(10) eV LPES p:8

Vertical Detachment Energy: 3.6(1) eV.

++++++++++++++++++++++++++++++++

Al56-

Al56  mw:1510.97 Anion CAS: Z-213252-28-9 fg:2 cnt:5573

----

98LI_/WU     Datum: EA=3.20(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al57-

Al57  mw:1537.95 Anion CAS: Z-1181210-03-6 fg:2 cnt:5574

----

98LI_/WU     Datum: EA=3.30(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al58-

Al58  mw:1564.93 Anion CAS: Z-1181210-04-7 fg:2 cnt:5575

----

98LI_/WU     Datum: EA=3.15(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al59-

Al59  mw:1591.91 Anion CAS: Z-1181210-05-8 fg:2 cnt:5576

----

98LI_/WU     Datum: EA=3.33(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al60-

Al60  mw:1618.89 Anion CAS: Z-1181210-06-9 fg:2 cnt:5577

----

98LI_/WU     Datum: EA=3.18(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al61-

Al61  mw:1645.87 Anion CAS: Z-1181210-07-0 fg:2 cnt:5578

----

98LI_/WU     Datum: EA=3.31(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al62-

Al62  mw:1672.86 Anion CAS: Z-1181210-08-1 fg:2 cnt:5579

----

98LI_/WU     Datum: EA=3.15(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al63-

Al63  mw:1699.84 Anion CAS: Z-1181210-09-2 fg:2 cnt:5580

----

98LI_/WU     Datum: EA=3.34(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al64-

Al64  mw:1726.82 Anion CAS: Z-1181210-14-9 fg:2 cnt:5581

----

98LI_/WU     Datum: EA=3.30(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al65-

Al65  mw:1753.80 Anion CAS: Z-1181210-16-1 fg:2 cnt:5582

----

98LI_/WU     Datum: EA=3.31(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al66-

Al66  mw:1780.78 Anion CAS: Z-213252-29-0 fg:2 cnt:5583

----

98LI_/WU     Datum: EA=2.90(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al67-

Al67  mw:1807.76 Anion CAS: Z-1181210-18-3 fg:2 cnt:5584

----

98LI_/WU     Datum: EA=3.26(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al68-

Al68  mw:1834.74 Anion CAS: Z-1181210-19-4 fg:2 cnt:5585

----

98LI_/WU     Datum: EA=3.01(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al69-

Al69  mw:1861.73 Anion CAS: Z-1181210-21-8 fg:2 cnt:5586

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al70-

Al70  mw:1888.71 Anion CAS: Z-390401-00-0 fg:2 cnt:5587

----

98LI_/WU     Datum: EA=3.42(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al71-

Al71  mw:1915.69 Anion CAS: Z-1224938-89-9 fg:2 cnt:5588

----

98LI_/WU     Datum: EA=3.55(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al72-

Al72  mw:1942.67 Anion CAS: Z-1224938-90-2 fg:2 cnt:5589

----

98LI_/WU     Datum: EA=3.38(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al73-

Al73  mw:1969.65 Anion CAS: Z-213252-30-3 fg:2 cnt:5590

----

98LI_/WU     Datum: EA=3.50(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al74-

Al74  mw:1996.63 Anion CAS: Z-213252-31-4 fg:2 cnt:5591

----

98LI_/WU     Datum: EA=3.16(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al75-

Al75  mw:2023.62 Anion CAS: Z-1224938-91-3 fg:2 cnt:5592

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al76-

Al76  mw:2050.60 Anion CAS: N-1204321-41-4 fg:2 cnt:5593

----

98LI_/WU     Datum: EA=3.38(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al77-

Al77  mw:2077.58 Anion CAS: N-1190788-95-4 fg:2 cnt:5594

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al78-

Al78  mw:2104.56 Anion CAS: Z-213252-32-5 fg:2 cnt:5595

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al79-

Al79  mw:2131.54 Anion CAS: N-661460-03-3 fg:2 cnt:5596

----

98LI_/WU     Datum: EA=3.41(6) eV LPES p:9

----

00AKO/MAN    Datum: EA=3.36(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al80-

Al80  mw:2158.52 Anion CAS: Z-213252-33-6 fg:2 cnt:5597

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al81-

Al81  mw:2185.51 Anion CAS: N-1204321-50-5 fg:2 cnt:5598

----

98LI_/WU     Datum: EA=3.38(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al82-

Al82  mw:2212.49 Anion CAS: N-1204321-51-6 fg:2 cnt:5599

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al83-

Al83  mw:2239.47 Anion CAS: N-1204321-51-6 fg:2 cnt:5600

----

98LI_/WU     Datum: EA=3.42(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al84-

Al84  mw:2266.45 Anion CAS: Z-951388-26-4 fg:2 cnt:5601

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al85-

Al85  mw:2293.43 Anion CAS: N-222053-06-7 fg:2 cnt:5602

----

98LI_/WU     Datum: EA=3.42(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al86-

Al86  mw:2320.41 Anion CAS: N-1204322-06-4 fg:2 cnt:5603

----

98LI_/WU     Datum: EA=3.44(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al87-

Al87  mw:2347.39 Anion CAS: N-350595-87-8 fg:2 cnt:5604

----

98LI_/WU     Datum: EA=3.44(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al88-

Al88  mw:2374.38 Anion CAS: N-1204322-10-0 fg:2 cnt:5605

----

98LI_/WU     Datum: EA=3.46(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al89-

Al89  mw:2401.36 Anion CAS: N-1204322-11-1 fg:2 cnt:5606

----

98LI_/WU     Datum: EA=3.47(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al90-

Al90  mw:2428.34 Anion CAS: N-1051945-49-3 fg:2 cnt:5607

----

98LI_/WU     Datum: EA=3.36(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al91-

Al91  mw:2455.32 Anion CAS: N-1204322-13-3 fg:2 cnt:5608

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al92-

Al92  mw:2482.30 Anion CAS: N-152743-88-9 fg:2 cnt:5609

----

98LI_/WU     Datum: EA=3.45(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al93-

Al93  mw:2509.28 Anion CAS: N-1204322-15-5 fg:2 cnt:5610

----

98LI_/WU     Datum: EA=3.42(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al94-

Al94  mw:2536.26 Anion CAS: N-1204322-16-6 fg:2 cnt:5611

----

98LI_/WU     Datum: EA=3.44(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al95-

Al95  mw:2563.25 Anion CAS: N-1204322-17-7 fg:2 cnt:5612

----

98LI_/WU     Datum: EA=3.46(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al96-

Al96  mw:2590.23 Anion CAS: N-1204322-36-0 fg:2 cnt:5613

----

98LI_/WU     Datum: EA=3.45(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al97-

Al97  mw:2617.21 Anion CAS: N-1204322-62-2 fg:2 cnt:5614

----

98LI_/WU     Datum: EA=3.45(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al98-

Al98  mw:2644.19 Anion CAS: N-1204322-68-8 fg:2 cnt:5615

----

98LI_/WU     Datum: EA=3.44(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al99-

Al99  mw:2671.17 Anion CAS: Z-213252-37-0 fg:2 cnt:5616

----

98LI_/WU     Datum: EA=3.50(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al100-

Al100  mw:2698.15 Anion CAS: Z-213252-40-5 fg:2 cnt:5617

----

98LI_/WU     Datum: EA=3.36(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al101-

Al101  mw:2725.14 Anion CAS: Z-213252-41-6 fg:2 cnt:5618

----

98LI_/WU     Datum: EA=3.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al102-

Al102  mw:2752.12 Anion CAS: N-1204323-23-8 fg:2 cnt:5619

----

98LI_/WU     Datum: EA=3.45(6) eV LPES p:9

----

00AKO/MAN    Datum: EA=3.34(10) eV LPES p:8

Vertical Detachment Energy: 3.46(5) eV.

++++++++++++++++++++++++++++++++

Al103-

Al103  mw:2779.10 Anion CAS: N-1204323-28-3 fg:2 cnt:5620

----

98LI_/WU     Datum: EA=3.48(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al104-

Al104  mw:2806.08 Anion CAS: N-1204323-35-2 fg:2 cnt:5621

----

98LI_/WU     Datum: EA=3.50(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al105-

Al105  mw:2833.06 Anion CAS: Z-213252-42-7 fg:2 cnt:5622

----

98LI_/WU     Datum: EA=3.51(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al106-

Al106  mw:2860.04 Anion CAS: N-1204323-40-9 fg:2 cnt:5623

----

98LI_/WU     Datum: EA=3.52(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al107-

Al107  mw:2887.03 Anion CAS: N-1204323-54-5 fg:2 cnt:5624

----

98LI_/WU     Datum: EA=3.55(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al108-

Al108  mw:2914.01 Anion CAS: Z-213252-43-8 fg:2 cnt:5625

----

98LI_/WU     Datum: EA=3.56(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al109-

Al109  mw:2940.99 Anion CAS: N-1204323-63-6 fg:2 cnt:5626

----

98LI_/WU     Datum: EA=3.56(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al110-

Al110  mw:2967.97 Anion CAS: Z-213252-44-9 fg:2 cnt:5627

----

98LI_/WU     Datum: EA=3.56(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al111-

Al111  mw:2994.95 Anion CAS: Z-213252-45-0 fg:2 cnt:5628

----

98LI_/WU     Datum: EA=3.55(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al112-

Al112  mw:3021.93 Anion CAS: Z-213252-46-1 fg:2 cnt:5629

----

98LI_/WU     Datum: EA=3.55(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al113-

Al113  mw:3048.91 Anion CAS: N-1204323-99-8 fg:2 cnt:5630

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al114-

Al114  mw:3075.90 Anion CAS: N-1204324-04-8 fg:2 cnt:5631

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al115-

Al115  mw:3102.88 Anion CAS: N-1204324-43-5 fg:2 cnt:5632

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al116-

Al116  mw:3129.86 Anion CAS: N-222053-08-9 fg:2 cnt:5633

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al117-

Al117  mw:3156.84 Anion CAS: N-1204324-51-5 fg:2 cnt:5634

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al118-

Al118  mw:3183.82 Anion CAS: N-1204324-52-6 fg:2 cnt:5635

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al119-

Al119  mw:3210.80 Anion CAS: N-1204324-54-8 fg:2 cnt:5636

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al120-

Al120  mw:3237.78 Anion CAS: N-1051945-66-4 fg:2 cnt:5637

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al121-

Al121  mw:3264.77 Anion CAS: N-1204324-55-9 fg:2 cnt:5638

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al122-

Al122  mw:3291.75 Anion CAS: N-1204324-56-0 fg:2 cnt:5639

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al123-

Al123  mw:3318.73 Anion CAS: N-1204324-57-1 fg:2 cnt:5640

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al124-

Al124  mw:3345.71 Anion CAS: N-1204324-58-2 fg:2 cnt:5641

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al125-

Al125  mw:3372.69 Anion CAS: N-1204324-59-3 fg:2 cnt:5642

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al126-

Al126  mw:3399.67 Anion CAS: N-1204324-61-7 fg:2 cnt:5643

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al127-

Al127  mw:3426.66 Anion CAS: N-1204324-68-4 fg:2 cnt:5644

----

98LI_/WU     Datum: EA=3.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al128-

Al128  mw:3453.64 Anion CAS: N-1204324-70-8 fg:2 cnt:5645

----

98LI_/WU     Datum: EA=3.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al129-

Al129  mw:3480.62 Anion CAS: N-1204324-71-9 fg:2 cnt:5646

----

98LI_/WU     Datum: EA=3.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al130-

Al130  mw:3507.60 Anion CAS: N-1051945-68-6 fg:2 cnt:5647

----

98LI_/WU     Datum: EA=3.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al131-

Al131  mw:3534.58 Anion CAS: N-1204324-73-1 fg:2 cnt:5648

----

98LI_/WU     Datum: EA=3.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al132-

Al132  mw:3561.56 Anion CAS: N-1204324-80-0 fg:2 cnt:5649

----

98LI_/WU     Datum: EA=3.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al133-

Al133  mw:3588.55 Anion CAS: N-1204325-03-0 fg:2 cnt:5650

----

98LI_/WU     Datum: EA=3.56(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al134-

Al134  mw:3615.53 Anion CAS: N-1204325-04-1 fg:2 cnt:5651

----

98LI_/WU     Datum: EA=3.55(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al135-

Al135  mw:3642.51 Anion CAS: N-1204325-05-2 fg:2 cnt:5652

----

98LI_/WU     Datum: EA=3.55(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al136-

Al136  mw:3669.49 Anion CAS: N-1204325-07-4 fg:2 cnt:5653

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al137-

Al137  mw:3696.47 Anion CAS: N-1204325-14-3 fg:2 cnt:5654

----

98LI_/WU     Datum: EA=3.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al138-

Al138  mw:3723.45 Anion CAS: N-1204325-19-8 fg:2 cnt:5655

----

98LI_/WU     Datum: EA=3.59(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al139-

Al139  mw:3750.43 Anion CAS: N-1204325-20-1 fg:2 cnt:5656

----

98LI_/WU     Datum: EA=3.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al140-

Al140  mw:3777.42 Anion CAS: N-222053-09-0 fg:2 cnt:5657

----

98LI_/WU     Datum: EA=3.56(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al141-

Al141  mw:3804.40 Anion CAS: N-1947400-50-1 fg:2 cnt:5658

----

98LI_/WU     Datum: EA=3.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al142-

Al142  mw:3831.38 fg:2 cnt:5659

----

98LI_/WU     Datum: EA=3.60(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al143-

Al143  mw:3858.36 fg:2 cnt:5660

----

98LI_/WU     Datum: EA=3.61(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al144-

Al144  mw:3885.34 fg:2 cnt:5661

----

98LI_/WU     Datum: EA=3.61(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al145-

Al145  mw:3912.32 fg:2 cnt:5662

----

98LI_/WU     Datum: EA=3.61(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al146-

Al146  mw:3939.30 Anion CAS: N-222053-10-3 fg:2 cnt:5663

----

98LI_/WU     Datum: EA=3.61(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al147-

Al147  mw:3966.29 Anion CAS: N-145536-80-7 fg:2 cnt:5664

----

98LI_/WU     Datum: EA=3.61(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Al148-

Al148  mw:3993.27 Anion CAS: N-1354950-86-9 fg:2 cnt:5665

----

98LI_/WU     Datum: EA=3.61(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Ar-

Ar  mw:39.963 Anion CAS: Z-16544-90-4 fg:1 cnt:10889

HOF(A.)= 0.0 Defn            | S(A-)=39.8/0.1 Stat |  S(AH)= | S(A.)=37.0  82WAG/EVA

----

98PED/AND    Datum: EA=0.0325(10) eV LPD  p:8

Metastable quartet anion, no neutral triplet. See also 04AND/ for a review.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ar-q.zzf]

W1U        |340.7  |     |     |-2.855|       |274.9  |    |     

CBS-QB3    |380.8  |     |     |-2.410|       |325.2  |    |     

G3MP2B3    |321.2  |     |     |-1.836|       |278.9  |    |     

G3MP2B3+   |334.0  |     |     |-2.391|       |278.9  |    |     

M062X/Def2T|723.7  |     |     |-11.53|       |457.8  |    |     

++++++++++++++++++++++++++++++++

Ar..Au-

ArAu  mw:236.929

Core ion CAS: Z-19498-55-6 Solvent: 7440-37-1 fg:19 cnt:9362

HOF(solv)=0.0 Defn

----

09GAO/HUA    Datum: EA=2.34(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [arau.zc0]

M062X/Def2T|50.5   |     |     |     |       |       | 1.560

++++++++++++++++++++++++++++++++

Ar..Au11-

ArAu11  mw:2206.59

Core ion CAS: Z-140856-00-4 Solvent: 7440-37-1 fg:19 cnt:9819

HOF(solv)=0.0 Defn

----

09HUA/WAN2   Datum: EA=3.76(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar..Au12-

ArAu12  mw:2403.56

Core ion CAS: Z-140856-01-5 Solvent: 7440-37-1 fg:19 cnt:9817

HOF(solv)=0.0 Defn

----

09HUA/WAN2   Datum: EA=3.06(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar..Au13-

ArAu13  mw:2600.53

Core ion CAS: Z-140856-02-6 Solvent: 7440-37-1 fg:19 cnt:9820

HOF(solv)=0.0 Defn

----

09HUA/WAN2   Datum: EA=3.91(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar..Au20-

ArAu20  mw:3979.29

Core ion CAS: Z-140856-09-3 Solvent: 7440-37-1 fg:19 cnt:9821

HOF(solv)=0.0 Defn

----

09HUA/WAN2   Datum: EA=2.75(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar..Br-

ArBr  mw:118.881 Anion CAS: Z-180792-18-1 fg:483 cnt:1486

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.40084(37) eV ZEKE [27429.6(30) cm-1] p:8

DaffH(AH)=  0.9/0.1 dEA

Given: 27429.6 cm-1.

----

94ZHA/YOU    Datum: EA=3.40084(50) eV ZEKE [27429.6(40) cm-1] | HOF(A-)=-51.7/0.3 AfIN p:8

DaffH(AH)=  0.9/0.1 dEA

----

84GAT/       Datum: DaffH= 1.4 Mobl p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [arbr.zcf]

G3MP2B3    |-58.9  |  6.4|  2.9| 12.0|       |-52.5  | 3.777

G3MP2B3+   |-52.9  |  0.4| -2.3|  9.2|0.0    |-52.5  |      

G4MP2      |-52.1  |     |     |     |       |-52.1  |      

M062X/Def2T|-50.3  |  1.4| -2.0| 11.2|       |-49.0  | 3.285

B3/6-311++G|-56.6  |  0.4| -2.0|  8.1|       |-56.1  | 3.601

++++++++++++++++++++++++++++++++

Ar..Cl-

ArCl  mw:74.932 Anion CAS: Z-67168-89-2 fg:482 cnt:4621

HOF(solv)=0.0 Defn

----

99LEN/YOU    Datum: EA=3.65960(25) eV ZEKE [29516.7(20) cm-1] p:9

Given: 29516.7(20) cm-1.

----

00DIS/BOE    Datum: EA=3.65959(20) eV ZEKE [29516.6(16) cm-1] p:8

Given: 3.6594(2) eV, or 29516.6(16) cm-1.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [arcl.zcf]

G3MP2B3    |-57.0  |  0.8| -2.5| 11.2|       |-56.1  | 3.680

M062X/Def2T|-50.2  |  1.7| -2.1| 12.8|       |-48.4  | 3.373

++++++++++++++++++++++++++++++++

Ar..F-

ArF  mw:58.961 Anion CAS: Z-171437-77-7 fg:481 cnt:6946

HOF(solv)=0.0 Defn

----

07WAD/KIK    Datum: DaffG= -4.0 TDAs | HOF(A-)=-61.4/0.7 AfIN p:8

DaffH(X..Y-)= 2.0 TDAs

Entropy estimated.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [arf.zcf]

W1U        |-62.8  |  2.7| -1.6| 14.4|       |-60.1  

G3MP2B3    |-61.7  |  1.6| -2.9| 15.0|       |-60.1  

G3MP2B3+   |-62.0  |  1.9| -1.8| 12.3|0.0    |-60.1  

G4MP2      |-61.5  | -0.5| -5.1| 15.5|       |-62.0  

M062X/Def2T|-49.4  |  3.5| -0.8| 14.3|       |-45.9  

B3/6-311++G|-63.1  | -8.8| -2.1| 12.4|       |-61.5  

++++++++++++++++++++++++++++++++

Ar..(H2O)2-.

ArH4O2  mw:75.984 fg:16 cnt:9732

HOF(solv)=0.0 Defn

----

00LEE/ARN    Datum: EA=0.049(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar..(D2O)2-.

ArD4O2  mw:80.009

Core ion CAS: Z-185010-74-6 Solvent: 7440-37-1 fg:300 cnt:9733

HOF(solv)=0.0 Defn

----

00LEE/ARN    Datum: EA=0.056(6) eV LPES p:8

DaffH(AH)=  0.2/0.1 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar..I-

ArI  mw:166.867 Anion CAS: Z-180792-19-2 fg:484 cnt:3110

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.08576(37) eV ZEKE [24888.3(30) cm-1] p:8

DaffH(AH)=  0.6/0.1 dEA

Given: 24888.3 cm-1.

----

94ZHA/YOU    Datum: EA=3.08576(50) eV ZEKE [24888.3(40) cm-1] | HOF(A-)=-45.6/0.2 AfIN p:8

DaffH(AH)=  0.6/0.1 dEA

++++++++++++++++++++++++++++++++

Ar..I2-

ArI2  mw:293.772

Core ion CAS: Z-12190-71-5 Solvent: 7440-37-1 fg:14 cnt:9470

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=2.548(50) eV LPES p:8

DaffH(AH)=  0.6/1.2 dEA

Vertical Detachment Energy:3.259(50) eV.

++++++++++++++++++++++++++++++++

Ar..NO-

ArNO  mw:69.961 Anion CAS: N-186417-69-6 fg:492 cnt:2169

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.084(3) eV LPES p:9

DaffH(AH)=  1.3/0.1 dEA

----

88BOW/EAT    Datum: EA=0.0041(5) eV LPES | HOF(A-)=21.7/0.5 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [arno-t.zcf]

W1U        |19.4   |  1.7| -5.8| 25.2|       |21.1   | 0.106

CBS-QB3    |19.3   |     |     |     |       |20.4   |      

G3MP2B3    |21.0   |  0.9| -2.7| 12.0|       |21.9   | 0.018

G3MP2B3+   |20.7   |  1.1| -5.5| 22.4|0.0    |21.8   | 0.040

G4MP2      |21.4   |  1.1| -2.8| 13.1|       |22.5   |      

M062X/Def2T|22.0   |  2.0| -2.2| 14.0|       |23.9   | 0.006

B3/6-311++G|13.1   |     |     |     |       |       | 0.429

++++++++++++++++++++++++++++++++

Ar..O-.

ArO  mw:55.958 Anion CAS: Z-123923-39-7 fg:487 cnt:2992

HOF(solv)=0.0 Defn

----

09GAR/BUC    Datum: EA=1.5474(2) eV SEVI p:9

----

02DEC/HEN    Datum: EA=1.562(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

95ARN/HEN    Datum: EA=1.562(35) eV LPES p:8

DaffH(AH)=  2.3/0.8 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [aro.zcf]

W1U        |23.3   |  2.8| -1.4| 14.0|       |26.1   | 1.537

CBS-QB3    |25.1   |     |     |     |       |       | 1.459

G3MP2B3    |25.1   |  3.6| -0.6| 13.8|       |28.7   | 1.349

G3MP2B3+   |25.3   |  3.6| -0.1| 12.3|0.0    |28.9   | 1.350

G4MP2      |24.2   |  2.6| -1.7| 14.5|       |26.8   | 1.455

M062X/Def2T|33.8   |  3.5| -0.6| 14.0|       |37.4   | 1.069

B3/6-311++G|21.1   |  1.3| -2.4| 12.4|       |22.3   | 1.649

++++++++++++++++++++++++++++++++

Ar..O2-.

ArO2  mw:71.953 Anion CAS: N-144477-44-1 fg:491 cnt:4350

HOF(A.)=   0.0/0.3               |

HOF(solv)=0.0 Defn

----

88BOW/EAT    Datum: EA=0.5180(66) eV LPES | HOF(A-)=-11.9/1.7 AfIN p:9

DaffH(AH)=  1.6/0.2 dEA

Bound by 70 meV relative to electron affinity(O2).

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [aro2.zcf]

G3MP2B3    |-9.6   |  2.1| -1.2| 11.1|       |-7.5   | 0.431

++++++++++++++++++++++++++++++++

ArS-

ArS  mw:71.935 Anion CAS: Z-1322568-64-8 fg:19 cnt:8123

----

11GAR/NEU    Datum: EA=2.1129(6) eV SEVI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ars.zaf]

W1U        |16.6   |     |     | 2.126|       |65.6   |    |     

CBS-QB3    |16.5   |     |     | 2.122|       |65.5   |    |     

G3MP2B3    |16.1   |     |     | 2.043|       |63.2   |    |     

G3MP2B3+   |16.3   |     |     | 2.048|       |63.5   |    |     

G4MP2      |17.5   |     |     | 2.048|       |64.8   |    |     

M062X/Def2T|22.0   |     |     | 1.866|       |65.0   |    |     

B3/6-311++G|15.1   |     |     | 2.201|       |65.8   |    |     

++++++++++++++++++++++++++++++++

(Ar)2..Au12-

Ar2Au12  mw:2443.52 fg:20 cnt:9818

HOF(solv)=0.0 Defn

----

09HUA/WAN2   Datum: EA=3.06(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar2..Br-

Ar2Br  mw:158.844 Anion CAS: Z-882562-29-0 fg:483 cnt:10879

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.43714(37) eV ZEKE [27722.4(30) cm-1] p:8

DaffH(AH)=  0.8/0.1 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ar2br.zcf]

B3/6-311++G|-56.7  |     |     |     |       |       | 3.609

++++++++++++++++++++++++++++++++

(Ar)2..Cl-

Ar2Cl  mw:114.894 fg:482 cnt:5236

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=3.70461(2) eV ZEKE [29879.7(2) cm-1] p:8

DaffH(AH)=  1.0/0.1 dEA

Given: 29879.7(2.0) cm-1.

++++++++++++++++++++++++++++++++

Ar2..(H2O)2-.

Ar2H4O2  mw:115.946 fg:16 cnt:9734

HOF(solv)=0.0 Defn

----

00LEE/ARN    Datum: EA=0.059(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar2..(D2O)2-.

Ar2D4O2  mw:119.972 fg:300 cnt:9735

HOF(solv)=0.0 Defn

----

00LEE/ARN    Datum: EA=0.049(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar2..I-

Ar2I  mw:206.830 Anion CAS: Z-911385-01-8 fg:484 cnt:10861

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.11211(37) eV ZEKE [25100.9(30) cm-1] p:8

DaffH(AH)=  0.6/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)2..I2-

Ar2I2  mw:333.734 fg:15 cnt:9471

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.281(50) eV LPES p:8

DaffH(AH)=  0.5/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)2..NO-

Ar2NO  mw:109.923 fg:492 cnt:5886

HOF(A.)=   1.9/0.1               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.150(3) eV LPES | HOF(A-)=-1.5/0.1 AfIN p:9

DaffH(AH)=  1.5/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)2..O-.

Ar2O  mw:95.920 fg:487 cnt:2993

HOF(A.)=  36.0/1.4               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=1.648(35) eV LPES | HOF(A-)=-2.3/0.8 AfIN p:8

DaffH(AH)=  2.3/0.8 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar3..Br-

Ar3Br  mw:198.806 fg:483 cnt:10880

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.47089(37) eV ZEKE [27994.6(30) cm-1] p:8

DaffH(AH)=  0.8/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)3..Cl-

Ar3Cl  mw:154.857 fg:482 cnt:5237

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=3.74897(12) eV ZEKE [30237.5(10) cm-1] p:8

DaffH(AH)=  1.0/0.1 dEA

Given: 30237.5(2.0) cm-1.

++++++++++++++++++++++++++++++++

Ar3..(H2O)2-.

Ar3H4O2  mw:155.909 fg:16 cnt:9736

HOF(solv)=0.0 Defn

----

00LEE/ARN    Datum: EA=0.051(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar3..(D2O)2-.

Ar3D4O2  mw:159.934 fg:300 cnt:9737

HOF(solv)=0.0 Defn

----

00LEE/ARN    Datum: EA=0.058(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar3..I-

Ar3I  mw:246.792 fg:484 cnt:10862

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.13717(37) eV ZEKE [25303.0(30) cm-1] p:8

DaffH(AH)=  0.6/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)3..I2-

Ar3I2  mw:373.697 fg:15 cnt:9472

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.303(50) eV LPES p:8

DaffH(AH)=  0.5/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)3..NO-

Ar3NO  mw:149.886 fg:492 cnt:5887

HOF(A.)=   1.9/0.2               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.208(3) eV LPES | HOF(A-)=-2.9/0.1 AfIN p:9

DaffH(AH)=  1.3/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)3..O-.

Ar3O  mw:135.883 fg:487 cnt:2994

HOF(A.)=  36.0/1.8               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=1.717(35) eV LPES | HOF(A-)=-3.9/1.4 AfIN p:8

DaffH(AH)=  1.6/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar4..Br-

Ar4Br  mw:238.768 fg:483 cnt:10881

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.5045(62) eV ZEKE [28266.(50) cm-1] p:8

DaffH(AH)=  0.8/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)4..Cl-

Ar4Cl  mw:194.819 fg:482 cnt:5238

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=3.79247(62) eV ZEKE [30588.3(50) cm-1] p:8

DaffH(AH)=  1.0/0.1 dEA

Given: 30588.3(10) cm-1.

++++++++++++++++++++++++++++++++

Ar4..I-

Ar4I  mw:286.755 fg:484 cnt:10863

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.16187(37) eV ZEKE [25502.2(30) cm-1] p:8

DaffH(AH)=  0.6/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)4..I2-

Ar4I2  mw:413.659 fg:15 cnt:9473

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.324(50) eV LPES p:8

DaffH(AH)=  0.5/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)4..NO-

Ar4NO  mw:189.848 fg:492 cnt:5888

HOF(A.)=   1.9/0.2               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.265(3) eV LPES | HOF(A-)=-4.2/0.2 AfIN p:9

DaffH(AH)=  1.3/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)4..O-.

Ar4O  mw:175.845 fg:487 cnt:2995

HOF(A.)=  36.0/2.1               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=1.778(35) eV LPES | HOF(A-)=-5.3/1.8 AfIN p:8

DaffH(AH)=  1.4/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar5..Br-

Ar5Br  mw:278.731 fg:483 cnt:10882

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.5375(62) eV ZEKE [28532.(50) cm-1] p:8

DaffH(AH)=  0.8/0.2 dEA

++++++++++++++++++++++++++++++++

(Ar)5..Cl-

Ar5Cl  mw:234.781 fg:482 cnt:5239

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=3.83248(62) eV ZEKE [30911.0(50) cm-1] p:8

DaffH(AH)=  0.9/0.1 dEA

Given: 30911.0(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar5..I-

Ar5I  mw:326.717 fg:484 cnt:10864

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.1866(12) eV ZEKE [25702.(10) cm-1] p:8

DaffH(AH)=  0.6/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)5..I2-

Ar5I2  mw:453.621 fg:15 cnt:9474

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.344(50) eV LPES p:8

DaffH(AH)=  0.5/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)5..NO-

Ar5NO  mw:229.810 fg:492 cnt:5889

HOF(A.)=   1.9/0.2               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.320(3) eV LPES | HOF(A-)=-5.4/0.2 AfIN p:9

DaffH(AH)=  1.3/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)5..O-.

Ar5O  mw:215.807 fg:487 cnt:2996

HOF(A.)=  36.0/2.4               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=1.828(35) eV LPES | HOF(A-)=-6.5/2.1 AfIN p:8

DaffH(AH)=  1.2/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar6..Br-

Ar6Br  mw:318.693 fg:483 cnt:10883

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.5680(62) eV ZEKE [28778.(50) cm-1] p:8

DaffH(AH)=  0.7/0.2 dEA

++++++++++++++++++++++++++++++++

(Ar)6..Cl-

Ar6Cl  mw:274.744 fg:482 cnt:5240

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=3.87162(62) eV ZEKE [31226.7(50) cm-1] p:8

DaffH(AH)=  0.9/0.1 dEA

Given: 31226.7(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar6..I-

Ar6I  mw:366.679 fg:484 cnt:10865

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.2121(19) eV ZEKE [25907.(15) cm-1] p:8

DaffH(AH)=  0.6/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)6..I2-

Ar6I2  mw:493.584 fg:15 cnt:9475

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.364(50) eV LPES p:8

DaffH(AH)=  0.5/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)6..NO-

Ar6NO  mw:269.773 fg:492 cnt:5890

HOF(A.)=   1.9/0.2               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.372(3) eV LPES | HOF(A-)=-6.6/0.2 AfIN p:9

DaffH(AH)=  1.2/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)6..O-.

Ar6O  mw:255.770 fg:487 cnt:2997

HOF(A.)=  36.0/2.7               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=1.881(35) eV LPES | HOF(A-)=-7.7/2.4 AfIN p:8

DaffH(AH)=  1.2/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar7..Br-

Ar7Br  mw:358.656 fg:483 cnt:10884

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.5991(62) eV ZEKE [29029.(50) cm-1] p:8

DaffH(AH)=  0.7/0.2 dEA

++++++++++++++++++++++++++++++++

(Ar)7..Cl-

Ar7Cl  mw:314.706 fg:482 cnt:5241

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=3.90766(62) eV ZEKE [31517.4(50) cm-1] p:8

DaffH(AH)=  0.8/0.1 dEA

Given: 31517.4(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar7..I-

Ar7I  mw:406.642 fg:484 cnt:10866

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.2339(19) eV ZEKE [26083.(15) cm-1] p:8

DaffH(AH)=  0.5/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)7..I2-

Ar7I2  mw:533.546 fg:15 cnt:9476

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.377(50) eV LPES p:8

DaffH(AH)=  0.3/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)7..NO-

Ar7NO  mw:309.735 fg:492 cnt:5891

HOF(A.)=   1.9/0.3               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.410(3) eV LPES | HOF(A-)=-7.5/0.2 AfIN p:9

DaffH(AH)=  0.9/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)7..O-.

Ar7O  mw:295.732 fg:487 cnt:2998

HOF(A.)=  36.0/2.9               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=1.926(35) eV LPES | HOF(A-)=-8.7/2.7 AfIN p:8

DaffH(AH)=  1.0/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar8..Br-

Ar8Br  mw:398.618 fg:483 cnt:10885

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.6275(62) eV ZEKE [29258.(50) cm-1] p:8

DaffH(AH)=  0.7/0.2 dEA

++++++++++++++++++++++++++++++++

(Ar)8..Cl-

Ar8Cl  mw:354.668 fg:482 cnt:5242

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=3.94456(62) eV ZEKE [31815.0(50) cm-1] p:8

DaffH(AH)=  0.9/0.1 dEA

Given: 31815.0(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar8..I-

Ar8I  mw:446.604 fg:484 cnt:10867

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.2542(62) eV ZEKE [26247.(50) cm-1] p:8

++++++++++++++++++++++++++++++++

(Ar)8..I2-

Ar8I2  mw:573.509 fg:15 cnt:9477

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.389(50) eV LPES p:8

DaffH(AH)=  0.3/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)8..NO-

Ar8NO  mw:349.698 fg:492 cnt:5892

HOF(A.)=   1.9/0.3               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.448(3) eV LPES | HOF(A-)=-8.4/0.3 AfIN p:9

DaffH(AH)=  0.9/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)8..O-.

Ar8O  mw:335.695 fg:487 cnt:2999

HOF(A.)=  36.0/3.1               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=1.967(35) eV LPES | HOF(A-)=-9.7/2.9 AfIN p:8

DaffH(AH)=  0.9/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar9..Br-

Ar9Br  mw:438.580 fg:483 cnt:10886

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.6564(62) eV ZEKE [29491.(50) cm-1] p:8

DaffH(AH)=  0.7/0.2 dEA

++++++++++++++++++++++++++++++++

(Ar)9..Cl-

Ar9Cl  mw:394.631 fg:482 cnt:5243

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=3.97986(62) eV ZEKE [32099.7(50) cm-1] p:8

DaffH(AH)=  0.8/0.1 dEA

Given: 32099.7(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar9..I-

Ar9I  mw:486.566 fg:484 cnt:10868

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.2748(62) eV ZEKE [26413.(50) cm-1] p:8

++++++++++++++++++++++++++++++++

(Ar)9..I2-

Ar9I2  mw:613.471 fg:15 cnt:9478

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.399(50) eV LPES p:8

DaffH(AH)=  0.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)9..NO-

Ar9NO  mw:389.660 fg:492 cnt:5893

HOF(A.)=   1.9/0.3               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.480(3) eV LPES | HOF(A-)=-9.1/0.3 AfIN p:9

DaffH(AH)=  0.7/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)9..O-.

Ar9O  mw:375.657 fg:487 cnt:3000

HOF(A.)=  36.0/3.3               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.008(35) eV LPES | HOF(A-)=-10.6/3.1 AfIN p:8

DaffH(AH)=  0.9/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)10..Cl-

Ar10Cl  mw:434.593 fg:482 cnt:5244

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=4.01119(62) eV ZEKE [32352.4(50) cm-1] p:8

DaffH(AH)=  0.7/0.1 dEA

Given: 32352.4(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar10..I-

Ar10I  mw:526.529 fg:484 cnt:10869

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.2957(62) eV ZEKE [26582.(50) cm-1] p:8

++++++++++++++++++++++++++++++++

(Ar)10..I2-

Ar10I2  mw:653.433 fg:15 cnt:9479

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.409(50) eV LPES p:8

DaffH(AH)=  0.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)10..NO-

Ar10NO  mw:429.622 fg:492 cnt:5894

HOF(A.)=   1.9/0.3               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.511(3) eV LPES | HOF(A-)=-9.9/0.3 AfIN p:9

DaffH(AH)=  0.7/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)10..O-.

Ar10O  mw:415.619 fg:487 cnt:3001

HOF(A.)=  36.0/3.5               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.039(35) eV LPES | HOF(A-)=-11.3/3.3 AfIN p:8

DaffH(AH)=  0.7/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)11..Cl-

Ar11Cl  mw:474.556 fg:482 cnt:5245

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=4.04036(62) eV ZEKE [32587.7(50) cm-1] p:8

DaffH(AH)=  0.7/0.1 dEA

Given: 32587.7(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar11..I-

Ar11I  mw:566.491 fg:484 cnt:10870

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.3169(62) eV ZEKE [26753.(50) cm-1] p:8

++++++++++++++++++++++++++++++++

(Ar)11..I2-

Ar11I2  mw:693.396 fg:15 cnt:9480

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.418(50) eV LPES p:8

DaffH(AH)=  0.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)11..NO-

Ar11NO  mw:469.585 fg:492 cnt:5895

HOF(A.)=   1.9/0.3               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.535(3) eV LPES | HOF(A-)=-10.4/0.3 AfIN p:9

DaffH(AH)=  0.6/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)11..O-.

Ar11O  mw:455.582 fg:487 cnt:3002

HOF(A.)=  36.0/3.7               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.058(35) eV LPES | HOF(A-)=-11.4/3.6 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)12..Cl-

Ar12Cl  mw:514.518 fg:482 cnt:5246

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=4.07381(62) eV ZEKE [32857.5(50) cm-1] p:8

DaffH(AH)=  0.8/0.1 dEA

Given: 32857.7(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar12..I-

Ar12I  mw:606.454 fg:484 cnt:10871

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.3357(62) eV ZEKE [26904.(50) cm-1] p:8

DaffH(AH)=  43.7/2.3 dEA

++++++++++++++++++++++++++++++++

(Ar)12..I2-

Ar12I2  mw:733.358 fg:15 cnt:9481

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.427(50) eV LPES p:8

DaffH(AH)=  0.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)12..NO-

Ar12NO  mw:509.547 fg:492 cnt:5896

HOF(A.)=   1.9/0.3               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.566(3) eV LPES | HOF(A-)=-11.1/0.3 AfIN p:9

DaffH(AH)=  0.7/0.1 dEA

++++++++++++++++++++++++++++++++

(Ar)12..O-.

Ar12O  mw:495.544 fg:487 cnt:3003

HOF(A.)=  36.0/3.9               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.091(35) eV LPES | HOF(A-)=-12.2/3.8 AfIN p:8

DaffH(AH)=  0.8/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)13..Cl-

Ar13Cl  mw:554.480 fg:482 cnt:5247

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=4.08612(62) eV ZEKE [32956.8(50) cm-1] p:8

Given: 32956.8(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar13..I-

Ar13I  mw:646.416 fg:484 cnt:10872

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.3574(62) eV ZEKE [27079.(50) cm-1] p:8

DaffH(AH)=  0.5/0.2 dEA

++++++++++++++++++++++++++++++++

(Ar)13..I2-

Ar13I2  mw:773.320 fg:15 cnt:9482

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.435(50) eV LPES p:8

DaffH(AH)=  0.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)13..NO-

Ar13NO  mw:549.510 fg:492 cnt:5897

HOF(A.)=   1.9/0.3               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.580(3) eV LPES | HOF(A-)=-11.4/0.3 AfIN p:9

++++++++++++++++++++++++++++++++

(Ar)13..O-.

Ar13O  mw:535.506 fg:487 cnt:3004

HOF(A.)=  36.0/4.0               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.098(35) eV LPES | HOF(A-)=-12.4/4.0 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)14..Cl-

Ar14Cl  mw:594.443 fg:482 cnt:5248

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=4.09909(62) eV ZEKE [33061.4(50) cm-1] p:8

Given: 33061.4(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar14..I-

Ar14I  mw:686.378 fg:484 cnt:10873

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.3756(62) eV ZEKE [27226.(50) cm-1] p:8

++++++++++++++++++++++++++++++++

(Ar)14..I2-

Ar14I2  mw:813.283 fg:15 cnt:9483

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.445(50) eV LPES p:8

DaffH(AH)=  0.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)14..NO-

Ar14NO  mw:589.472 fg:492 cnt:5898

HOF(A.)=   1.9/0.4               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.589(3) eV LPES | HOF(A-)=-11.7/0.4 AfIN p:9

++++++++++++++++++++++++++++++++

(Ar)14..O-.

Ar14O  mw:575.469 fg:487 cnt:3005

HOF(A.)=  36.0/4.2               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.105(35) eV LPES | HOF(A-)=-12.5/4.1 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)15..Cl-

Ar15Cl  mw:634.405 fg:482 cnt:5249

HOF(solv)=0.0 Defn

----

01LEN/YOU    Datum: EA=4.11299(62) eV ZEKE [33173.5(50) cm-1] p:8

Given: 33173.5(50.0) cm-1.

++++++++++++++++++++++++++++++++

Ar15..I-

Ar15I  mw:726.341 fg:484 cnt:10874

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.3941(62) eV ZEKE [27375.(50) cm-1] p:8

++++++++++++++++++++++++++++++++

(Ar)15..O-.

Ar15O  mw:615.431 fg:487 cnt:3006

HOF(A.)=  36.0/4.4               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.122(35) eV LPES | HOF(A-)=-12.9/4.3 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar16..I-

Ar16I  mw:766.303 fg:484 cnt:10875

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.4081(62) eV ZEKE [27488.(50) cm-1] p:8

++++++++++++++++++++++++++++++++

(Ar)16..I2-

Ar16I2  mw:893.208 fg:15 cnt:9484

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=3.691(50) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)16..O-.

Ar16O  mw:655.394 fg:487 cnt:3007

HOF(A.)=  36.0/4.5               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.127(35) eV LPES | HOF(A-)=-13.0/4.4 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar17..I-

Ar17I  mw:806.266 fg:484 cnt:10876

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.4241(62) eV ZEKE [27617.(50) cm-1] p:8

++++++++++++++++++++++++++++++++

(Ar)17..O-.

Ar17O  mw:695.356 fg:487 cnt:3008

HOF(A.)=  36.0/4.6               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.133(35) eV LPES | HOF(A-)=-13.2/4.6 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar18..I-

Ar18I  mw:846.228 fg:484 cnt:10877

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.4365(62) eV ZEKE [27717.(50) cm-1] p:8

++++++++++++++++++++++++++++++++

(Ar)18..O-.

Ar18O  mw:735.318 fg:487 cnt:3009

HOF(A.)=  36.0/4.8               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.143(35) eV LPES | HOF(A-)=-13.4/4.7 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ar19..I-

Ar19I  mw:886.190 fg:484 cnt:10878

HOF(solv)=0.0 Defn

----

96YOU/ZHA    Datum: EA=3.4460(62) eV ZEKE [27794.(50) cm-1] p:8

++++++++++++++++++++++++++++++++

(Ar)19..O-.

Ar19O  mw:775.281 fg:487 cnt:3010

HOF(A.)=  36.0/4.9               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.149(35) eV LPES | HOF(A-)=-13.5/4.9 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)20..I2-

Ar20I2  mw:1053.06 fg:15 cnt:9485

HOF(solv)=0.0 Defn

----

98ASM/TAY2   Datum: EA=4.279(50) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Ar)20..O-.

Ar20O  mw:815.243 fg:487 cnt:3011

HOF(A.)=  36.0/5.0               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.155(35) eV LPES | HOF(A-)=-13.7/5.0 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)21..O-.

Ar21O  mw:855.206 fg:487 cnt:3012

HOF(A.)=  36.0/5.2               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.159(35) eV LPES | HOF(A-)=-13.8/5.1 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)22..O-.

Ar22O  mw:895.168 fg:487 cnt:3013

HOF(A.)=  36.0/5.3               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.165(35) eV LPES | HOF(A-)=-13.9/5.2 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)23..O-.

Ar23O  mw:935.130 fg:487 cnt:3014

HOF(A.)=  36.0/5.4               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.171(35) eV LPES | HOF(A-)=-14.1/5.4 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)24..O-.

Ar24O  mw:975.093 fg:487 cnt:3015

HOF(A.)=  36.0/5.5               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.177(35) eV LPES | HOF(A-)=-14.2/5.5 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)25..O-.

Ar25O  mw:1015.05 fg:487 cnt:3016

HOF(A.)=  36.0/5.7               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.184(35) eV LPES | HOF(A-)=-14.4/5.6 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)26..O-.

Ar26O  mw:1055.02 fg:487 cnt:3017

HOF(A.)=  36.0/5.8               |

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.191(35) eV LPES | HOF(A-)=-14.5/5.7 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(Ar)34..O-.

Ar34O  mw:1374.72 fg:487 cnt:3018

HOF(solv)=0.0 Defn

----

95ARN/HEN    Datum: EA=2.243(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

As-

As  mw:74.922 Anion CAS: Z-16050-73-0 fg:1 cnt:26

HOF(A.)=  69.1/0.6  88BER/       | BDE(A-H)= 65.4/0.7  88BER/        

HOF(AH)=  59.8/1.2 d+ah          |

DacidS=17.2/2.0 Calc |  S(A-)=41.1/0.1 Stat |  S(AH)= | S(A.)=41.6  82WAG/EVA

----

25BLO/DRA    Datum: EA=0.8045(19) eV [6488.570(15) cm-1] | HOF(A-)=54.6/1.7 Acid p:9

DacidG(AH)= 355.3/1.0 H-TS| DacidH(AH)= 360.5/1.2 D-EA

Given: 0.804486(2) eV.

----

24YAN/LU     Datum: EA=0.804485(6) eV SEVI p:9

Given: 0.804485(6) eV.

----

09WAL/GIB    Datum: EA=0.8048(2) eV LPD  p:8

----

98LIP/XU 2   Datum: EA=0.814(8) eV LPES p:8

----

77FEL/RAC2   Datum: EA=0.81(3) eV PD   p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [as-t.zzf]

CBS-QB3    |51.9   |361.7|356.5| 0.735|55.9   |68.9   |17.3|65.0 

G3MP2B3    |52.3   |364.8|359.7| 0.726|54.7   |69.1   |17.3|66.5 

G3MP2B3+   |52.3   |364.8|359.6| 0.726|54.7   |69.1   |17.3|66.5 

G4MP2      |52.5   |363.2|358.0| 0.720|56.5   |69.1   |17.3|64.7 

M062X/Def2T|61.1   |370.1|364.9| 0.343|55.8   |69.1   |17.3|65.4 

B3/6-311++G|46.5   |360.2|355.1| 0.980|53.5   |69.1   |17.3|67.7 

++++++++++++++++++++++++++++++++

AsBr-.

AsBr  mw:153.840 Anion CAS: Z-60971-90-6 fg:14 cnt:162

HOF(A.)=  28.2/2.3  76PAB/BEN    |

----

76PAB/BEN    Datum: HOF(A-)=1.7/8.8 EIAE p:5

DaffH(X..Y-)= 16.6/8.8 A-IN

From AsBr3. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.3 eV and an .DELTA.fH(A-) of ca. 3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [asbr.zaf]

CBS-QB3    |-0.8   |     |     | 1.429|       |32.1   |    |     

G3MP2B3    |2.8    |     |     | 1.371|       |34.3   |    |     

G3MP2B3+   |2.6    |     |     | 1.375|       |34.3   |    |     

G4MP2      |3.6    |     |     | 1.405|       |35.9   |    |     

M062X/Def2T|6.7    |     |     | 1.106|       |32.2   |    |     

B3/6-311++G|-1.9   |     |     | 1.464|       |31.8   |    |     

++++++++++++++++++++++++++++++++

AsBr2-

AsBr2  mw:232.759 Anion CAS: Z-60971-89-3 fg:14 cnt:135

HOF(A.)=   8.2/2.3  76PAB/BEN    |

HOF(AH)= -11.0/3.0 Est5          |
###### the following are "below the line": evaluated as not accurate ####

----

78PAB/MAR    Datum: EA=3.5(1) eV EIAE p:1

From AsBr3. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.0-2.1 eV, and a .DELTA.fH(A-) of -43 to -53 kcal/mol.

----

76PAB/BEN    Datum: HOF(A-)=-72.5/95.4 EIAE p:1

EA(eV)= 3.500 DaffH(X..Y-)= 49.9/95.4 A-IN

From AsBr3. AE =3.0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [asbr2.zaf]

CBS-QB3    |-53.5  |334.8|326.8| 2.073|-22.6  |-5.9   |26.8|68.8 

G3MP2B3    |-44.9  |333.3|325.7| 2.064|-11.1  |2.5    |25.6|65.7 

G3MP2B3+   |-45.3  |333.3|325.6| 2.071|-11.3  |2.4    |25.5|65.8 

G4MP2      |-43.7  |334.1|326.5| 2.013|-10.6  |2.6    |25.4|65.3 

M062X/Def2T|-43.4  |333.1|325.5| 1.850|-11.8  |-0.8   |25.4|63.0 

B3/6-311++G|-48.1  |332.8|325.2| 2.026|-13.6  |-1.5   |25.5|64.2 

++++++++++++++++++++++++++++++++

AsCl-.

AsCl  mw:109.891 Anion CAS: N-17522-78-0 fg:11 cnt:172

HOF(A.)=  27.3/3.0  76PAB/BEN    |
###### the following are "below the line": evaluated as not accurate ####

----

76PAB/BEN    Datum: HOF(A-)=-2.2/4.2 EIAE p:4

DaffH(X..Y-)= 71.3/4.2 A-IN

From AsCl3; composite computational methods(18BAR/) indicate an electron affinity of ca. 1.20-1.27 eV and an .DELTA.fH(A-) ca. -4 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ascl.zaf]

CBS-QB3    |-4.5   |     |     | 1.277|       |24.8   |    |     

G3MP2B3    |-4.5   |     |     | 1.272|       |24.8   |    |     

G3MP2B3+   |-4.6   |     |     | 1.275|       |24.8   |    |     

G4MP2      |-4.3   |     |     | 1.293|       |25.4   |    |     

M062X/Def2T|0.9    |     |     | 0.965|       |23.1   |    |     

B3/6-311++G|-5.7   |     |     | 1.415|       |26.9   |    |     

++++++++++++++++++++++++++++++++

AsF3..Cl-

AsClF3  mw:166.886 Anion CAS: Z-43737-34-4 fg:482 cnt:1000

HOF(solv)=-187.8/0.1  82WAG/EVA    

----

85LAR/MCM    Datum: DaffG= 18.6/2.0 IMRE | HOF(A-)=-213.6/2.0 AfIN p:9

DaffH(X..Y-)= 25.8/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [asf3cl.zcf]

G3MP2B3    |-273.2 | 26.2| 18.8| 24.7|-190.8 |-56.1  

G3MP2B3+   |-273.3 | 26.2| 18.9| 24.6|-191.0 |-56.1  

G4MP2      |-276.5 | 26.2| 18.9| 24.5|-195.3 |-55.0  

M062X/Def2T|-275.8 | 32.2| 24.7| 25.1|-195.2 |-48.4  

B3/6-311++G|-260.0 | 19.4| 23.0| 24.5|-172.8 |-56.9  

++++++++++++++++++++++++++++++++

AsCl2-

AsCl2  mw:144.860 Anion CAS: Z-60971-88-2 fg:11 cnt:131

HOF(A.)= -14.6/2.3  76PAB/BEN    | BDE(A-H)= 70.5/3.8 R-AH           

HOF(AH)= -33.0/3.0 Est5          |
###### the following are "below the line": evaluated as not accurate ####

----

78PAB/MAR    Datum: EA=2.2(1) eV EIAE | HOF(A-)=-65.3/4.4 R-EA p:4

DaffH(AH)=  92.6/4.4 A-IN

From AsCl3. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.8-1.9 eV and a .DELTA.fH(A-) of -60 to -64 kcal/mol.

----

76PAB/BEN    Datum: HOF(A-)=-65.3/13.6 EIAE p:4

EA(eV)= 2.200 DaffH(X..Y-)= 92.6/13.5 A-IN

From AsCl3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ascl2.zaf]

CBS-QB3    |-64.4  |337.7|330.1| 1.908|-36.3  |-20.5  |25.5|67.9 

G3MP2B3    |-61.1  |337.6|329.9| 1.893|-31.5  |-17.6  |25.6|66.0 

G3MP2B3+   |-61.3  |337.4|329.8| 1.901|-31.5  |-17.6  |25.6|66.0 

G4MP2      |-61.2  |338.5|330.9| 1.824|-32.6  |-19.3  |25.5|65.4 

M062X/Def2T|-58.0  |338.7|331.1| 1.618|-32.0  |-20.8  |25.4|63.3 

B3/6-311++G|-57.5  |335.8|328.2| 1.930|-26.0  |-13.1  |25.5|65.0 

++++++++++++++++++++++++++++++++

AsCl3..Cl-

AsCl4  mw:214.798 Anion CAS: Z-20791-04-2 fg:482 cnt:5913

HOF(solv)= -62.5/0.5  82WAG/EVA    

----

02WAL/CHE    Datum: DaffH= 27.5/1.7 CIDT | HOF(A-)=-90.0/1.8 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ascl4.zcf]

CBS-QB3    |-157.2 | 32.6| 25.9| 22.8|-67.8  |-56.7  

G3MP2B3    |-150.1 | 32.0| 25.1| 23.1|-61.9  |-56.1  

G3MP2B3+   |-150.5 | 32.2| 25.4| 22.8|-62.1  |-56.1  

G4MP2      |-149.9 | 31.7| 24.8| 23.1|-63.3  |-55.0  

M062X/Def2T|-150.0 | 37.3| 30.1| 24.1|-64.3  |-48.4  

B3/6-311++G|-141.0 | 22.6| 26.7| 22.8|-50.5  |-56.9  

++++++++++++++++++++++++++++++++

AsF-.

AsF  mw:93.921 Anion CAS: Z-51682-95-2 fg:8 cnt:167

HOF(A.)=  -8.5/3.0 Est5          |
###### the following are "below the line": evaluated as not accurate ####

----

76PAB/BEN    Datum: EA=>1.3 eV EIAE p:4

From AsF3;  Composite computational methods(18BAR/) indicate an electron affinity of ca.0.9-1.1 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [asf.zaf]

CBS-QB3    |-33.7  |     |     | 1.085|       |-8.7   |    |     

G3MP2B3    |-31.1  |     |     | 0.946|       |-9.4   |    |     

G3MP2B3+   |-31.2  |     |     | 0.950|       |-9.3   |    |     

G4MP2      |-32.1  |     |     | 0.987|       |-9.4   |    |     

M062X/Def2T|-22.9  |     |     | 0.574|       |-9.7   |    |     

B3/6-311++G|-34.1  |     |     | 1.201|       |-6.5   |    |     

++++++++++++++++++++++++++++++++

AsF2-

AsF2  mw:112.919 Anion CAS: Z-60971-87-1 fg:8 cnt:120

HOF(A.)= -111.0/2.3  76PAB/BEN   | BDE(A-H)= 49.1/3.8 R-AH           

HOF(AH)= -108.0/3.0 Est5         |
###### the following are "below the line": evaluated as not accurate ####

----

78PAB/MAR    Datum: EA=0.8(1) eV EIAE p:3

From AsF3. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.2-1.3 eV and a .DELTA.fH(A-) of ca. -123 kcal/mol.

----

76PAB/BEN    Datum: HOF(A-)=-129.7/13.5 EIAE p:3

DaffH(X..Y-)= 61.8/13.5 A-IN

From AsF3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [asf2.zaf]

CBS-QB3    |-124.2 |354.1|346.6| 1.292|-112.5 |-94.5  |25.1|70.1 

G3MP2B3    |-122.0 |355.4|347.9| 1.218|-110.2 |-94.0  |25.1|68.3 

G3MP2B3+   |-122.2 |354.8|347.2| 1.230|-109.8 |-94.0  |25.3|68.0 

G4MP2      |-124.5 |355.7|348.3| 1.174|-113.0 |-97.5  |25.1|67.6 

M062X/Def2T|-116.6 |359.5|352.0| 0.837|-111.4 |-97.4  |25.2|66.1 

B3/6-311++G|-120.5 |348.3|340.7| 1.461|-101.5 |-86.9  |25.3|66.7 

++++++++++++++++++++++++++++++++

F2AsO-

AsF2O  mw:128.914 Anion CAS: Z-110661-64-8 fg:10 cnt:2011

HOF(solv)= -80.9/2.0 Calc 18BAR/   

----

87LAR/MCM2   Datum: DaffH= 54.0/7.0 IMRB | HOF(A-)=-194.3/7.3 AfIN p:7

DaffG(X..Y-)= 48.0/7.0 H-TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 64-66 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [f2aso.zcf]

CBS-QB3    |-214.5 | 74.4| 66.1| 27.7|-81.0  |-59.0  | 4.209

G3MP2B3    |-212.8 | 72.1| 63.8| 28.1|-80.5  |-60.1  | 4.254

G3MP2B3+   |-212.7 | 72.2| 63.8| 28.0|-80.5  |-60.1  | 4.251

G4MP2      |-215.0 | 71.6| 63.2| 28.4|-81.4  |-62.0  | 4.143

M062X/Def2T|-207.1 | 87.3| 78.9| 28.2|-73.9  |-45.9  | 3.805

B3/6-311++G|-199.9 | 60.2| 62.2| 28.0|-67.9  |-61.5  | 4.308

++++++++++++++++++++++++++++++++

F2AsS-

AsF2S  mw:144.891 Anion CAS: Z-110661-66-0 fg:10 cnt:2015

HOF(solv)= -61.0/2.0 Calc 18BAR/   

----

87LAR/MCM2   Datum: DaffH= 56.0/6.0 IMRB | HOF(A-)=-176.4/6.4 AfIN p:7

DaffG(X..Y-)= 47.5/6.0 H-TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 64-66 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f2ass.zcf]

CBS-QB3    |-175.7 | 74.0| 65.8| 27.6|-42.7  |-59.0  

G3MP2B3    |-173.9 | 72.3| 63.9| 28.0|-41.5  |-60.1  

G3MP2B3+   |-173.9 | 72.3| 64.0| 28.1|-41.4  |-60.1  

G4MP2      |-176.4 | 71.3| 62.8| 28.4|-43.1  |-62.0  

M062X/Def2T|-171.4 | 87.7| 79.3| 28.2|-37.8  |-45.9  

B3/6-311++G|-163.5 | 59.2| 61.2| 28.1|-32.4  |-61.5  

++++++++++++++++++++++++++++++++

AsF3..F-

AsF4  mw:150.916 Anion CAS: Z-42847-14-3 fg:481 cnt:966

HOF(solv)=-187.8/0.1  82WAG/EVA    
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 41.0/2.0 IMRE | HOF(A-)=-295.5/2.1 AfIN p:4

DaffH(X..Y-)= 48.2/2.0 G+TS

These relative affinities are ca. 10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 49-51 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [asf4.zcf]

CBS-QB3    |-310.1 | 58.3| 50.9| 24.9|-192.8 |-59.0  | 4.426

G3MP2B3    |-307.8 | 56.8| 48.6| 27.5|-190.8 |-60.1  | 4.422

G3MP2B3+   |-307.8 | 56.7| 48.8| 26.6|-191.0 |-60.1  | 4.430

G4MP2      |-312.3 | 55.0| 46.7| 27.9|-195.3 |-62.0  |      

M062X/Def2T|-309.9 | 68.8| 60.5| 27.9|-195.2 |-45.9  | 3.947

B3/6-311++G|-295.6 | 50.9| 53.3| 26.6|-172.8 |-61.5  | 4.808

++++++++++++++++++++++++++++++++

AsF5..F-

AsF6  mw:188.913 Anion CAS: Z-16973-45-8 fg:481 cnt:2795

HOF(solv)=-295.6/0.1  65OHA/HUB    

----

73HAA/MCD    Datum: DaffG=>73.5 IMRB | HOF(A-)=<-440.0/1.0 AfIN p:6

DaffH(X..Y-)=>84.9/0.8 G+TS

Fluoride affinity greater than BCl3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [asf6.zcf]

CBS-QB3    |-461.5 |105.3| 94.4| 36.8|-297.2 |-59.0  

G3MP2B3    |-458.0 |103.4| 92.6| 36.2|-294.5 |-60.1  

G3MP2B3+   |-457.6 |102.5| 91.8| 36.1|-294.9 |-60.1  

G4MP2      |-465.5 |101.5| 90.3| 37.8|-302.0 |-62.0  

M062X/Def2T|-473.7 |118.8|107.7| 37.2|-309.0 |-45.9  

B3/6-311++G|-416.1 | 93.9| 93.5| 36.2|-250.3 |-61.5  

++++++++++++++++++++++++++++++++

GaAs-

AsGa  mw:143.848 Anion CAS: Z-121461-36-7 fg:19 cnt:5995

----

02GOM/TAY2   Datum: EA=1.949(10) eV ZEKE p:9

----

90JIN/TAY    Datum: EA=2.1(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gaas.zzf]

CBS-QB3    |38.0   |     |     | 2.073|       |85.9   |    |     

G3MP2B3    |38.3   |     |     | 2.125|       |87.4   |    |     

G3MP2B3+   |38.3   |     |     | 2.121|       |87.3   |    |     

M062X/Def2T|54.0   |     |     | 1.452|       |87.6   |    |     

B3/6-311++G|44.9   |     |     | 1.850|       |87.6   |    |     

++++++++++++++++++++++++++++++++

Ga2As-

AsGa2  mw:212.773 Anion CAS: N-102055-05-0 fg:19 cnt:5253

----

01TAY/GOM    Datum: EA=2.428(20) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga2as.zaf]

CBS-QB3    |24.2   |     |     | 2.629|       |84.9   |    |     

G3MP2B3    |31.6   |     |     | 2.576|       |91.1   |    |     

G3MP2B3+   |32.7   |     |     | 2.542|       |91.5   |    |     

G4MP2      |33.3   |     |     | 2.574|       |92.7   |    |     

M062X/Def2T|44.8   |     |     | 2.191|       |95.4   |    |     

B3/6-311++G|41.2   |     |     | 2.398|       |96.6   |    |     

++++++++++++++++++++++++++++++++

AsH-.

AsH  mw:75.930 Anion CAS: Z-553636-99-0 fg:3 cnt:71

HOF(A.)=  59.8/1.2 D+AH          | BDE(A-H)= 67.7/0.2  88BER/        

HOF(AH)=  40.2/0.3 d+ah          |

----

77RAC/FEL    Datum: EA=1.0(1) eV PD   | HOF(A-)=36.7/2.7 R-EA p:8

DacidH(AH)= 358.2/2.4 D-EA

DaffH(AH)=  67.1/2.7 A-IN

----

64EBI/KRA #  Datum: EA=<1.1 eV IMRB p:6

From AsH3. Reworked with modern thermochemistry.
###### the following are "below the line": evaluated as not accurate ####

----

74WYA/HOL    Datum: HOF(A-)=<39.9/7.7 IMRB p:4

DaffH(X..Y-)=>63.9/7.7 A-IN

As- +AsH3 -> AsH- + AsH2. thermochemical limit.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ash-d.zaf]

CBS-QB3    |31.4   |358.2|351.8| 1.064|39.0   |55.9   |21.2|69.1 

G3MP2B3    |31.6   |360.0|353.7| 1.002|38.7   |54.7   |21.2|68.1 

G3MP2B3+   |31.6   |360.1|353.7| 1.002|38.8   |54.7   |21.2|68.1 

G4MP2      |32.3   |360.3|354.0| 1.046|39.2   |56.5   |21.2|69.4 

M062X/Def2T|43.3   |366.9|360.6| 0.540|41.1   |55.8   |21.2|66.7 

B3/6-311++G|27.2   |359.4|353.1| 1.142|35.1   |53.5   |21.2|70.5 

++++++++++++++++++++++++++++++++

AsH2-

AsH2  mw:76.938 Anion CAS: Z-13937-35-4 fg:3 cnt:63

HOF(A.)=  40.2/0.3 D+AH          | BDE(A-H)= 76.4/0.2  88BER/        

HOF(AH)=  15.9/0.2  88BER/       |

DacidS=26.1/0.3 A-AH |  S(A-)=53.3/0.2 Isoe 82WAG/EVA |  S(AH)=53.2/0.2  82WAG/EVA

----

72SMY/BRA2   Datum: EA=1.27(3) eV PD   | HOF(A-)=10.9/1.6 Acid p:9

DacidH(AH)= 360.7/1.0 D-EA

DaffH(AH)=  83.6/1.6 A-IN

----

89GAL/MAR    Datum: DacidG= 350.0/2.0 IMRE | HOF(A-)=8.0/2.3 Acid p:8

DacidH(AH)= 357.8/2.0 G+TS DaffH(X..Y-)= 86.5/2.3 A-IN

----

74WYA/HOL #  Datum: DacidG= 354.4/6.0 IMRB p:7

DacidH(AH)= 362.2/6.0 G+TS

Between PH3, H2S.
###### the following are "below the line": evaluated as not accurate ####

----

64EBI/KRA #  Datum: HOF(A-)=<9.9/5.5 EIAE;EA(eV)=0.000 p:3

DacidH(AH)=<359.7/2.3 EIAE

DaffH(AH)= >84.6/5.5 A-IN

From AsH3. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2as.zaf]

CBS-QB3    |8.1    |359.5|352.7| 1.341|14.3   |39.0   |23.1|76.8 

G3MP2B3    |8.3    |358.6|350.4| 1.322|16.9   |38.7   |27.5|74.0 

G3MP2B3+   |8.3    |358.6|351.7| 1.321|16.9   |38.8   |23.1|73.9 

G4MP2      |8.5    |358.8|351.9| 1.332|16.8   |39.2   |23.1|74.5 

M062X/Def2T|22.1   |364.0|357.1| 0.824|22.9   |41.1   |23.1|70.4 

B3/6-311++G|4.9    |358.8|351.9| 1.308|13.4   |35.1   |23.1|73.8 

++++++++++++++++++++++++++++++++

AsO-

AsO  mw:90.917 Anion CAS: Z-218283-87-5 fg:5 cnt:4337

HOF(A.)=  16.7/0.1  82WAG/EVA    |

----

98LIP/XU     Datum: EA=1.286(8) eV LPES | HOF(A-)=-12.9/0.2 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aso-t.zaf]

CBS-QB3    |-18.6  |343.2|336.5| 1.398|3.9    |13.6   |22.6|61.8 

G3MP2B3    |-17.5  |344.8|338.1| 1.339|4.9    |13.4   |22.7|60.6 

G3MP2B3+   |-17.7  |344.6|337.9| 1.347|4.9    |13.4   |22.7|60.6 

G4MP2      |-16.6  |345.6|338.8| 1.322|5.0    |13.9   |22.7|61.0 

M062X/Def2T|-4.7   |345.5|338.8| 1.173|14.4   |22.3   |22.7|60.0 

B3/6-311++G|-16.4  |339.8|333.1| 1.546|11.1   |19.2   |22.6|60.3 

++++++++++++++++++++++++++++++++

As2-

As2  mw:149.844 Anion CAS: Z-51680-81-0 fg:2 cnt:182

HOF(A.)=  46.0/2.0  73BEN/MAR    |

----

98LIP/XU 2   Datum: EA=0.739(8) eV LPES | HOF(A-)=29.0/2.7 R-EA p:9

DaffH(AH)=  94.7/2.7 A-IN

----

77FEL/RAC    Datum: EA=<0.8 eV PD   p:7

Value probably near 0.
###### the following are "below the line": evaluated as not accurate ####

----

73BEN/MAR #  Datum: HOF(A-)=43.8/10.1 EIAE p:3

EA(eV)= 0.097 DaffH(X..Y-)= 79.9/10.1 A-IN

From As4. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [as2.zaf]

CBS-QB3    |27.3   |331.6|326.1| 0.828|61.5   |46.4   |18.4|37.0 

G3MP2B3    |26.4   |329.3|323.8| 0.816|64.3   |45.2   |18.4|33.0 

G3MP2B3+   |26.4   |330.2|324.7| 0.819|63.3   |45.2   |18.4|34.0 

G4MP2      |27.1   |331.9|326.4| 0.805|62.3   |45.6   |18.4|35.4 

M062X/Def2T|44.1   |338.9|333.4| 0.665|69.9   |59.4   |18.2|41.6 

B3/6-311++G|24.8   |331.9|326.4| 0.948|60.2   |46.7   |18.4|38.5 

++++++++++++++++++++++++++++++++

GaAs2-.

As2Ga  mw:218.769 Anion CAS: Z-121461-37-8 fg:19 cnt:5251

----

01TAY/GOM    Datum: EA=1.894(22) eV LPES p:9

----

90JIN/TAY    Datum: EA=1.9(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gaas2.zaf]

CBS-QB3    |22.3   |     |     | 2.077|       |70.3   |    |     

G3MP2B3    |26.1   |     |     | 2.096|       |74.5   |    |     

G3MP2B3+   |26.0   |     |     | 2.093|       |74.3   |    |     

G4MP2      |27.4   |     |     | 2.076|       |75.4   |    |     

M062X/Def2T|42.4   |     |     | 1.838|       |84.8   |    |     

B3/6-311++G|33.6   |     |     | 1.867|       |76.7   |    |     

++++++++++++++++++++++++++++++++

Ga2As2-

As2Ga2  mw:287.695 Anion CAS: Z-135072-64-9 fg:20 cnt:6009

----

90JIN/TAY    Datum: EA=2.1(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [as2ga2.zzf]

CBS-QB3    |16.7   |     |     | 2.018|       |63.2   |    |     

G3MP2B3    |32.5   |     |     | 1.902|       |76.3   |    |     

G3MP2B3+   |32.1   |     |     | 1.901|       |75.9   |    |     

G4MP2      |34.0   |     |     | 1.912|       |78.1   |    |     

M062X/Def2T|47.3   |     |     | 1.817|       |89.1   |    |     

B3/6-311++G|45.5   |     |     | 1.762|       |86.1   |    |     

++++++++++++++++++++++++++++++++

As2H-

As2H  mw:150.852 Anion CAS: Z-121367-31-5 fg:4 cnt:183
###### the following are "below the line": evaluated as not accurate ####

----

74WYA/HOL    Datum: HOF(A-)=<68.9 IMRB p:4

As- + AsH3 <=> As2H- + H2. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of ca. 25 kcal/mol, and an electron affinity of ca. 1.6 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [as2h.zaf]

CBS-QB3    |25.2   |348.4|340.7| 1.571|42.5   |61.5   |26.1|71.1 

G3MP2B3    |25.4   |348.5|340.8| 1.683|44.1   |64.3   |26.0|72.3 

G3MP2B3+   |25.4   |348.4|340.7| 1.644|44.2   |63.3   |26.0|71.2 

G4MP2      |26.0   |348.8|341.1| 1.575|44.3   |62.3   |26.0|70.1 

M062X/Def2T|42.3   |351.0|343.2| 1.195|56.0   |69.9   |26.1|66.0 

B3/6-311++G|24.4   |349.3|341.6| 1.554|42.3   |60.2   |26.0|70.0 

++++++++++++++++++++++++++++++++

As3-

As3  mw:224.765 Anion CAS: Z-51680-83-2 fg:2 cnt:186

HOF(A.)=  62.5/4.0  02BIN/MIL    |

----

98LIP/XU 2   Datum: EA=1.45(3) eV LPES | HOF(A-)=29.0/4.9 R-EA p:9

DaffH(AH)=  69.0/4.6 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

73BEN/MAR #  Datum: HOF(A-)=33.0/11.1 EIAE;EA(eV)=0.837 p:3

DaffH(AH)=  65.1/10.9 A-IN

From As4. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [as3-c.zaf]

CBS-QB3    |31.7   |346.3|338.6| 1.381|51.2   |63.6   |25.9|64.6 

G3MP2B3    |31.5   |345.1|337.5| 1.592|53.5   |68.2   |25.7|66.8 

G3MP2B3+   |31.5   |345.2|337.6| 1.584|53.5   |68.1   |25.7|66.7 

G4MP2      |32.8   |345.8|338.1| 1.569|54.1   |69.0   |25.8|67.0 

M062X/Def2T|52.7   |350.5|342.8| 1.009|67.0   |76.0   |25.7|61.2 

B3/6-311++G|36.4   |348.0|340.3| 1.353|55.7   |67.7   |25.7|64.1 

++++++++++++++++++++++++++++++++

Ga2As3-

As3Ga2  mw:362.617 Anion CAS: Z-122170-34-7 fg:20 cnt:2224

----

01TAY/GOM    Datum: EA=2.783(24) eV LPES p:9

----

86LIU/ZHA    Datum: EA=<1.82 eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=2.3(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=5.

++++++++++++++++++++++++++++++++

As3Ga3-

As3Ga3  mw:431.542 Anion CAS: Z-122170-33-6 fg:20 cnt:2527

----

86LIU/ZHA    Datum: EA=<1.82 eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=2.1(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=6.

++++++++++++++++++++++++++++++++

As4-

As4  mw:299.687 Anion CAS: Z-163184-06-3 fg:2 cnt:4465

HOF(A.)=  37.8/0.6  88BER/       |

----

98LIP/XU 2   Datum: EA=<0.8 eV LPES | HOF(A-)=>19.4/5.0 R-EA p:6

DaffH(AH)= <78.8/4.1 A-IN

Vertical Detachment Energy:1.52 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [as4.zzf]

CBS-QB3    |17.6   |     |     | 0.506|       |29.0   |    |     

G3MP2B3    |22.7   |     |     | 0.569|       |35.7   |    |     

G3MP2B3+   |22.4   |     |     | 0.576|       |35.5   |    |     

G4MP2      |23.3   |     |     | 0.596|       |36.8   |    |     

M062X/Def2T|41.9   |     |     | 0.200|       |46.3   |    |     

B3/6-311++G|32.6   |     |     | 0.616|       |46.6   |    |     

++++++++++++++++++++++++++++++++

As4Ga3-

As4Ga3  mw:506.464 Anion CAS: N-136071-21-1 fg:20 cnt:2528

----

86LIU/ZHA    Datum: EA=2.265(75) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.1(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=7.

++++++++++++++++++++++++++++++++

As4Ga4-

As4Ga4  mw:575.389 Anion CAS: Z-879538-92-8 fg:20 cnt:2529

----

86LIU/ZHA    Datum: EA=<2.34 eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=2.3(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=8.

++++++++++++++++++++++++++++++++

NaAs4-

As4Na  mw:322.677 Anion CAS: Z-478549-84-7 fg:19 cnt:10230

----

02KUZ/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.36(3) eV.

++++++++++++++++++++++++++++++++

As5-

As5  mw:374.609 Anion CAS: Z-163184-07-4 fg:2 cnt:4466

----

02ZHA/WAN3   Datum: EA=3.5(1) eV LPES p:8

Vertical Detachment Energy:3.75(5) eV.

----

98LIP/XU 2   Datum: EA=>1.7(1) eV LPES p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [as5.zaf]

CBS-QB3    |-7.8   |292.3|285.5| 3.703|65.6   |77.9   |22.9|64.4 

G3MP2B3    |0.7    |294.5|287.9| 3.948|73.4   |92.1   |22.1|70.8 

G3MP2B3+   |0.3    |294.5|287.9| 3.953|73.0   |91.8   |22.1|70.9 

G4MP2      |2.0    |294.8|288.0| 3.925|74.4   |92.8   |22.8|70.5 

M062X/Def2T|28.1   |     |     | 3.505|       |109.3  |    |     

B3/6-311++G|9.6    |     |     | 3.586|       |92.6   |    |     

++++++++++++++++++++++++++++++++

As5Ga4-

As5Ga4  mw:650.311 Anion CAS: N-135745-90-3 fg:20 cnt:2530

----

86LIU/ZHA    Datum: EA=2.74(26) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.3(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=9.

++++++++++++++++++++++++++++++++

As5Ga5-

As5Ga5  mw:719.236 Anion CAS: Z-879538-93-9 fg:20 cnt:2531

----

86LIU/ZHA    Datum: EA=2.41(7) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=2.7(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=10.

++++++++++++++++++++++++++++++++

As6Ga5-

As6Ga5  mw:794.158 fg:20 cnt:2532

----

86LIU/ZHA    Datum: EA=2.20(17) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.2(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=11.

++++++++++++++++++++++++++++++++

As6Ga6-

As6Ga6  mw:863.084 Anion CAS: Z-879538-94-0 fg:20 cnt:2533

----

86LIU/ZHA    Datum: EA=2.74(26) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=2.9(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=12.

++++++++++++++++++++++++++++++++

As7Ga6-

As7Ga6  mw:938.005 Anion CAS: N-187546-41-4 fg:20 cnt:2534

----

86LIU/ZHA    Datum: EA=2.91(9) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.3(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=13.

++++++++++++++++++++++++++++++++

As7Ga7-

As7Ga7  mw:1006.93 Anion CAS: Z-1028392-48-4 fg:20 cnt:2535

----

86LIU/ZHA    Datum: EA=2.58(24) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=2.9(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=14.

++++++++++++++++++++++++++++++++

As8Ga7-

As8Ga7  mw:1081.85 fg:20 cnt:2536

----

86LIU/ZHA    Datum: EA=2.91(9) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.3(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=15.

++++++++++++++++++++++++++++++++

As8Ga8-

As8Ga8  mw:1150.78 Anion CAS: Z-1028392-50-8 fg:20 cnt:2537

----

86LIU/ZHA    Datum: EA=2.91(9) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=2.9(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=16.

++++++++++++++++++++++++++++++++

As9Ga8-

As9Ga8  mw:1225.70 Anion CAS: N-1330645-94-7 fg:20 cnt:2538

----

86LIU/ZHA    Datum: EA=3.255(255) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.5(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=17.

++++++++++++++++++++++++++++++++

As9Ga9-

As9Ga9  mw:1294.62 Anion CAS: Z-1028392-52-0 fg:20 cnt:2539

----

86LIU/ZHA    Datum: EA=0.398 eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.2(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=18.

++++++++++++++++++++++++++++++++

As10Ga9-

As10Ga9  mw:1369.55 Anion CAS: N-102055-07-2 fg:20 cnt:2540

----

86LIU/ZHA    Datum: EA=3.255(255) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.4(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=19.

++++++++++++++++++++++++++++++++

As10Ga10-

As10Ga10  mw:1438.47 Anion CAS: Z-1028392-54-2 fg:20 cnt:2541

----

86LIU/ZHA    Datum: EA=<3.00 eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.1(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=20.

++++++++++++++++++++++++++++++++

As11Ga10-

As11Ga10  mw:1513.39 Anion CAS: N-1330646-00-8 fg:20 cnt:2542

----

86LIU/ZHA    Datum: EA=3.255(255) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.5(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=21.

++++++++++++++++++++++++++++++++

As11Ga11-

As11Ga11  mw:1582.32 Anion CAS: Z-1033062-02-0 fg:20 cnt:2543

----

86LIU/ZHA    Datum: EA=<3.00 eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.2(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=22.

++++++++++++++++++++++++++++++++

As12Ga11-

As12Ga11  mw:1657.24 Anion CAS: N-1330646-03-1 fg:20 cnt:2544

----

86LIU/ZHA    Datum: EA=3.255(255) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.8(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=23.

++++++++++++++++++++++++++++++++

As12Ga12-

As12Ga12  mw:1726.17 Anion CAS: Z-1033062-70-2 fg:20 cnt:2545

----

86LIU/ZHA    Datum: EA=3.255(255) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.4(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=24.

++++++++++++++++++++++++++++++++

As13Ga12-

As13Ga12  mw:1801.09 fg:20 cnt:2546

----

86LIU/ZHA    Datum: EA=3.255(255) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=4.0(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=25.

++++++++++++++++++++++++++++++++

As13Ga13-

As13Ga13  mw:1870.01 Anion CAS: Z-1033063-42-1 fg:20 cnt:2547

----

86LIU/ZHA    Datum: EA=3.255(255) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.4(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=26.

++++++++++++++++++++++++++++++++

As14Ga13-

As14Ga13  mw:1944.93 fg:20 cnt:2548

----

86LIU/ZHA    Datum: EA=3.255(255) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.9(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=27.

++++++++++++++++++++++++++++++++

As14Ga14-

As14Ga14  mw:2013.86 Anion CAS: Z-1033064-26-4 fg:20 cnt:2549

----

86LIU/ZHA    Datum: EA=3.255(255) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.4(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=28.

++++++++++++++++++++++++++++++++

As15Ga14-

As15Ga14  mw:2088.78 fg:20 cnt:2550

----

86LIU/ZHA    Datum: EA=>3.51 eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=4.0(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=29.

++++++++++++++++++++++++++++++++

As15Ga15-

As15Ga15  mw:2157.71 Anion CAS: Z-1033064-49-1 fg:20 cnt:2551

----

86LIU/ZHA    Datum: EA=3.255(255) eV LPD  p:7

Electron affinity for GexAsy- reported, x+y=5 to 30, x and y unknown but approx. equal.

----

90JIN/TAY    Datum: EA=3.6(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=30.

++++++++++++++++++++++++++++++++

Ga15As16-

As16Ga15  mw:2232.63 fg:20 cnt:6036

----

90JIN/TAY    Datum: EA=4.1(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=31.

++++++++++++++++++++++++++++++++

Ga16As16-

As16Ga16  mw:2301.55 Anion CAS: N-858343-79-0 fg:20 cnt:6037

----

90JIN/TAY    Datum: EA=3.6(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=32.

++++++++++++++++++++++++++++++++

Ga16As17-

As17Ga16  mw:2376.48 fg:20 cnt:6038

----

90JIN/TAY    Datum: EA=4.1(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=33.

++++++++++++++++++++++++++++++++

Ga17As17-

As17Ga17  mw:2445.40 Anion CAS: N-950770-65-7 fg:20 cnt:6039

----

90JIN/TAY    Datum: EA=3.6(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=34.

++++++++++++++++++++++++++++++++

Ga17As18-

As18Ga17  mw:2520.32 fg:20 cnt:6040

----

90JIN/TAY    Datum: EA=4.2(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=35.

++++++++++++++++++++++++++++++++

Ga18As18-

As18Ga18  mw:2589.25 Anion CAS: N-1260427-34-6 fg:20 cnt:6041

----

90JIN/TAY    Datum: EA=3.7(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=36.

++++++++++++++++++++++++++++++++

Ga18As19-

As19Ga18  mw:2664.17 fg:20 cnt:6042

----

90JIN/TAY    Datum: EA=4.3(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=37.

++++++++++++++++++++++++++++++++

Ga19As19-

As19Ga19  mw:2733.10 Anion CAS: N-1356460-24-6 fg:20 cnt:6043

----

90JIN/TAY    Datum: EA=3.6(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=38.

++++++++++++++++++++++++++++++++

Ga19As20-

As20Ga19  mw:2808.02 fg:20 cnt:6044

----

90JIN/TAY    Datum: EA=4.3(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=39.

++++++++++++++++++++++++++++++++

Ga20As20-

As20Ga20  mw:2876.94 Anion CAS: N-1260424-95-0 fg:20 cnt:6045

----

90JIN/TAY    Datum: EA=3.7(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=40.

++++++++++++++++++++++++++++++++

Ga20As21-

As21Ga20  mw:2951.87 fg:20 cnt:6046

----

90JIN/TAY    Datum: EA=4.3(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=41.

++++++++++++++++++++++++++++++++

Ga21As21-

As21Ga21  mw:3020.79 Anion CAS: N-1356460-52-0 fg:20 cnt:6047

----

90JIN/TAY    Datum: EA=3.9(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=42.

++++++++++++++++++++++++++++++++

Ga21As22-

As22Ga21  mw:3095.71 fg:20 cnt:6048

----

90JIN/TAY    Datum: EA=4.3(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=43.

++++++++++++++++++++++++++++++++

Ga22As22-

As22Ga22  mw:3164.64 Anion CAS: N-1260427-41-5 fg:20 cnt:6049

----

90JIN/TAY    Datum: EA=3.9(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=44.

++++++++++++++++++++++++++++++++

Ga22As23-

As23Ga22  mw:3239.56 fg:20 cnt:6050

----

90JIN/TAY    Datum: EA=4.3(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=45.

++++++++++++++++++++++++++++++++

Ga23As23-

As23Ga23  mw:3308.49 Anion CAS: N-1356460-53-1 fg:20 cnt:6051

----

90JIN/TAY    Datum: EA=3.8(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=46.

++++++++++++++++++++++++++++++++

Ga23As24-

As24Ga23  mw:3383.41 fg:20 cnt:6052

----

90JIN/TAY    Datum: EA=4.2(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=47.

++++++++++++++++++++++++++++++++

Ga24As24-

As24Ga24  mw:3452.33 Anion CAS: N-1652573-81-3 fg:20 cnt:6053

----

90JIN/TAY    Datum: EA=4.0(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=48.

++++++++++++++++++++++++++++++++

Ga24As25-

As25Ga24  mw:3527.25 fg:20 cnt:6054

----

90JIN/TAY    Datum: EA=4.2(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=49.

++++++++++++++++++++++++++++++++

Ga25As25-

As25Ga25  mw:3596.18 Anion CAS: N-1356461-65-8 fg:20 cnt:6055

----

90JIN/TAY    Datum: EA=3.9(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Poor mass resolution means the ions are mixtures of GaxAsy-, x+y=50.

++++++++++++++++++++++++++++++++

At-

At  mw:209.988 Anion CAS: Z-20561-39-1 fg:1 cnt:10993

HOF(A.)=  13.4/1.2  24BUR/ZEN    | BDE(A-H)= 44.5/3.2 R-AH           

HOF(AH)=  21.0/3.0 Est4          |

DacidS=17.0/3.0 Est4 |  S(A-)=42.1/0.1 Isoe 82WAG/EVA |  S(AH)=51.1/3.0 Acid

----

20LEI/SUN    Datum: EA=2.41578(7) eV LPD  | HOF(A-)=-42.3/1.2 R-EA p:9

Given: 2.41578(7) eV.
###### the following are "below the line": evaluated as not accurate ####

----

99AND/HAU    Datum: EA=2.80(20) eV Est4 p:3

Extrapolated from horizontal series.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [at.za0]

M062X/Def2T|14.9   |309.9|304.8| 2.722|469866.|76.2   |16.9|60.1 

++++++++++++++++++++++++++++++++

Au-

Au  mw:196.967 Anion CAS: Z-19498-55-6 fg:1 cnt:46

HOF(A.)=  87.5/0.5  82WAG/EVA    | BDE(A-H)= 68.9/1.9  79KAN/MOO     

HOF(AH)=  70.5/0.5  82WAG/EVA    |

DacidS=17.3/0.1 A-AH |  S(A-)=41.8/0.1 Stat |  S(AH)=50.5/0.1  82WAG/EVA | S(A.)=43.1  82WAG/EVA

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

73HOT/LIN    Datum: EA=2.3086() eV LPD  [18620(5) cm-1] | HOF(A-)=34.1/2.0 Acid p:9

DacidG(AH)= 324.1/2.0 H-TS| DacidH(AH)= 329.3/2.0 D-EA

Given: 2.30861(3) eV.

----

20WAN/HAN    Datum: EA=2.31(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

10WU_/QIN2   Datum: EA=2.309(1) eV SEVI p:8

----

18MUR/KOY    Datum: EA=2.31(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

98GAN/KRA    Datum: EA=2.3(1) eV LPES p:7

----

92TAY/PET    Datum: EA=2.93(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au-s.za0]

M062X/Def2T|51.5   |336.7|331.6| 1.563|79.4   |87.5   |17.3|60.2 

++++++++++++++++++++++++++++++++

AuB-

AuB  mw:207.976 Anion CAS: N-12380-47-1 fg:19 cnt:10984

----

20CHE/KOC2   Datum: EA=0.877(6) eV PVMI p:8

Doublet anion to singlet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aub-d.za0]

M062X/Def2T|139.9  |     |     | 0.537|       |152.3  |    |     

++++++++++++++++++++++++++++++++

AuBO-

AuBO  mw:223.971 Anion CAS: N-12588-90-8 fg:17 cnt:9663

----

07ZUB/BOL    Datum: EA=1.46(2) eV LPES p:8

Vertical Detachment Energy:1.51(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aubo-d.za0]

M062X/Def2T|-20.9  |     |     | 1.233|       |7.3    |    |     

++++++++++++++++++++++++++++++++

AuBO2-

AuBO2  mw:239.966 Anion CAS: Z-1260774-64-8 fg:17 cnt:9786

----

10GOT/WIL    Datum: EA=2.8(1) eV LPES p:8

Vertical Detachment Energy:3.0(1) eV.

++++++++++++++++++++++++++++++++

AuOBO2-

AuBO3  mw:255.961 Anion CAS: Z-1260774-70-6 fg:17 cnt:9793

----

10WIL/GOT    Datum: EA=4.0(1) eV LPES p:8

Vertical Detachment Energy:4.4(1) eV.

++++++++++++++++++++++++++++++++

LiAuB2O3-.

AuB2LiO3  mw:273.986 Anion CAS: Z-1572183-24-4 fg:21 cnt:8551

----

14TIA/XU     Datum: EA=2.40(8) eV LPES p:8

Vertical Detachment Energy:2.68(8) eV.

++++++++++++++++++++++++++++++++

AuB2O3-.

AuB2O3  mw:266.970 Anion CAS: Z-1572183-22-2 fg:17 cnt:8550

----

14TIA/XU     Datum: EA=6.05(8) eV LPES p:8

Vertical Detachment Energy:6.17(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aub2o3.za0]

++++++++++++++++++++++++++++++++

Au(BO2)2-

AuB2O4  mw:282.965 Anion CAS: Z-1260774-74-0 fg:17 cnt:9794

----

10WIL/GOT    Datum: EA=5.7(1) eV LPES p:8

Vertical Detachment Energy:5.9(1) eV.

++++++++++++++++++++++++++++++++

B3Au-

AuB3  mw:229.995 Anion CAS: Z-1426534-91-9 fg:19 cnt:8495

----

13CHE/BAI    Datum: EA=2.29(2) eV LPES p:8

Vertical Detachment Energy:2.29(2) eV.

++++++++++++++++++++++++++++++++

B6Au-

AuB6  mw:263.023 Anion CAS: Z-1426534-90-8 fg:19 cnt:8435

----

13CHE/ZHA    Datum: EA=2.70(3) eV LPES p:8

Vertical Detachment Energy:2.78(3) eV.

++++++++++++++++++++++++++++++++

AuB8-

AuB8  mw:285.041 Anion CAS: N-3079032-17-7 fg:19 cnt:11883

----

22CHE/ZHA    Datum: EA=3.00(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

B10Au-

AuB10  mw:307.060 Anion CAS: Z-1256375-17-3 fg:19 cnt:10601

----

10ZHA/MIA    Datum: EA=3.55(2) eV LPES p:8

Vertical Detachment Energy:3.64(2) eV.

++++++++++++++++++++++++++++++++

B12Au-

AuB12  mw:329.079 Anion CAS: Z-1443926-51-9 fg:19 cnt:8460

----

13BAI/ZHA    Datum: EA=3.48(4) eV LPES p:8

++++++++++++++++++++++++++++++++

BiAu-

AuBi  mw:405.947 Anion CAS: Z-1815618-92-8 fg:19 cnt:8831

----

16JIA/LOP    Datum: EA=1.38(4) eV LPES p:8

Vertical Detachment Energy:1.42 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aubi-q.za0]

M062X/Def2T|79.6   |     |     | 1.016|       |103.0  |    |     

++++++++++++++++++++++++++++++++

AuCoMnBi-

AuBiCoMn  mw:519.819 Anion CAS: Z-1466332-58-0 fg:21 cnt:10016

----

13ZHA/VIS    Datum: EA=2.0(1) eV LPES p:8

Vertical Detachment Energy:2.3(1) eV.

++++++++++++++++++++++++++++++++

AuBi4-

AuBi4  mw:1032.89 Anion CAS: N-1619919-10-6 fg:19 cnt:10683

----

18PAN/JIA    Datum: EA=2.45(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is a minor isomer with Vertical Detachment Energy 2.29 eV.

++++++++++++++++++++++++++++++++

AuBi5-

AuBi5  mw:1241.87 Anion CAS: N-1619919-12-8 fg:19 cnt:10684

----

18PAN/JIA    Datum: EA=2.28(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is a minor isomer with Vertical Detachment Energy 2.0 eV.

++++++++++++++++++++++++++++++++

AuBi6-

AuBi6  mw:1450.85 Anion CAS: Z- fg:19 cnt:10685

----

18PAN/JIA    Datum: EA=2.73(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AuBi7-

AuBi7  mw:1659.83 Anion CAS: Z- fg:19 cnt:10686

----

18PAN/JIA    Datum: EA=1.91(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is a minor isomer with Vertical Detachment Energy 2.16 eV.

++++++++++++++++++++++++++++++++

AuBi8-

AuBi8  mw:1868.81 Anion CAS: Z- fg:19 cnt:10687

----

18PAN/JIA    Datum: EA=2.78(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AuBr2-

AuBr2  mw:354.804 Anion CAS: Z-23000-74-0 fg:14 cnt:10268

----

03SCH/BRO    Datum: EA=4.46(7) eV LPES p:8

Vertical Detachment Energy:4.61(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aubr2-s.za0]

M062X/Def2T|-60.0  |256.1|253.7| 4.905|48.6   |53.1   |8.3 |56.6 

++++++++++++++++++++++++++++++++

AuBr4-

AuBr4  mw:512.640 Anion CAS: Z-14337-14-5 fg:14 cnt:9510

----

15LI_/LI     Datum: EA=5.20(5) eV LPES p:9

Vertical Detachment Energy:5.35(5) eV.

++++++++++++++++++++++++++++++++

AuCl-

AuCl  mw:231.936 Anion CAS: Z-246035-45-0 fg:11 cnt:8075

HOF(A.)=  47.1/5.0  82WAG/EVA    |

----

11WU_/XIE    Datum: EA=2.217(12) eV SEVI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aucl-d.za0]

M062X/Def2T|8.7    |     |     | 2.021|       |55.2   |    |     

++++++++++++++++++++++++++++++++

AuCl2-

AuCl2  mw:266.905 Anion CAS: Z-21534-24-7 fg:11 cnt:10267

----

03SCH/BRO    Datum: EA=4.60(7) eV LPES p:8

Vertical Detachment Energy:4.74(5) eV. See also 15XIO/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aucl2-s.za0]

M062X/Def2T|-70.0  |258.1|255.5| 4.926|36.6   |43.0   |8.6 |58.5 

++++++++++++++++++++++++++++++++

AuCl4-

AuCl4  mw:336.843 Anion CAS: Z-14337-12-3 fg:11 cnt:9509

----

15LI_/LI     Datum: EA=5.92(5) eV LPES p:9

Vertical Detachment Energy:6.13(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [aucl4.zc0]

M062X/Def2T|-93.4  | 87.5| 79.1| 28.1|42.5   |-48.4  | 5.828

++++++++++++++++++++++++++++++++

AuF-

AuF  mw:215.966 Anion CAS: Z-1240662-72-9 fg:8 cnt:11340

----

22SHA/BAN    Datum: EA=2.23(6) eV LPES p:8

Vertical Detachment Energy:2.37(8) eV.

----

21LU_/TAN    Datum: EA=2.2287(10) eV LPD  [17976.(8) cm-1] p:8

There is a dipole-bound state at 2.97(10) meV, and a valence excited state of the anion with a binding energy of 151.5(1.4) meV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auf-d.za0]

M062X/Def2T|-0.9   |     |     | 2.036|       |46.0   |    |     

++++++++++++++++++++++++++++++++

AuF2-

AuF2  mw:234.964 Anion CAS: Z-55031-54-4 fg:8 cnt:11556

----

22SHA/BAN    Datum: EA=4.47(6) eV LPES p:8

Vertical Detachment Energy:4.63(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auf2-s.za0]

M062X/Def2T|-95.9  |268.2|265.2| 4.800|0.6    |14.8   |10.1|66.3 

++++++++++++++++++++++++++++++++

AuF3..F-

AuF4  mw:272.961 Anion CAS: Z-43739-91-9 fg:481 cnt:1808

HOF(solv)=  80.1/7.2  86CHI/KOR    

----

86CHI/KOR *  Datum: DaffH= 101.8/6.0 TDEq | HOF(A-)=-79.7/6.0 AfIN p:5

Fluoride Affinity: 1.2/5.0 kcal/mol > MnF3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [auf4-s.za0]

M062X/Def2T|-176.1 |127.9|119.0| 29.6|-2.4   |-45.9  | 7.258

++++++++++++++++++++++++++++++++

AuF6-.

AuF6  mw:310.958 Anion CAS: Z-44432-77-1 fg:8 cnt:353

----

80COM/REI    Datum: EA=>10.0 eV NBIE p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auf6-s.zz0]

M062X/Def2T|-194.7 |     |     | 8.872|       |10.2   |    |     

++++++++++++++++++++++++++++++++

AuGe-

AuGe  mw:270.888 Anion CAS: Z-1455384-77-6 fg:19 cnt:9627

HOF(A.)= 112.3/1.2  79KIN/CHO    |

----

18TRA/LU     Datum: EA=1.40(5) eV LPES | HOF(A-)=80.1/1.7 R-EA p:8

Vertical Detachment Energy:1.51(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auge-t.zz0]

M062X/Def2T|90.3   |     |     | 1.410|       |122.8  |    |     

++++++++++++++++++++++++++++++++

AuGe2-

AuGe2  mw:344.809 Anion CAS: Z-1455384-78-7 fg:19 cnt:9179

HOF(A.)= 139.0/4.0  79KIN/CHO    |

----

16LU_/HU     Datum: EA=2.07(8) eV LPES | HOF(A-)=91.3/4.4 R-EA p:8

Vertical Detachment Energy:2.27(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auge2-s.za0]

M062X/Def2T|105.3  |     |     | 1.709|       |144.8  |    |     

++++++++++++++++++++++++++++++++

AuGe3-

AuGe3  mw:418.731 Anion CAS: Z-1455384-81-2 fg:19 cnt:9180

HOF(A.)= 140.5/4.8  79KIN/CHO    |

----

16LU_/HU     Datum: EA=2.74(8) eV LPES | HOF(A-)=77.3/5.1 R-EA p:8

Vertical Detachment Energy:2.97(8) eV.

++++++++++++++++++++++++++++++++

AuGe4-

AuGe4  mw:492.652 Anion CAS: Z-1455384-85-6 fg:19 cnt:9181

HOF(A.)= 133.6/7.2  79KIN/CHO    |

----

16LU_/HU     Datum: EA=2.88(8) eV LPES | HOF(A-)=67.2/7.4 R-EA p:8

Vertical Detachment Energy:3.17(8) eV.

++++++++++++++++++++++++++++++++

AuGe5-

AuGe5  mw:566.573 Anion CAS: Z-1455384-89-0 fg:19 cnt:9182

----

16LU_/HU     Datum: EA=2.86(8) eV LPES p:8

Vertical Detachment Energy:3.08(8) eV.

++++++++++++++++++++++++++++++++

AuGe6-

AuGe6  mw:640.494 Anion CAS: Z-1455384-91-4 fg:19 cnt:9183

----

16LU_/HU     Datum: EA=2.60(8) eV LPES p:8

Vertical Detachment Energy:2.87(8) eV.

++++++++++++++++++++++++++++++++

AuGe7-

AuGe7  mw:714.415 Anion CAS: Z-1455384-94-7 fg:19 cnt:9184

----

16LU_/HU     Datum: EA=2.91(8) eV LPES p:8

Vertical Detachment Energy:3.14(8) eV.

++++++++++++++++++++++++++++++++

AuGe8-

AuGe8  mw:788.337 Anion CAS: Z-1455384-97-0 fg:19 cnt:9185

----

16LU_/HU     Datum: EA=3.11(8) eV LPES p:8

Vertical Detachment Energy:3.37(8) eV.

++++++++++++++++++++++++++++++++

AuGe9-

AuGe9  mw:862.258 Anion CAS: Z-1455385-00-8 fg:19 cnt:9186

----

16LU_/HU     Datum: EA=3.38(8) eV LPES p:8

Vertical Detachment Energy:3.60(8) eV.

++++++++++++++++++++++++++++++++

AuGe10-

AuGe10  mw:936.179 Anion CAS: Z-1326731-00-3 fg:19 cnt:9187

----

16LU_/HU     Datum: EA=3.30(8) eV LPES p:8

Vertical Detachment Energy:3.55(8) eV.

++++++++++++++++++++++++++++++++

AuGe11-

AuGe11  mw:1010.10 Anion CAS: Z-1455385-05-3 fg:19 cnt:9188

----

16LU_/HU     Datum: EA=3.11(8) eV LPES p:8

Vertical Detachment Energy:3.40(8) eV.

++++++++++++++++++++++++++++++++

AuGe12-

AuGe12  mw:1084.02 Anion CAS: Z-1455385-07-5 fg:19 cnt:9189

----

16LU_/HU     Datum: EA=3.30(8) eV LPES p:8

Vertical Detachment Energy:3.60(8) eV.

++++++++++++++++++++++++++++++++

AuH-

AuH  mw:197.975 Anion CAS: Z-123923-41-1 fg:3 cnt:7890

HOF(A.)=  70.5/0.5  82WAG/EVA    |

----

10WU_/QIN    Datum: EA=0.758(20) eV SEVI p:9

----

02FIS/AND    Datum: EA=0.90(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auh-d.za0]

M062X/Def2T|68.2   |     |     | 0.487|       |79.4   |    |     

++++++++++++++++++++++++++++++++

AuOH-

AuHO  mw:213.970 Anion CAS: Z-220252-44-8 fg:16 cnt:6942

----

15VIS/ADD    Datum: EA=1.695(5) eV PVMI p:8

----

07ZHE/LI     Datum: EA=1.771(15) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auoh-d.za0]

M062X/Def2T|19.4   |     |     | 1.526|       |54.4   |    |     

++++++++++++++++++++++++++++++++

HSAuS-

AuHS2  mw:261.919 fg:16 cnt:11862

----

24LIU/YAN    Datum: EA=3.46 eV PVMI p:8

The Vertical Detachment Energy and the EA are the same.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsaus.za0]

M062X/Def2T|12.8   |314.3|307.4| 3.476|63.2   |93.0   |23.0|81.8 

++++++++++++++++++++++++++++++++

AuH2-

AuH2  mw:198.983 Anion CAS: Z-128444-80-4 fg:3 cnt:8416

----

12LIU/WAN    Datum: EA=3.03(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auh2-s.za0]

M062X/Def2T|42.0   |     |     | 2.792|       |106.4  |    |     

++++++++++++++++++++++++++++++++

H2O..Au-

AuH2O  mw:214.978

Core ion CAS: Z-19498-55-6 Solvent: 7732-18-5 fg:16 cnt:6936

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13QIN/CON    Datum: EA=2.782(32) eV PVMI p:9

DaffH(AH)=  10.9/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

13BRA/PRO    Datum: EA=2.8(1) eV LPES p:8

DaffH(AH)=  11.3/2.3 dEA

The stated EA is the Vertical Detachment Energy.

----

07ZHE/LI     Datum: EA=2.760(35) eV LPES p:8

DaffH(AH)=  10.4/0.8 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wau.zc0]

M062X/Def2T|-14.6  |     |     |     |       |       | 1.974

++++++++++++++++++++++++++++++++

HAuSH-

AuH2S  mw:230.955 Anion CAS: Z-1590411-39-4 fg:16 cnt:11076

----

14QIN/LIU    Datum: EA=3.591(6) eV LPES p:8

Vertical Detachment Energy:3.632(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [haush-s.za0]

M062X/Def2T|8.2    |     |     | 3.356|       |85.6   |    |     

++++++++++++++++++++++++++++++++

H2NAuOH-

AuH3NO  mw:229.989 fg:21 cnt:9873

----

19LIU/CIB    Datum: EA=3.00(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..Au-

AuH4O2  mw:232.988 Anion CAS: N-243448-38-6 fg:16 cnt:6937

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07ZHE/LI     Datum: EA=3.200(35) eV LPES p:9

DaffH(AH)=  9.6/1.1 dEA

The stated EA is the Vertical Detachment Energy.

----

13BRA/PRO    Datum: EA=3.3(1) eV LPES p:8

DaffH(AH)=  11.9/2.4 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..Au-

AuH6O3  mw:250.999 fg:16 cnt:8695

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13BRA/PRO    Datum: EA=3.7(1) eV LPES p:8

DaffH(AH)=  11.5/2.4 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)4..Au-

AuH8O4  mw:269.009 fg:16 cnt:8696

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13BRA/PRO    Datum: EA=4.0(1) eV LPES p:8

DaffH(AH)=  6.9/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)5..Au-

AuH10O5  mw:287.020 fg:16 cnt:8697

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13BRA/PRO    Datum: EA=4.2(1) eV LPES p:8

DaffH(AH)=  4.6/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AuI-

AuI  mw:323.872 Anion CAS: Z-2027548-90-7 fg:14 cnt:9870

----

18MUR/KOY    Datum: EA=2.25(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aui-d.zz0]

M062X/Def2T|19.9   |     |     | 2.018|       |66.4   |    |     

++++++++++++++++++++++++++++++++

AuI2-.

AuI2  mw:450.776 Anion CAS: Z-23000-72-8 fg:14 cnt:7924

----

10WAN/WAN    Datum: EA=4.226(10) eV LPES p:8

See also 15XIO/WAN.

----

03SCH/BRO    Datum: EA=4.18(7) eV LPES p:8

Vertical Detachment Energy:4.28(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aui2-s.za0]

M062X/Def2T|-39.9  |     |     | 4.602|       |66.0   |    |     

++++++++++++++++++++++++++++++++

AuI4-

AuI4  mw:704.585 Anion CAS: Z-14349-64-5 fg:14 cnt:9511

----

15LI_/LI     Datum: EA=4.40(5) eV LPES p:9

Vertical Detachment Energy:4.55(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [aui4.zc0]

M062X/Def2T|-27.1  | 47.5| 38.6| 29.6|64.1   |-43.7  | 4.959

++++++++++++++++++++++++++++++++

NaAu-

AuNa  mw:219.957 Anion CAS: Z-942051-63-0 fg:19 cnt:10540

----

07CUI/LIN    Datum: EA=0.62(3) eV LPES p:8

Vertical Detachment Energy:0.77(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naau-d.za0]

M062X/Def2T|52.5   |     |     | 0.593|       |66.1   |    |     

++++++++++++++++++++++++++++++++

AuO-

AuO  mw:212.962 Anion CAS: Z-117226-21-8 fg:5 cnt:6544

HOF(A.)=  94.5/5.0  83PED/MAR    |

----

04ICH/GIA    Datum: EA=2.374(7) eV LPES p:9

----

08ZHA/BUR    Datum: EA=2.378(15) eV LPES p:8

Vertical Detachment Energy:2.378(15) eV. See also 10WAN/.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auo-s.za0]

M062X/Def2T|68.8   |     |     | 1.783|       |110.0  |    |     

++++++++++++++++++++++++++++++++

Th2AuO-

AuOTh2  mw:677.038 Anion CAS: Z-2756155-90-3 fg:17 cnt:11315

----

21ZHU/MAR    Datum: EA=1.38(5) eV LPES p:8

Vertical Detachment Energy:1.59(5) eV.

++++++++++++++++++++++++++++++++

O2..Au-

AuO2  mw:228.957

Core ion CAS: Z-19498-55-6 Solvent: 7782-44-7 fg:6 cnt:9361

HOF(solv)=0.0 Defn

----

09GAO/HUA    Datum: EA=2.33(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [o2au.zc0]

M062X/Def2T|47.6   |     |     |     |       |       | 1.606

++++++++++++++++++++++++++++++++

OAuO-

AuO2  mw:228.957 Anion CAS: Z-676440-00-9 fg:6 cnt:9366

----

08ZHA/BUR    Datum: EA=3.40(3) eV LPES p:8

Vertical Detachment Energy:3.40(3) eV See also 10WAN/.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oauo-t.za0]

M062X/Def2T|49.2   |     |     | 3.333|       |126.2  |    |     

++++++++++++++++++++++++++++++++

Th2AuO2-

AuO2Th2  mw:693.033 Anion CAS: Z-2756155-91-4 fg:17 cnt:11316

----

21ZHU/MAR    Datum: EA=1.25(5) eV LPES p:8

Vertical Detachment Energy:1.56(5) eV.

++++++++++++++++++++++++++++++++

Au@Pb5-

AuPb5  mw:1236.85 Anion CAS: Z-1426921-12-1 fg:19 cnt:10928

----

13ZHA/XIE    Datum: EA=2.47(4) eV PVMI p:8

Vertical Detachment Energy:2.54(4) eV.

++++++++++++++++++++++++++++++++

AuPd-.

AuPd  mw:302.871 Anion CAS: Z-445291-37-2 fg:19 cnt:6261

HOF(A.)= 145.1/0.1  82WAG/EVA    |

----

02KOY/MIT    Datum: EA=1.88(1) eV LPES | HOF(A-)=101.8/0.2 R-EA p:8

Vertical Detachment Energy:2.00(23) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aupd.zz0]

M062X/Def2T|115.7  |     |     | 1.802|       |157.2  |    |     

++++++++++++++++++++++++++++++++

AuRh-

AuRh  mw:299.873 Anion CAS: Z-1071450-55-9 fg:19 cnt:9515

----

15BUE/BEL    Datum: EA=1.31(5) eV LPES p:8

Vertical Detachment Energy:1.38(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aurh-q.zz0]

M062X/Def2T|153.9  |     |     | 1.327|       |184.5  |    |     

++++++++++++++++++++++++++++++++

AuRh2-

AuRh2  mw:402.778 Anion CAS: Z-1709854-93-2 fg:19 cnt:9517

----

15BUE/BEL    Datum: EA=1.40(5) eV LPES p:8

Vertical Detachment Energy:1.6(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aurh2-k.za0]

M062X/Def2T|242.6  |     |     | 1.733|       |282.2  |    |     

++++++++++++++++++++++++++++++++

AuS-

AuS  mw:228.939 Anion CAS: Z-12256-52-9 fg:19 cnt:6545

HOF(A.)=  55.1/4.0  02BIN/MIL    |

----

15LIU/HUA    Datum: EA=2.4734(5) eV PVMI p:9

----

04ICH/GIA    Datum: EA=2.469(6) eV LPES p:9

----

08ZHA/BUR    Datum: EA=2.475(15) eV LPES p:8

Vertical Detachment Energy:2.475(15) eV. See also 10WAN/.

----

96NAK/TAG3   Datum: EA=2.44(3) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aus-s.za0]

M062X/Def2T|52.1   |347.4|341.3| 2.211|69.4   |103.1  |20.3|85.8 

++++++++++++++++++++++++++++++++

SAuS-

AuS2  mw:260.911 Anion CAS: Z-769072-53-9 fg:19 cnt:9367

----

08ZHA/BUR    Datum: EA=3.42(3) eV LPES p:8

Vertical Detachment Energy:3.47(3) eV See also 10WAN/ .

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [saus-t.za0]

M062X/Def2T|48.8   |     |     | 3.391|       |127.0  |    |     

++++++++++++++++++++++++++++++++

Au(S2)-

AuS2  mw:260.911 Anion CAS: Z-1239615-54-3 fg:19 cnt:9368

----

08ZHA/BUR    Datum: EA=2.24(3) eV LPES p:8

Vertical Detachment Energy:2.24(3) eV See also 10WAN/ .

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aus2-s.za0]

M062X/Def2T|47.4   |     |     | 1.908|       |91.3   |    |     

++++++++++++++++++++++++++++++++

AuSi-

AuSi  mw:224.944 Anion CAS: Z-304683-07-6 fg:19 cnt:9626

----

18TRA/LU     Datum: EA=1.45(5) eV LPES p:8

Vertical Detachment Energy:1.54(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ausi-t.zz0]

M062X/Def2T|101.7  |     |     | 1.401|       |133.9  |    |     

++++++++++++++++++++++++++++++++

AuSi4-

AuSi4  mw:308.875 Anion CAS: Z-2059131-04-1 fg:19 cnt:11138

----

20KOY/TSU    Datum: EA=3.18(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

16LU_/XU     Datum: EA=2.86(8) eV LPES p:8

Vertical Detachment Energy:3.14(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ausi4.zz0]

M062X/Def2T|144.7  |     |     | 2.651|       |205.8  |    |     

++++++++++++++++++++++++++++++++

AuSi5-

AuSi5  mw:336.852 Anion CAS: Z-2059131-05-2 fg:19 cnt:11139

----

16LU_/XU     Datum: EA=2.88(8) eV LPES p:8

Vertical Detachment Energy:3.16(8) eV.

++++++++++++++++++++++++++++++++

AuSi6-

AuSi6  mw:364.829 Anion CAS: Z-2059131-06-3 fg:19 cnt:11140

----

16LU_/XU     Datum: EA=2.90(8) eV LPES p:8

Vertical Detachment Energy:3.47(8) eV.

++++++++++++++++++++++++++++++++

AuSi7-

AuSi7  mw:392.806 Anion CAS: Z-2059131-10-9 fg:19 cnt:11141

----

16LU_/XU     Datum: EA=3.05(8) eV LPES p:8

Vertical Detachment Energy:3.55(8) eV.

++++++++++++++++++++++++++++++++

AuSi8-

AuSi8  mw:420.783 Anion CAS: Z-2059131-08-5 fg:19 cnt:11142

----

16LU_/XU     Datum: EA=3.04(8) eV LPES p:8

Vertical Detachment Energy:3.39(8) eV.

++++++++++++++++++++++++++++++++

AuSi9-

AuSi9  mw:448.759 Anion CAS: Z-2059131-09-6 fg:19 cnt:11143

----

16LU_/XU     Datum: EA=2.94(8) eV LPES p:8

Vertical Detachment Energy:3.17(8) eV.

++++++++++++++++++++++++++++++++

AuSi10-

AuSi10  mw:476.736 Anion CAS: Z-2059131-10-9 fg:19 cnt:11144

----

16LU_/XU     Datum: EA=3.60(8) eV LPES p:8

Vertical Detachment Energy:3.95(8) eV.

++++++++++++++++++++++++++++++++

AuSi11-

AuSi11  mw:504.713 Anion CAS: Z-2059131-11-0 fg:19 cnt:11145

----

16LU_/XU     Datum: EA=3.21(8) eV LPES p:8

Vertical Detachment Energy:3.54(8) eV.

++++++++++++++++++++++++++++++++

AuSi12-

AuSi12  mw:532.690 Anion CAS: Z-2059131-12-1 fg:19 cnt:11146

----

16LU_/XU     Datum: EA=3.09(8) eV LPES p:8

Vertical Detachment Energy:3.46(8) eV.

++++++++++++++++++++++++++++++++

Au@Sn12-

AuSn12  mw:1635.79 Anion CAS: Z-930090-37-2 fg:19 cnt:7270

----

07CUI/HUA    Datum: EA=3.32(3) eV LPES p:8

Vertical Detachment Energy:3.37(2) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Th2Au-

AuTh2  mw:661.043 Anion CAS: N-12785-47-6 fg:19 cnt:11314

----

21ZHU/MAR    Datum: EA=1.34(5) eV LPES p:8

Vertical Detachment Energy:1.60(5) eV.

++++++++++++++++++++++++++++++++

Au2-

Au2  mw:393.934 Anion CAS: Z-66525-34-6 fg:2 cnt:2775

HOF(A.)= 123.1/0.5  82WAG/EVA    |

----

03HAK/YOO    Datum: EA=1.92(4) eV LPES | HOF(A-)=78.8/2.3 R-EA p:9

DaffH(AH)=  42.7/2.3 A-IN

Vertical Detachment Energy:2.01(3) eV.

----

90GAN/COX    Datum: EA=1.94 eV LPD  p:9

----

13LEO/YAN    Datum: EA=1.9393(6) eV PVMI p:8

See also 13LEO/YAN2.

----

07ZHE/LI     Datum: EA=1.940(35) eV LPES p:8

----

05ZHA/WAN    Datum: EA=1.94(2) eV LPES p:8

Vertical Detachment Energy:2.01(2) eV.

----

04ZHA/KIR    Datum: EA=1.94(2) eV LPES p:8

Vertical Detachment Energy:2.01(2) eV.

----

94HAN/GAN    Datum: EA=2.010(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=1.95(5) eV LPES p:8

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90HO_/ERV    Datum: EA=2.01(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

18MUR/KOY    Datum: EA=1.98(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

00SPA/SHI    Datum: DaffH=<77.3/7.8 CIDT p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2-d.za0]

M062X/Def2T|103.8  |     |     | 1.578|       |140.1  |    |     

++++++++++++++++++++++++++++++++

Au2BO-

Au2BO  mw:420.938 Anion CAS: Z-930102-81-1 fg:17 cnt:9664

----

07ZUB/BOL    Datum: EA=4.32(2) eV LPES p:8

Vertical Detachment Energy:4.33(2) eV.

++++++++++++++++++++++++++++++++

Au2BO2-

Au2BO2  mw:436.933 Anion CAS: Z-2919704-31-5 fg:17 cnt:9787

----

10GOT/WIL    Datum: EA=4.7(1) eV LPES p:8

Vertical Detachment Energy:4.8(1) eV.

++++++++++++++++++++++++++++++++

B3Au2-

Au2B3  mw:426.962 Anion CAS: Z-1448970-93-1 fg:20 cnt:8496

----

13CHE/BAI    Datum: EA=3.17(3) eV LPES p:8

Vertical Detachment Energy:3.22(3) eV. See also 10CHE/BAI.

++++++++++++++++++++++++++++++++

B6Au2-

Au2B6  mw:459.989 Anion CAS: Z-1426534-91-9 fg:20 cnt:8436

----

13CHE/ZHA    Datum: EA=2.91(2) eV LPES p:8

Vertical Detachment Energy:2.91(2) eV.

++++++++++++++++++++++++++++++++

Au2B7-

Au2B7  mw:470.999 Anion CAS: Z-879328-49-1 fg:20 cnt:6722

----

06ZHA/WAN    Datum: EA=3.52(2) eV LPES p:9

++++++++++++++++++++++++++++++++

Au2Cu-

Au2Cu  mw:456.863 Anion CAS: Z-123988-86-3 fg:19 cnt:6899

----

06KOY/NAO    Datum: EA=3.87(11) eV LPES p:9

Vertical Detachment Energy:4.12(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2cu-s.za0]

M062X/Def2T|143.2  |     |     | 2.063|       |190.4  |    |     

++++++++++++++++++++++++++++++++

Au2F-

Au2F  mw:412.932 Anion CAS: N-2236051-62-8 fg:9 cnt:11557

----

22SHA/BAN    Datum: EA=4.17(6) eV LPES p:8

Vertical Detachment Energy:4.37(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2f-s.za0]

M062X/Def2T|25.8   |     |     | 3.833|       |114.2  |    |     

++++++++++++++++++++++++++++++++

Au2F2-

Au2F2  mw:431.930 Anion CAS: N-165329-84-0 fg:9 cnt:11558

----

22SHA/BAN    Datum: EA=3.3(1) eV LPES p:8

Vertical Detachment Energy:3.43(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2f2-d.za0]

M062X/Def2T|-20.7  |     |     | 3.385|       |57.2   |    |     

++++++++++++++++++++++++++++++++

Au2H-

Au2H  mw:394.941 Anion CAS: Z-468066-42-4 fg:4 cnt:7891

----

10WU_/QIN    Datum: EA=3.437(3) eV SEVI p:9

----

04ZHA/KIR    Datum: EA=3.55(3) eV LPES p:8

Vertical Detachment Energy:3.57(2) eV. Linear Au-Au-H- structure.

----

02FIS/AND    Datum: EA=3.60(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2h-s.za0]

M062X/Def2T|87.8   |     |     | 2.852|       |154.0  |    |     

++++++++++++++++++++++++++++++++

ThAu2OH-

Au2HOTh  mw:642.974 fg:21 cnt:11480

----

22ZHU/MAR    Datum: EA=0.8(1) eV LPES p:8

Vertical Detachment Energy:1.03(5) eV.

++++++++++++++++++++++++++++++++

D2O..Au2-

Au2D2O  mw:413.957

Core ion CAS: Z-66525-34-6 Solvent: 7789-20-0 fg:24 cnt:6938

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

07ZHE/LI     Datum: EA=2.270(35) eV LPES p:9

DaffH(AH)=  8.1/1.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(D2O)2..Au2-

Au2D4O2  mw:433.980 fg:24 cnt:6939

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

07ZHE/LI     Datum: EA=2.560(35) eV LPES p:9

DaffH(AH)=  6.7/1.1 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(D2O)3..Au2-

Au2D6O3  mw:454.003 fg:24 cnt:6940

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

07ZHE/LI     Datum: EA=2.790(35) eV LPES p:9

DaffH(AH)=  5.3/1.1 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(D2O)4..Au2-

Au2D8O4  mw:474.026 fg:24 cnt:6941

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

07ZHE/LI     Datum: EA=2.990(35) eV LPES p:9

DaffH(AH)=  4.6/1.1 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au2I-

Au2I  mw:520.838 Anion CAS: Z-2027548-91-8 fg:15 cnt:9871

----

18MUR/KOY    Datum: EA=4.20(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2i-s.za0]

M062X/Def2T|89.3   |     |     | 2.492|       |146.8  |    |     

++++++++++++++++++++++++++++++++

Au2I3-

Au2I3  mw:774.647 fg:15 cnt:8796

----

16LI_/LIU    Datum: EA=4.86(7) eV LPES p:8

Acute angle form.

----

16LI_/LIU    Datum: EA=5.16(4) eV LPES p:8

Obtuse angle form.

++++++++++++++++++++++++++++++++

Au2Mg-

Au2Mg  mw:417.919 Anion CAS: Z-888503-41-1 fg:19 cnt:6890

----

06KOY/NAO    Datum: EA=1.55(2) eV LPES p:9

Vertical Detachment Energy:1.69(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2mg-d.za0]

M062X/Def2T|104.8  |     |     | 0.864|       |124.6  |    |     

++++++++++++++++++++++++++++++++

Na2Au2-

Au2Na2  mw:439.913 Anion CAS: Z-942051-64-1 fg:20 cnt:10541

----

07CUI/LIN    Datum: EA=1.46(3) eV LPES p:8

Vertical Detachment Energy:1.54(3) eV.

++++++++++++++++++++++++++++++++

Nb2Au2-

Au2Nb2  mw:579.746 Anion CAS: N-1263054-25-6 fg:20 cnt:10672

----

18JIA/CHE    Datum: EA=1.82(2) eV LPES p:8

The electron affinity given is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au2Ni-

Au2Ni  mw:451.869 Anion CAS: Z-888503-47-7 fg:19 cnt:6893

----

06KOY/NAO    Datum: EA=2.45(5) eV LPES p:9

Vertical Detachment Energy:2.83(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2ni-d.za0]

M062X/Def2T|147.1  |     |     | 2.831|       |212.3  |    |     

++++++++++++++++++++++++++++++++

ThAu2O-

Au2OTh  mw:641.967 fg:17 cnt:11479

----

22ZHU/MAR    Datum: EA=1.35(5) eV LPES p:8

Vertical Detachment Energy:1.65(5) eV.

++++++++++++++++++++++++++++++++

Au2O2-

Au2O2  mw:425.923 Anion CAS: Z-501085-25-2 fg:7 cnt:10592

----

10HUA/ZHA    Datum: EA=3.03(4) eV LPES p:8

Vertical Detachment Energy:3.29(5) eV.

++++++++++++++++++++++++++++++++

Au2Pd-.

Au2Pd  mw:499.837 Anion CAS: Z-445291-39-4 fg:19 cnt:6262

----

02KOY/MIT    Datum: EA=3.80(5) eV LPES p:8

Vertical Detachment Energy:3.89(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2pd-d.za0]

M062X/Def2T|168.1  |     |     | 1.664|       |206.4  |    |     

++++++++++++++++++++++++++++++++

Au2Rh-

Au2Rh  mw:496.839 Anion CAS: Z-1709854-85-2 fg:19 cnt:9516

----

15BUE/BEL    Datum: EA=2.60(5) eV LPES p:8

Vertical Detachment Energy:3.33(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2rh-t.za0]

M062X/Def2T|180.7  |     |     | 2.967|       |249.1  |    |     

++++++++++++++++++++++++++++++++

Au2Rh2-

Au2Rh2  mw:599.745 Anion CAS: Z-1709854-94-3 fg:20 cnt:9518

----

15BUE/BEL    Datum: EA=2.50(5) eV LPES p:8

Vertical Detachment Energy:2.5(5) eV.

++++++++++++++++++++++++++++++++

Au2S-

Au2S  mw:425.906 Anion CAS: Z-1436391-05-7 fg:19 cnt:8455

----

13WEN/LIU    Datum: EA=3.45(4) eV LPES p:9

Vertical Detachment Energy:3.62(4) eV. See also 13WEN/LIU.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2s-d.za0]

M062X/Def2T|106.1  |     |     | 1.466|       |139.6  |    |     

++++++++++++++++++++++++++++++++

Au2Si-

Au2Si  mw:421.911 Anion CAS: Z-706788-36-5 fg:19 cnt:10297

----

18LU_/XU 2   Datum: EA=1.56(8) eV LPES p:8

Vertical Detachment Energy:1.78(8) eV.

----

04KIR/LI     Datum: EA=1.68(3) eV LPES p:8

Vertical Detachment Energy:1.72(3) eV. See also 10WAN/.

++++++++++++++++++++++++++++++++

Si2Au2-

Au2Si2  mw:449.888 Anion CAS: Z-852831-62-0 fg:20 cnt:10690

----

18LU_/XU 2   Datum: EA=2.39(8) eV LPES p:8

Vertical Detachment Energy:2.56(8) eV. There are isomers with electron affinities of 1.49 and 2.65 eV.

----

05LI_/KIR2   Datum: EA=1.66(4) eV LPES p:8

Vertical Detachment Energy:1.79(4) eV See also 10WAN/ .

++++++++++++++++++++++++++++++++

Au2Si3-

Au2Si3  mw:477.864 Anion CAS: Z-2374202-66-9 fg:20 cnt:11226

----

18LU_/XU 2   Datum: EA=2.06(8) eV LPES p:8

Vertical Detachment Energy:2.32(8) eV.

++++++++++++++++++++++++++++++++

Au2Si4-

Au2Si4  mw:505.841 Anion CAS: Z-2374202-67-0 fg:20 cnt:11227

----

20KOY/TSU    Datum: EA=2.68(7) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

18LU_/XU 2   Datum: EA=2.66(8) eV LPES p:8

Vertical Detachment Energy:2.92(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2si4-d.zz0]

M062X/Def2T|178.0  |     |     | 2.601|       |238.0  |    |     

++++++++++++++++++++++++++++++++

Au2Si5-

Au2Si5  mw:533.818 Anion CAS: Z-2374202-68-1 fg:20 cnt:11228

----

18LU_/XU 2   Datum: EA=1.87(8) eV LPES p:8

Vertical Detachment Energy:2.25(8) eV.

++++++++++++++++++++++++++++++++

Au2Si6-

Au2Si6  mw:561.795 Anion CAS: Z-2374202-69-2 fg:20 cnt:11229

----

18LU_/XU 2   Datum: EA=2.16(8) eV LPES p:8

Vertical Detachment Energy:2.44(8) eV.

++++++++++++++++++++++++++++++++

Au2Si7-

Au2Si7  mw:589.772 Anion CAS: Z-2374202-70-5 fg:20 cnt:11230

----

18LU_/XU 2   Datum: EA=2.41(8) eV LPES p:8

Vertical Detachment Energy:2.79(8) eV.

++++++++++++++++++++++++++++++++

ThAu2-

Au2Th  mw:625.972 Anion CAS: N-51846-26-5 fg:19 cnt:11478

----

22ZHU/MAR    Datum: EA=1.30(5) eV LPES p:8

Vertical Detachment Energy:1.53(5) eV.

++++++++++++++++++++++++++++++++

Au2Zn-

Au2Zn  mw:457.863 Anion CAS: Z-888503-35-3 fg:19 cnt:6884

----

06KOY/NAO    Datum: EA=1.46(6) eV LPES p:9

Vertical Detachment Energy:1.68(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au2zn-d.za0]

M062X/Def2T|113.2  |     |     | 1.821|       |155.2  |    |     

++++++++++++++++++++++++++++++++

Au3-

Au3  mw:590.900 Anion CAS: Z-124053-54-9 fg:2 cnt:2784

----

03HAK/YOO    Datum: EA=3.88(2) eV LPES p:9

Vertical Detachment Energy:3.88(2) eV.

----

05ZHA/WAN    Datum: EA=3.88(2) eV LPES p:8

Vertical Detachment Energy:3.88(2) eV.

----

94HAN/GAN    Datum: EA=3.890(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

18MUR/KOY    Datum: EA=3.87(2) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

90HO_/ERV    Datum: EA=3.68(30) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:>3.5 eV.

----

00SPA/SHI    Datum: DaffH=<62.5/9.2 CIDT p:6

----

98GAN/KRA    Datum: EA=3.9(1) eV LPES p:6

----

92TAY/PET    Datum: EA=3.84(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au3-s.za0]

M062X/Def2T|141.2  |     |     | 3.021|       |210.7  |    |     

++++++++++++++++++++++++++++++++

Au3BO-

Au3BO  mw:617.904 Anion CAS: Z-930102-83-3 fg:17 cnt:9665

----

07ZUB/BOL    Datum: EA=3.08(2) eV LPES p:8

Vertical Detachment Energy:3.13(2) eV.

++++++++++++++++++++++++++++++++

Au3BO2-

Au3BO2  mw:633.899 Anion CAS: Z-1260774-77-3 fg:17 cnt:9788

----

10GOT/WIL    Datum: EA=3.1(1) eV LPES p:8

Vertical Detachment Energy:3.2(1) eV.

++++++++++++++++++++++++++++++++

Au3OBO2-

Au3BO3  mw:649.894 Anion CAS: Z-1260774-82-0 fg:17 cnt:9795

----

10WIL/GOT    Datum: EA=4.9(1) eV LPES p:8

Vertical Detachment Energy:5.2(1) eV.

++++++++++++++++++++++++++++++++

B6Au3-

Au3B6  mw:656.956 Anion CAS: Z-1426534-92-0 fg:20 cnt:8437

----

13CHE/ZHA    Datum: EA=3.21(5) eV LPES p:8

Vertical Detachment Energy:3.43(5) eV.

++++++++++++++++++++++++++++++++

Au3Cu-

Au3Cu  mw:653.830 Anion CAS: Z-888503-56-8 fg:19 cnt:6900

----

06KOY/NAO    Datum: EA=2.72(4) eV LPES p:9

Vertical Detachment Energy:2.94(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au3cu-d.za0]

M062X/Def2T|185.8  |     |     | 2.101|       |234.1  |    |     

++++++++++++++++++++++++++++++++

Au3H-

Au3H  mw:591.908 Anion CAS: Z-1224701-61-4 fg:4 cnt:7892

----

14LIU/QIN    Datum: EA=2.548(1) eV PVMI p:9

Vertical Detachment Energy: 2.570(1) eV.

----

02FIS/AND    Datum: EA=2.60(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au3h.zz0]

M062X/Def2T|149.4  |     |     | 2.214|       |200.5  |    |     

++++++++++++++++++++++++++++++++

Au3I-

Au3I  mw:717.805 Anion CAS: Z-2250288-41-4 fg:15 cnt:9872

----

18MUR/KOY    Datum: EA=2.99(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au3Mg-

Au3Mg  mw:614.885 Anion CAS: Z-888503-43-3 fg:19 cnt:6891

----

06KOY/NAO    Datum: EA=3.69(13) eV LPES p:9

Vertical Detachment Energy:4.17(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au3mg-s.za0]

M062X/Def2T|129.9  |     |     | 2.590|       |189.6  |    |     

++++++++++++++++++++++++++++++++

Na3Au3-

Au3Na3  mw:659.870 Anion CAS: Z-942051-65-2 fg:20 cnt:10542

----

07CUI/LIN    Datum: EA=0.79(6) eV LPES p:8

Vertical Detachment Energy:1.20(5) eV.

++++++++++++++++++++++++++++++++

Nb2Au3-

Au3Nb2  mw:776.713 fg:20 cnt:10673

----

18JIA/CHE    Datum: EA=1.96(2) eV LPES p:8

The electron affinity given is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy 1.81 eV.

++++++++++++++++++++++++++++++++

Au3Ni-

Au3Ni  mw:648.836 Anion CAS: Z-888503-49-9 fg:19 cnt:6894

----

06KOY/NAO    Datum: EA=2.32(8) eV LPES p:9

Vertical Detachment Energy:2.81(2) eV.

++++++++++++++++++++++++++++++++

Au3Pd-.

Au3Pd  mw:696.804 Anion CAS: Z-445291-41-8 fg:19 cnt:6263

----

02KOY/MIT    Datum: EA=2.51(16) eV LPES p:8

Vertical Detachment Energy:2.71(16) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au3pd-s.za0]

M062X/Def2T|208.7  |     |     | 2.478|       |265.8  |    |     

++++++++++++++++++++++++++++++++

Au3S-

Au3S  mw:622.872 Anion CAS: Z-1436391-06-8 fg:19 cnt:8456

----

13WEN/LIU    Datum: EA=3.64(4) eV LPES p:9

Vertical Detachment Energy:3.72(4) eV. See also 13WEN/LIU.

++++++++++++++++++++++++++++++++

Au3Si-

Au3Si  mw:618.877 Anion CAS: Z-706788-37-6 fg:19 cnt:10298

----

04KIR/LI     Datum: EA=3.22(3) eV LPES p:8

Vertical Detachment Energy:3.48(2) eV. See also 10WAN/ .

++++++++++++++++++++++++++++++++

Si3Au3-

Au3Si3  mw:674.831 Anion CAS: Z-924651-76-3 fg:20 cnt:10460

----

06KIR/LI     Datum: EA=2.71(3) eV LPES p:8

Vertical Detachment Energy:2.80(3) eV.

++++++++++++++++++++++++++++++++

Au3Si4-

Au3Si4  mw:702.808 Anion CAS: N-906010-44-4 fg:20 cnt:11789

----

20KOY/TSU    Datum: EA=3.66(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au3si4-s.zz0]

M062X/Def2T|197.7  |     |     | 2.972|       |266.2  |    |     

++++++++++++++++++++++++++++++++

UAu3-

Au3U  mw:828.951 Anion CAS: N-12256-73-4 fg:19 cnt:11606

----

23HAR/ZHU    Datum: EA=1.28(10) eV LPES p:8

Vertical Detachment Energy:1.56(10) eV.

++++++++++++++++++++++++++++++++

Au3Zn-

Au3Zn  mw:654.829 Anion CAS: Z-888503-36-4 fg:19 cnt:6885

----

06KOY/NAO    Datum: EA=3.34(15) eV LPES p:9

Vertical Detachment Energy:3.60(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au3zn-s.za0]

M062X/Def2T|162.4  |     |     | 1.868|       |205.3  |    |     

++++++++++++++++++++++++++++++++

Au4-

Au4  mw:787.867 Anion CAS: Z-140855-94-3 fg:2 cnt:2785

----

03HAK/YOO    Datum: EA=2.70(3) eV LPES p:9

Vertical Detachment Energy:2.75(3) eV.

----

13YAN/LEO    Datum: EA=2.7098(6) eV SEVI p:8

----

13LIU/QIN    Datum: EA=2.692(30) eV LPES p:8

----

05ZHA/WAN    Datum: EA=2.70(2) eV LPES p:8

Vertical Detachment Energy:2.77(2) eV.

----

94HAN/GAN    Datum: EA=2.780(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

90HO_/ERV    Datum: EA=2.60(10) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.79(5) eV.

----

00SPA/SHI    Datum: DaffH=<50.7/9.2 CIDT p:6

----

92TAY/PET    Datum: EA=2.67(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au4-d.za0]

M062X/Def2T|210.5  |     |     | 2.166|       |260.3  |    |     

++++++++++++++++++++++++++++++++

Au4BO-

Au4BO  mw:814.871 fg:17 cnt:9666

----

07ZUB/BOL    Datum: EA=3.4(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au4BO2-

Au4BO2  mw:830.866 fg:17 cnt:9789

----

10GOT/WIL    Datum: EA=4.7(1) eV LPES p:8

Vertical Detachment Energy:4.9(1) eV.

++++++++++++++++++++++++++++++++

Au4Cu-

Au4Cu  mw:850.796 Anion CAS: Z-888503-57-9 fg:19 cnt:6901

----

06KOY/NAO    Datum: EA=3.07(8) eV LPES p:9

Vertical Detachment Energy:3.29(1) eV.

++++++++++++++++++++++++++++++++

Au4H-

Au4H  mw:788.875 Anion CAS: Z-468066-44-6 fg:4 cnt:7893

----

02FIS/AND    Datum: EA=3.20(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au4h.za0]

M062X/Def2T|184.6  |     |     | 3.744|       |271.2  |    |     

++++++++++++++++++++++++++++++++

Au4Mg-

Au4Mg  mw:811.852 Anion CAS: Z-888503-45-5 fg:19 cnt:6892

----

06KOY/NAO    Datum: EA=1.93(6) eV LPES p:9

Vertical Detachment Energy:2.35(2) eV.

++++++++++++++++++++++++++++++++

Au4Na-

Au4Na  mw:810.857 Anion CAS: Z-884645-20-9 fg:19 cnt:10462

----

06LIN/SUN    Datum: EA=2.82(4) eV LPES p:8

Vertical Detachment Energy:2.98(5) eV.

++++++++++++++++++++++++++++++++

Nb2Au4-

Au4Nb2  mw:973.680 fg:20 cnt:10674

----

18JIA/CHE    Datum: EA=2.29(2) eV LPES p:8

The electron affinity given is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au4Ni-

Au4Ni  mw:845.802 Anion CAS: Z-888503-51-3 fg:19 cnt:6895

----

06KOY/NAO    Datum: EA=2.65(2) eV LPES p:9

Vertical Detachment Energy:2.96(2) eV.

++++++++++++++++++++++++++++++++

Au4O2-

Au4O2  mw:819.857 Anion CAS: Z-501085-18-3 fg:7 cnt:10593

----

10HUA/ZHA    Datum: EA=3.53(5) eV LPES p:8

Vertical Detachment Energy:3.78(5) eV.

++++++++++++++++++++++++++++++++

Au4Pd-.

Au4Pd  mw:893.770 Anion CAS: Z-445291-42-9 fg:19 cnt:6264

----

02KOY/MIT    Datum: EA=2.69(14) eV LPES p:8

Vertical Detachment Energy:2.82(14) eV.

++++++++++++++++++++++++++++++++

Au4S-

Au4S  mw:819.839 Anion CAS: Z-1436391-07-9 fg:19 cnt:8457

----

13WEN/LIU    Datum: EA=4.51(4) eV LPES p:9

Vertical Detachment Energy:4.66(4) eV. See also 13WEN/LIU.

----

13WEN/LIU    Datum: EA=2.98(5) eV LPES p:8

Excited state.

++++++++++++++++++++++++++++++++

Au4Si-

Au4Si  mw:815.844 Anion CAS: Z-706788-38-7 fg:19 cnt:10299

----

04KIR/LI     Datum: EA=1.96(2) eV LPES p:8

Vertical Detachment Energy:2.00(1) eV. See also 10WAN/.

++++++++++++++++++++++++++++++++

Si2Au4-

Au4Si2  mw:843.821 Anion CAS: Z-852831-63-1 fg:20 cnt:10691

----

05LI_/KIR2   Datum: EA=2.46(4) eV LPES p:8

Vertical Detachment Energy:2.60(3) eV See also 10WAN/ .

++++++++++++++++++++++++++++++++

Au4Si4-

Au4Si4  mw:899.774 Anion CAS: N-906010-33-1 fg:20 cnt:11790

----

20KOY/TSU    Datum: EA=2.70(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au4si4de.zz0]

M062X/Def2T|255.0  |     |     | 1.863|       |297.8  |    |     

++++++++++++++++++++++++++++++++

TiAu4-

Au4Ti  mw:835.815 Anion CAS: Z-1621457-13-3 fg:19 cnt:8672

----

14ERD/JIA    Datum: EA=2.91(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

UAu4-

Au4U  mw:1025.92 Anion CAS: N-570391-85-4 fg:19 cnt:11607

----

23HAR/ZHU    Datum: EA=2.60(10) eV LPES p:8

Vertical Detachment Energy:3.20(10) eV.

++++++++++++++++++++++++++++++++

Au4Zn-

Au4Zn  mw:851.796 Anion CAS: Z-888503-37-5 fg:19 cnt:6886

----

06KOY/NAO    Datum: EA=2.24(13) eV LPES p:9

Vertical Detachment Energy:2.67(2) eV.

++++++++++++++++++++++++++++++++

Au5-

Au5  mw:984.833 Anion CAS: Z-140855-95-4 fg:2 cnt:2786

----

03HAK/YOO    Datum: EA=3.06(3) eV LPES p:9

Vertical Detachment Energy:3.09(3) eV.

----

05ZHA/WAN    Datum: EA=3.06(3) eV LPES p:8

Vertical Detachment Energy:3.11(3) eV.

----

90HO_/ERV    Datum: EA=2.93(10) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:3.12(5) eV.

----

00SPA/SHI    Datum: DaffH=<60.4/14.3 CIDT p:6

----

92TAY/PET    Datum: EA=2.99(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au5BO2-

Au5BO2  mw:1027.83 fg:17 cnt:9790

----

10GOT/WIL    Datum: EA=3.5(1) eV LPES p:8

Vertical Detachment Energy:3.7(1) eV.

++++++++++++++++++++++++++++++++

Au5Cu-

Au5Cu  mw:1047.76 Anion CAS: Z-888503-58-0 fg:19 cnt:6902

----

06KOY/NAO    Datum: EA=1.93(3) eV LPES p:9

Vertical Detachment Energy:2.12(3) eV.

++++++++++++++++++++++++++++++++

GeAu5-

Au5Ge  mw:1058.75 Anion CAS: Z-1115475-37-0 fg:19 cnt:10564

----

09PAL/WAN    Datum: EA=3.62(6) eV LPES p:8

Vertical Detachment Energy:3.68(4) eV.

++++++++++++++++++++++++++++++++

Au5H-

Au5H  mw:985.841 Anion CAS: Z-468066-45-7 fg:4 cnt:7894

----

02FIS/AND    Datum: EA=2.10(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au5h.zz0]

M062X/Def2T|256.7  |     |     | 1.675|       |294.9  |    |     

++++++++++++++++++++++++++++++++

Nb2Au5-

Au5Nb2  mw:1170.65 fg:20 cnt:10675

----

18JIA/CHE    Datum: EA=2.86(2) eV LPES p:8

The electron affinity given is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au5Ni-

Au5Ni  mw:1042.77 Anion CAS: Z-888503-53-5 fg:19 cnt:6896

----

06KOY/NAO    Datum: EA=2.41(6) eV LPES p:9

Vertical Detachment Energy:2.89(2) eV.

++++++++++++++++++++++++++++++++

Au5Pd-

Au5Pd  mw:1090.74 Anion CAS: Z-888503-31-9 fg:19 cnt:6881

----

06KOY/NAO    Datum: EA=2.70(12) eV LPES p:9

Vertical Detachment Energy:2.97(2) eV.

++++++++++++++++++++++++++++++++

Au5S-

Au5S  mw:1016.80 Anion CAS: Z-1436391-08-0 fg:19 cnt:8458

----

13WEN/LIU    Datum: EA=3.43(4) eV LPES p:9

Vertical Detachment Energy:3.52(4) eV. See also 13WEN/LIU.

++++++++++++++++++++++++++++++++

SiAu5-

Au5Si  mw:1012.81 Anion CAS: Z-1115475-20-1 fg:19 cnt:10563

----

09PAL/WAN    Datum: EA=4.11(6) eV LPES p:8

Vertical Detachment Energy:4.21(3) eV.

++++++++++++++++++++++++++++++++

SnAu5-

Au5Sn  mw:1104.74 Anion CAS: Z-1115475-53-0 fg:19 cnt:10565

----

09PAL/WAN    Datum: EA=3.53(5) eV LPES p:8

Vertical Detachment Energy:3.58(4) eV.

++++++++++++++++++++++++++++++++

UAu5-

Au5U  mw:1222.88 fg:19 cnt:11608

----

23HAR/ZHU    Datum: EA=3.20(10) eV LPES p:8

Vertical Detachment Energy:3.48(10) eV.

++++++++++++++++++++++++++++++++

Au5Zn-

Au5Zn  mw:1048.76 Anion CAS: Z-888503-38-6 fg:19 cnt:6887

----

06KOY/NAO    Datum: EA=2.11(7) eV LPES p:9

Vertical Detachment Energy:2.40(2) eV.

++++++++++++++++++++++++++++++++

Au6-

Au6  mw:1181.80 Anion CAS: Z-130637-98-8 fg:2 cnt:2713

----

03HAK/YOO    Datum: EA=2.06(2) eV LPES p:9

Vertical Detachment Energy:2.13(2) eV.

----

92GAN/COX    Datum: EA=2.051(2) eV LPD  p:9

----

00SPA/SHI    Datum: DaffH=<62.5/9.2 CIDT p:6

----

92TAY/PET    Datum: EA=2.02(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

90TAY/JIN    Datum: EA=2.0(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [au6.zz0]

M062X/Def2T|307.7  |     |     | 1.675|       |346.1  |    |     

++++++++++++++++++++++++++++++++

Au6Cr-

Au6Cr  mw:1233.74 Anion CAS: Z-876311-16-9 fg:19 cnt:10381

----

05LI_/KIR    Datum: EA=3.23(2) eV LPES p:8

Vertical Detachment Energy:3.25(2) eV.

++++++++++++++++++++++++++++++++

Au6Cu-

Au6Cu  mw:1244.73 Anion CAS: Z-888503-59-1 fg:19 cnt:6903

----

06KOY/NAO    Datum: EA=3.13(6) eV LPES p:9

Vertical Detachment Energy:3.47(1) eV.

----

10HUA/PAL    Datum: EA=3.40(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Thought to be planar isomer.

++++++++++++++++++++++++++++++++

GeAu6-

Au6Ge  mw:1255.72 Anion CAS: Z-1115475-41-6 fg:19 cnt:10567

----

09PAL/WAN    Datum: EA=2.59(6) eV LPES p:8

Vertical Detachment Energy:2.65(4) eV.

++++++++++++++++++++++++++++++++

Au6H-

Au6H  mw:1182.81 Anion CAS: Z-468066-46-8 fg:4 cnt:7895

----

02FIS/AND    Datum: EA=3.50(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb2Au6-

Au6Nb2  mw:1367.61 fg:20 cnt:10669

----

17JIA/CHE2   Datum: EA=1.9969(4) eV PVMI p:8

The stated EA is the same as the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au6Ni-

Au6Ni  mw:1239.73 Anion CAS: Z-888503-54-6 fg:19 cnt:6897

----

06KOY/NAO    Datum: EA=2.88(3) eV LPES p:9

Vertical Detachment Energy:3.17(1) eV.

++++++++++++++++++++++++++++++++

Au6O2-

Au6O2  mw:1213.79 Anion CAS: Z-501085-20-7 fg:7 cnt:10594

----

10HUA/ZHA    Datum: EA=3.17(5) eV LPES p:8

Vertical Detachment Energy:3.61(5) eV.

----

12PAL/WAN    Datum: EA=3.40(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au6Pd-

Au6Pd  mw:1287.70 Anion CAS: Z-888503-32-0 fg:19 cnt:6882

----

06KOY/NAO    Datum: EA=2.53(5) eV LPES p:9

Vertical Detachment Energy:2.68(2) eV.

++++++++++++++++++++++++++++++++

SiAu6-

Au6Si  mw:1209.78 Anion CAS: Z-1115475-23-4 fg:19 cnt:10566

----

09PAL/WAN    Datum: EA=2.62(5) eV LPES p:8

Vertical Detachment Energy:2.70(3) eV.

++++++++++++++++++++++++++++++++

SnAu6-

Au6Sn  mw:1301.70 Anion CAS: Z-1115475-55-2 fg:19 cnt:10568

----

09PAL/WAN    Datum: EA=2.53(6) eV LPES p:8

Vertical Detachment Energy:2.57(4) eV.

++++++++++++++++++++++++++++++++

Au6Ti-

Au6Ti  mw:1229.75 Anion CAS: Z-876311-14-7 fg:19 cnt:10379

----

05LI_/KIR    Datum: EA=3.32(2) eV LPES p:8

Vertical Detachment Energy:3.2(2) eV.

++++++++++++++++++++++++++++++++

UAu6-

Au6U  mw:1419.85 Anion CAS: N-3026600-02-9 fg:19 cnt:11609

----

23HAR/ZHU    Datum: EA=3.05(10) eV LPES p:8

Vertical Detachment Energy:3.28(10) eV.

++++++++++++++++++++++++++++++++

Au6V-

Au6V  mw:1232.74 Anion CAS: Z-876311-15-8 fg:19 cnt:10380

----

05LI_/KIR    Datum: EA=3.23(2) eV LPES p:8

Vertical Detachment Energy:3.25(2) eV.

++++++++++++++++++++++++++++++++

Au6Zn-

Au6Zn  mw:1245.73 Anion CAS: Z-888503-39-7 fg:19 cnt:6888

----

06KOY/NAO    Datum: EA=2.30(6) eV LPES p:9

Vertical Detachment Energy:2.56(2) eV.

++++++++++++++++++++++++++++++++

Au7-

Au7  mw:1378.77 Anion CAS: Z-140855-96-5 fg:2 cnt:3747

----

03HAK/YOO    Datum: EA=3.40(3) eV LPES p:9

Vertical Detachment Energy:3.46(2) eV.

----

10HUA/PAL    Datum: EA=3.92(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Thought to be D3h Au6- cluster with dangling Au at apex.

----

10HUA/PAL    Datum: EA=3.46(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Thought to be planar isomer.

----

00SPA/SHI    Datum: DaffH=<64.8/15.0 CIDT p:6

----

92TAY/PET    Datum: EA=3.42(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au7Cu-

Au7Cu  mw:1441.70 Anion CAS: Z-888503-60-4 fg:19 cnt:6904

----

06KOY/NAO    Datum: EA=2.57(7) eV LPES p:9

Vertical Detachment Energy:3.08(2) eV.

----

10HUA/PAL    Datum: EA=2.83(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Thought to be planar isomer.

++++++++++++++++++++++++++++++++

GeAu7-

Au7Ge  mw:1452.69 Anion CAS: Z-1115475-46-1 fg:19 cnt:10570

----

09PAL/WAN    Datum: EA=3.35(6) eV LPES p:8

Vertical Detachment Energy:3.38(4) eV.

++++++++++++++++++++++++++++++++

Au7Ni-

Au7Ni  mw:1436.70 Anion CAS: Z-888503-55-7 fg:19 cnt:6898

----

06KOY/NAO    Datum: EA=2.82(12) eV LPES p:9

Vertical Detachment Energy:3.23(1) eV.

++++++++++++++++++++++++++++++++

Au7Pd-

Au7Pd  mw:1484.67 Anion CAS: Z-888503-33-1 fg:19 cnt:6883

----

06KOY/NAO    Datum: EA=3.04(12) eV LPES p:9

Vertical Detachment Energy:3.42(1) eV.

++++++++++++++++++++++++++++++++

SiAu7-

Au7Si  mw:1406.74 Anion CAS: Z-1115475-29-0 fg:19 cnt:10569

----

09PAL/WAN    Datum: EA=3.35(5) eV LPES p:8

Vertical Detachment Energy:3.40(3) eV.

++++++++++++++++++++++++++++++++

SnAu7-

Au7Sn  mw:1498.67 Anion CAS: Z-1115475-58-5 fg:19 cnt:10571

----

09PAL/WAN    Datum: EA=3.28(6) eV LPES p:8

Vertical Detachment Energy:3.30(4) eV.

++++++++++++++++++++++++++++++++

UAu7-

Au7U  mw:1616.82 Anion CAS: N-2700204-70-0 fg:19 cnt:11610

----

23HAR/ZHU    Datum: EA=2.56(10) eV LPES p:8

Vertical Detachment Energy:3.67(10) eV.

++++++++++++++++++++++++++++++++

Xe..Au7-

Au7Xe  mw:1510.67

Core ion CAS: Z-140855-96-5 Solvent: 7440-63-3 fg:19 cnt:10708

HOF(solv)=0.0 Defn

----

04GIL/JAC    Datum: EA=2.51(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au7Zn-

Au7Zn  mw:1442.70 Anion CAS: Z-888503-40-0 fg:19 cnt:6889

----

06KOY/NAO    Datum: EA=2.61(3) eV LPES p:9

Vertical Detachment Energy:2.81(2) eV.

++++++++++++++++++++++++++++++++

Au8-

Au8  mw:1575.73 Anion CAS: Z-140855-97-6 fg:2 cnt:3748

----

03HAK/YOO    Datum: EA=2.73(2) eV LPES p:9

Vertical Detachment Energy:2.79(2) eV.

----

10HUA/PAL    Datum: EA=2.91(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Thought to be D6h Au7- cluster with dangling Au at apex.

----

10HUA/PAL    Datum: EA=2.79(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Thought to be planar D4h isomer.

----

92TAY/PET    Datum: EA=2.76(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

CuAu8-

Au8Cu  mw:1638.66 Anion CAS: Z-1227277-32-8 fg:19 cnt:9831

----

10WAN/PAL    Datum: EA=3.89(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

GeAu8-

Au8Ge  mw:1649.65 Anion CAS: Z-1115475-50-7 fg:19 cnt:10573

----

09PAL/WAN    Datum: EA=2.69(6) eV LPES p:8

Vertical Detachment Energy:2.73(4) eV.

++++++++++++++++++++++++++++++++

Au8O2-

Au8O2  mw:1607.72 Anion CAS: Z-501085-22-9 fg:7 cnt:10627

----

12PAL/WAN    Datum: EA=3.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

SiAu8-

Au8Si  mw:1603.71 Anion CAS: Z-1115475-33-6 fg:19 cnt:10572

----

09PAL/WAN    Datum: EA=3.14(5) eV LPES p:8

Vertical Detachment Energy:3.23(3) eV.

++++++++++++++++++++++++++++++++

SnAu8-

Au8Sn  mw:1695.63 Anion CAS: Z-1115475-63-2 fg:19 cnt:10574

----

09PAL/WAN    Datum: EA=2.68(6) eV LPES p:8

Vertical Detachment Energy:2.74(4) eV.

++++++++++++++++++++++++++++++++

Xe..Au8-

Au8Xe  mw:1707.64

Core ion CAS: Z-140855-97-6 Solvent: 7440-63-3 fg:19 cnt:10709

HOF(solv)=0.0 Defn

----

04GIL/JAC    Datum: EA=2.29(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au9-

Au9  mw:1772.70 Anion CAS: Z-140855-98-7 fg:2 cnt:3749

----

03HAK/YOO    Datum: EA=3.81(2) eV LPES p:9

Vertical Detachment Energy:3.83(2) eV.

----

10WAN/PAL    Datum: EA=3.83(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.84(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

CuAu9-

Au9Cu  mw:1835.63 Anion CAS: Z-1227277-33-9 fg:19 cnt:9833

----

10WAN/PAL    Datum: EA=3.86(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Xe..Au9-

Au9Xe  mw:1904.60

Core ion CAS: Z-140855-98-7 Solvent: 7440-63-3 fg:19 cnt:10710

HOF(solv)=0.0 Defn

----

04GIL/JAC    Datum: EA=2.16(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au9Zn-

Au9Zn  mw:1836.63 Anion CAS: Z-1197239-81-8 fg:19 cnt:11390

----

21KUL/CHE    Datum: EA=4.27(3) eV LPES p:8

Vertical Detachment Energy:4.36(3) eV.

++++++++++++++++++++++++++++++++

Au10-

Au10  mw:1969.67 Anion CAS: Z-140855-99-8 fg:2 cnt:3750

----

09HUA/WAN    Datum: EA=3.88(1) eV LPES p:9

Vertical Detachment Energy:3.90(1) eV. There are three low-lying isomesr with electron affinities from 2.86 to 3.45 eV.

----

03HAK/YOO    Datum: EA=3.89(3) eV LPES p:9

Vertical Detachment Energy:3.91(2) eV.

----

10WAN/PAL    Datum: EA=3.91(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=2.96(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

CuAu10-

Au10Cu  mw:2032.60 Anion CAS: Z-1227277-34-0 fg:19 cnt:9835

----

10WAN/PAL    Datum: EA=3.64(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Xe..Au10-

Au10Xe  mw:2101.57 Anion CAS: Z-2923113-21-5 fg:19 cnt:10711

HOF(solv)=0.0 Defn

----

04GIL/JAC    Datum: EA=2.21(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au11-

Au11  mw:2166.63 Anion CAS: Z-140856-00-4 fg:2 cnt:3751

----

03HAK/YOO    Datum: EA=3.76(2) eV LPES p:9

Vertical Detachment Energy:3.80(2) eV.

----

10WAN/PAL    Datum: EA=3.80(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.77(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

CuAu11-

Au11Cu  mw:2229.56 Anion CAS: Z-1227277-35-1 fg:19 cnt:9837

----

10WAN/PAL    Datum: EA=3.09(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Xe..Au11-

Au11Xe  mw:2298.54 Anion CAS: Z-2923113-22-6 fg:19 cnt:10712

HOF(solv)=0.0 Defn

----

04GIL/JAC    Datum: EA=2.19(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au12-

Au12  mw:2363.60 Anion CAS: Z-140856-01-5 fg:2 cnt:3752

----

03HAK/YOO    Datum: EA=3.03(2) eV LPES p:9

Vertical Detachment Energy:3.06(2) eV.

----

10WAN/PAL    Datum: EA=3.06(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

09HUA/WAN2   Datum: EA=3.22(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. 2D structure.

----

09HUA/WAN2   Datum: EA=3.06(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. 3D structure (2D titrated out with Ar).

----

92TAY/PET    Datum: EA=3.06(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

CuAu12-

Au12Cu  mw:2426.53 Anion CAS: Z-1035456-59-7 fg:19 cnt:9842

----

11PAL/WAN    Datum: EA=4.04(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Mo@Au12-

Au12Mo  mw:2461.51 Anion CAS: N-1030365-23-1 fg:19 cnt:9853

----

02LI_/KIR    Datum: EA=2.17(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NbAu12-

Au12Nb  mw:2456.51 Anion CAS: Z-798556-31-7 fg:19 cnt:9412

----

04ZHA/LI     Datum: EA=3.77(3) eV LPES p:8

Vertical Detachment Energy:3.88(2) eV.

++++++++++++++++++++++++++++++++

Au12O2-

Au12O2  mw:2395.59 Anion CAS: Z-1377640-21-5 fg:7 cnt:10628

----

12PAL/WAN    Datum: EA=4.10(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

TaAu12-

Au12Ta  mw:2544.55 Anion CAS: Z-454693-04-0 fg:19 cnt:9413

----

04ZHA/LI     Datum: EA=3.76(3) eV LPES p:8

Vertical Detachment Energy:3.90(2) eV.

++++++++++++++++++++++++++++++++

VAu12-

Au12V  mw:2414.54 Anion CAS: Z-798556-30-6 fg:19 cnt:9411

----

04ZHA/LI     Datum: EA=3.70(3) eV LPES p:8

Vertical Detachment Energy:3.79(2) eV.

++++++++++++++++++++++++++++++++

W@Au12-

Au12W  mw:2547.55 Anion CAS: Z-1537216-17-3 fg:19 cnt:9854

----

02LI_/KIR    Datum: EA=2.08(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au13-

Au13  mw:2560.57 Anion CAS: Z-140856-02-6 fg:2 cnt:3753

----

03HAK/YOO    Datum: EA=3.91(2) eV LPES p:9

Vertical Detachment Energy:3.94(2) eV.

----

11PAL/WAN    Datum: EA=4.02(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.97(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

CuAu13-

Au13Cu  mw:2623.49 Anion CAS: Z-1035456-62-2 fg:19 cnt:9844

----

11PAL/WAN    Datum: EA=2.88(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au14-

Au14  mw:2757.53 Anion CAS: Z-140856-03-7 fg:2 cnt:3754

----

03HAK/YOO    Datum: EA=2.94(2) eV LPES p:9

Vertical Detachment Energy:3.00(2) eV.

----

11PAL/WAN    Datum: EA=2.95(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=2.96(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu@Au14-

Au14Cu  mw:2820.46 Anion CAS: Z-1035456-64-4 fg:19 cnt:9846

----

11PAL/WAN    Datum: EA=3.70(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au14O2-

Au14O2  mw:2789.52 Anion CAS: Z-1377640-23-7 fg:7 cnt:10629

----

12PAL/WAN    Datum: EA=4.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au15-

Au15  mw:2954.50 Anion CAS: Z-140856-04-8 fg:2 cnt:3755

----

11PAL/WAN    Datum: EA=3.63(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07YOO/KOS    Datum: EA=3.670(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06BUL/LI     Datum: EA=3.63(3) eV LPES p:8

Thought to be a cage structure. Vertical Detachment Energy:3.65(3) eV.

----

92TAY/PET    Datum: EA=3.61(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au16-

Au16  mw:3151.47 Anion CAS: Z-140856-05-9 fg:2 cnt:3756

----

07YOO/KOS    Datum: EA=4.030(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06BUL/LI     Datum: EA=3.99(3) eV LPES p:8

Thought to be a cage structure. Vertical Detachment Energy:4.03(3) eV.

----

92TAY/PET    Datum: EA=4.12(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Co@Au16-

Au16Co  mw:3210.40 Anion CAS: Z-1137275-17-2 fg:19 cnt:9848

----

09WAN/BAI    Datum: EA=3.11(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Cu@Au16-

Au16Cu  mw:3214.39 Anion CAS: Z-941702-96-1 fg:19 cnt:7277

----

07WAN/BUL    Datum: EA=4.12(5) eV LPES p:8

Vertical Detachment Energy:4.16(3) eV.

++++++++++++++++++++++++++++++++

Fe@Au16-

Au16Fe  mw:3207.40 Anion CAS: Z-1137275-14-9 fg:19 cnt:9847

----

09WAN/BAI    Datum: EA=3.07(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ge@Au16-

Au16Ge  mw:3225.39 Anion CAS: Z-960293-44-1 fg:19 cnt:9851

----

07WAN/BUL2   Datum: EA=3.21(4) eV LPES p:8

Vertical Detachment Energy:3.26(3) eV.

++++++++++++++++++++++++++++++++

In@Au16-

Au16In  mw:3266.37 Anion CAS: Z-1132653-11-2 fg:19 cnt:9840

----

11PAL/WAN    Datum: EA=3.91(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ni@Au16-

Au16Ni  mw:3209.40 Anion CAS: Z-1137275-20-7 fg:19 cnt:9849

----

09WAN/BAI    Datum: EA=3.46(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Si@Au16-

Au16Si  mw:3179.44 Anion CAS: Z-960293-43-0 fg:19 cnt:9850

----

07WAN/BUL2   Datum: EA=3.20(5) eV LPES p:8

Vertical Detachment Energy:3.23(3) eV.

++++++++++++++++++++++++++++++++

Sn@Au16-

Au16Sn  mw:3271.37 Anion CAS: Z-960293-45-2 fg:19 cnt:9852

----

07WAN/BUL2   Datum: EA=3.30(6) eV LPES p:8

Vertical Detachment Energy:3.37(3) eV.

++++++++++++++++++++++++++++++++

Zn@Au16-

Au16Zn  mw:3215.39 Anion CAS: Z-1132653-09-8 fg:19 cnt:9839

----

11PAL/WAN    Datum: EA=3.46(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au17-

Au17  mw:3348.43 Anion CAS: Z-140856-06-0 fg:2 cnt:3757

----

07YOO/KOS    Datum: EA=4.080(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06BUL/LI     Datum: EA=4.03(3) eV LPES p:8

Thought to be a cage structure. Vertical Detachment Energy:4.08(3) eV.

----

92TAY/PET    Datum: EA=4.03(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu@Au17-

Au17Cu  mw:3411.36 Anion CAS: Z-941702-97-2 fg:19 cnt:7278

----

07WAN/BUL    Datum: EA=3.16(6) eV LPES p:8

Vertical Detachment Energy:3.23(3) eV.

++++++++++++++++++++++++++++++++

Au18-

Au18  mw:3545.40 Anion CAS: Z-140856-07-1 fg:2 cnt:3758

----

09HUA/BUL2   Datum: EA=3.63(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Minor (non-cage) isomer left, after cage is titrated out with O2.

----

07YOO/KOS    Datum: EA=3.300(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06BUL/LI     Datum: EA=3.24(3) eV LPES p:8

Thought to be a cage structure. Vertical Detachment Energy:3.32(3) eV.

----

92TAY/PET    Datum: EA=3.32(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au18O2-

Au18O2  mw:3577.39 Anion CAS: Z-1377640-25-9 fg:7 cnt:10630

----

12PAL/WAN    Datum: EA=4.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au19-

Au19  mw:3742.36 Anion CAS: Z-140856-08-2 fg:2 cnt:3759

----

07YOO/KOS    Datum: EA=3.740(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06BUL/LI     Datum: EA=3.71(3) eV LPES p:8

Thought to be a cage structure. Vertical Detachment Energy:3.74(3) eV.

----

92TAY/PET    Datum: EA=3.61(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au20-

Au20  mw:3939.33 Anion CAS: Z-140856-09-3 fg:2 cnt:3760

----

07YOO/KOS    Datum: EA=3.290(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

03LI_/LI     Datum: EA=2.745(15) eV LPES p:8

Vertical Detachment Energy:2.751(10) eV.

----

92TAY/PET    Datum: EA=2.73(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au21-

Au21  mw:4136.30 Anion CAS: Z-140856-10-6 fg:2 cnt:3761

----

07YOO/KOS    Datum: EA=3.950(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07BUL/LI     Datum: EA=3.93(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.90(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au21=

Au21  mw:4136.30 Anion CAS: Z-266994-09-6 fg:2 cnt:8362

----

12HER/SCH    Datum: EA=-0.14(13) eV CIDT p:6

++++++++++++++++++++++++++++++++

Au22-

Au22  mw:4333.27 Anion CAS: Z-140856-11-7 fg:2 cnt:3762

----

07YOO/KOS    Datum: EA=3.550(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07BUL/LI     Datum: EA=3.54(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.38(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au22=

Au22  mw:4333.27 Anion CAS: Z-140856-11-7 fg:2 cnt:8363

----

12HER/SCH    Datum: EA=0.36(18) eV CIDT p:6

++++++++++++++++++++++++++++++++

PdAu22-

Au22Pd  mw:4439.17 fg:24 cnt:11793

----

22ITO/ITO    Datum: EA=3.53(6) eV LPES p:8

Vertical Detachment Energy: 3.8(1) eV.

++++++++++++++++++++++++++++++++

PtAu22-

Au22Pt  mw:4528.23 fg:24 cnt:11794

----

22ITO/ITO    Datum: EA=3.60(6) eV LPES p:8

Vertical Detachment Energy: 3.8(1) eV.

++++++++++++++++++++++++++++++++

Au23-

Au23  mw:4530.23 Anion CAS: Z-140856-12-8 fg:2 cnt:3763

----

07YOO/KOS    Datum: EA=3.780(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07BUL/LI     Datum: EA=3.80(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.77(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au23=

Au23  mw:4530.23 Anion CAS: Z-140856-12-8 fg:2 cnt:8364

----

12HER/SCH    Datum: EA=0.20(15) eV CIDT p:6

++++++++++++++++++++++++++++++++

Au24-

Au24  mw:4727.20 Anion CAS: Z-140856-13-9 fg:2 cnt:3764

----

07YOO/KOS    Datum: EA=3.500(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07BUL/LI     Datum: EA=3.49(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.45(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au24=

Au24  mw:4727.20 Anion CAS: N-266994-02-9 fg:2 cnt:8365

----

12HER/SCH    Datum: EA=0.66(21) eV CIDT p:6

++++++++++++++++++++++++++++++++

Au25-

Au25  mw:4924.16 Anion CAS: Z-140856-14-0 fg:2 cnt:3765

----

07BUL/LI     Datum: EA=4.04(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.84(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au25=

Au25  mw:4924.16 Anion CAS: N-146703-21-1 fg:2 cnt:8366

----

12HER/SCH    Datum: EA=0.87(23) eV CIDT p:6

++++++++++++++++++++++++++++++++

Au26-

Au26  mw:5121.13 Anion CAS: Z-140856-15-1 fg:2 cnt:3766

----

14SCH/PAL    Datum: EA=3.46(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.45(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au26=

Au26  mw:5121.13 Anion CAS: N-191490-49-0 fg:2 cnt:8367

----

12HER/SCH    Datum: EA=1.17(26) eV CIDT p:6

++++++++++++++++++++++++++++++++

Au27-

Au27  mw:5318.10 Anion CAS: Z-140856-16-2 fg:2 cnt:3767

----

10SHA/HUA    Datum: EA=4.05(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.90(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au27=

Au27  mw:5318.10 Anion CAS: N-266994-03-0 fg:2 cnt:8368

----

12HER/SCH    Datum: EA=0.89(23) eV CIDT p:6

++++++++++++++++++++++++++++++++

Au28-

Au28  mw:5515.06 Anion CAS: Z-140856-17-3 fg:2 cnt:3768

----

10SHA/HUA    Datum: EA=3.86(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.84(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au28=

Au28  mw:5515.06 Anion CAS: N-266994-04-1 fg:2 cnt:8369

----

12HER/SCH    Datum: EA=0.97(23) eV CIDT p:6

++++++++++++++++++++++++++++++++

Au29-

Au29  mw:5712.03 Anion CAS: Z-140856-18-4 fg:2 cnt:3769

----

92TAY/PET    Datum: EA=3.90(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au29=

Au29  mw:5712.03 Anion CAS: Z-418767-41-6 fg:2 cnt:8370

----

12HER/SCH    Datum: EA=0.71(20) eV CIDT p:6

++++++++++++++++++++++++++++++++

Au30-

Au30  mw:5909.00 Anion CAS: Z-140856-19-5 fg:2 cnt:3770

----

10SHA/HUA    Datum: EA=3.93(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.90(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au30=

Au30  mw:5909.00 Anion CAS: N-309713-97-1 fg:2 cnt:8371

----

12HER/SCH    Datum: EA=0.82(21) eV CIDT p:6

++++++++++++++++++++++++++++++++

Au31-

Au31  mw:6105.96 Anion CAS: Z-140856-20-8 fg:2 cnt:3771

----

92TAY/PET    Datum: EA=4.10(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au31=

Au31  mw:6105.96 Anion CAS: N-309713-99-3 fg:2 cnt:8372

----

12HER/SCH    Datum: EA=0.64(18) eV CIDT p:6

++++++++++++++++++++++++++++++++

Au32-

Au32  mw:6302.93 Anion CAS: Z-140856-21-9 fg:2 cnt:3772

----

10SHA/HUA    Datum: EA=4.03(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.97(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au33-

Au33  mw:6499.90 Anion CAS: Z-140856-22-0 fg:2 cnt:3773

----

10SHA/HUA    Datum: EA=4.18(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=4.23(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au34-

Au34  mw:6696.86 Anion CAS: Z-140856-23-1 fg:2 cnt:3774

----

10SHA/HUA    Datum: EA=3.42(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07LEC/SCH    Datum: EA=3.4(1) eV LPES p:8

----

07GU_/BUL    Datum: EA=3.38(4) eV LPES p:8

Vertical Detachment Energy:3.42(3) eV.

----

05JI_/GU     Datum: EA=3.96(2) eV LPES p:8

----

92TAY/PET    Datum: EA=3.45(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au35-

Au35  mw:6893.83 Anion CAS: Z-140856-24-2 fg:2 cnt:3775

----

10SHA/HUA    Datum: EA=4.11(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=4.10(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au36-

Au36  mw:7090.80 Anion CAS: Z-140856-25-3 fg:2 cnt:3776

----

14SHA/HUA    Datum: EA=3.64(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.64(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au37-

Au37  mw:7287.76 Anion CAS: Z-140856-26-4 fg:2 cnt:3777

----

14SHA/HUA    Datum: EA=3.82(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.74(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au38-

Au38  mw:7484.73 Anion CAS: Z-140856-27-5 fg:2 cnt:3778

----

14SHA/HUA    Datum: EA=3.72(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.77(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au39-

Au39  mw:7681.70 Anion CAS: Z-140856-28-6 fg:2 cnt:3779

----

92TAY/PET    Datum: EA=3.90(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au40-

Au40  mw:7878.66 Anion CAS: Z-140856-29-7 fg:2 cnt:3780

----

92TAY/PET    Datum: EA=3.77(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au41-

Au41  mw:8075.63 Anion CAS: Z-140856-30-0 fg:2 cnt:3781

----

92TAY/PET    Datum: EA=3.90(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au42-

Au42  mw:8272.60 Anion CAS: Z-140856-31-1 fg:2 cnt:3782

----

16PAN/HUA    Datum: EA=3.88(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.90(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au43-

Au43  mw:8469.56 Anion CAS: Z-140856-32-2 fg:2 cnt:3783

----

16PAN/HUA    Datum: EA=3.98(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.97(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au44-

Au44  mw:8666.53 Anion CAS: Z-140856-33-3 fg:2 cnt:3784

----

16PAN/HUA    Datum: EA=3.90(7) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.90(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au45-

Au45  mw:8863.50 Anion CAS: Z-140856-34-4 fg:2 cnt:3785

----

16PAN/HUA    Datum: EA=4.14(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.97(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au46-

Au46  mw:9060.46 Anion CAS: Z-140856-35-5 fg:2 cnt:3786

----

16PAN/HUA    Datum: EA=3.94(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=4.10(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au47-

Au47  mw:9257.43 Anion CAS: Z-140856-36-6 fg:2 cnt:3787

----

16PAN/HUA    Datum: EA=3.94(6) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=4.06(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au48-

Au48  mw:9454.40 Anion CAS: Z-140856-37-7 fg:2 cnt:3788

----

16PAN/HUA    Datum: EA=3.99(7) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=4.10(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au49-

Au49  mw:9651.36 Anion CAS: Z-140856-38-8 fg:2 cnt:3789

----

16PAN/HUA    Datum: EA=4.21(7) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=4.21(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au50-

Au50  mw:9848.33 Anion CAS: Z-140856-39-9 fg:2 cnt:3790

----

16PAN/HUA    Datum: EA=3.92(7) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=4.23(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au51-

Au51  mw:10045.3 Anion CAS: Z-140856-40-2 fg:2 cnt:3791

----

92TAY/PET    Datum: EA=4.26(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au52-

Au52  mw:10242.3 Anion CAS: Z-140856-41-3 fg:2 cnt:3792

----

92TAY/PET    Datum: EA=4.29(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au53-

Au53  mw:10439.2 Anion CAS: Z-140856-42-4 fg:2 cnt:3793

----

04HAK/MOS    Datum: EA=4.25(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=4.15(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au54-

Au54  mw:10636.2 Anion CAS: Z-140856-43-5 fg:2 cnt:3794

----

92TAY/PET    Datum: EA=4.18(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au55-

Au55  mw:10833.2 Anion CAS: Z-140856-44-6 fg:2 cnt:3795

----

08HUA/JI     Datum: EA=4.33(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04HAK/MOS    Datum: EA=4.30(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=4.18(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au56-

Au56  mw:11030.1 Anion CAS: Z-140856-45-7 fg:2 cnt:3796

----

08HUA/JI     Datum: EA=4.15(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=4.29(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au57-

Au57  mw:11227.1 Anion CAS: Z-140856-46-8 fg:2 cnt:3797

----

08HUA/JI     Datum: EA=4.31(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04HAK/MOS    Datum: EA=4.25(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=4.00(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au58-

Au58  mw:11424.1 Anion CAS: Z-140856-47-9 fg:2 cnt:3798

----

08HUA/JI     Datum: EA=3.75(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04HAK/MOS    Datum: EA=3.75(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=4.36(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au59-

Au59  mw:11621.0 Anion CAS: Z-140856-48-0 fg:2 cnt:3799

----

08HUA/JI     Datum: EA=3.84(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=4.46(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au60-

Au60  mw:11818.0 Anion CAS: Z-140856-49-1 fg:2 cnt:3800

----

08HUA/JI     Datum: EA=3.68(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.64(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au61-

Au61  mw:12015.0 Anion CAS: Z-140856-50-4 fg:2 cnt:3801

----

08HUA/JI     Datum: EA=3.85(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.77(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au62-

Au62  mw:12211.9 Anion CAS: Z-140856-51-5 fg:2 cnt:3802

----

08HUA/JI     Datum: EA=3.80(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.84(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au63-

Au63  mw:12408.9 Anion CAS: Z-140856-52-6 fg:2 cnt:3803

----

08HUA/JI     Datum: EA=4.00(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.90(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au64-

Au64  mw:12605.9 Anion CAS: Z-140856-53-7 fg:2 cnt:3804

----

08HUA/JI     Datum: EA=3.85(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.84(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au65-

Au65  mw:12802.8 Anion CAS: Z-140856-54-8 fg:2 cnt:3805

----

08HUA/JI     Datum: EA=4.00(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.97(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au66-

Au66  mw:12999.8 Anion CAS: Z-140856-55-9 fg:2 cnt:3806

----

08HUA/JI     Datum: EA=4.00(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=3.95(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au67-

Au67  mw:13196.8 Anion CAS: Z-140856-56-0 fg:2 cnt:3807

----

92TAY/PET    Datum: EA=3.97(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au68-

Au68  mw:13393.7 Anion CAS: Z-140856-57-1 fg:2 cnt:3808

----

92TAY/PET    Datum: EA=3.97(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Au69-

Au69  mw:13590.7 Anion CAS: Z-140856-58-2 fg:2 cnt:3809

----

92TAY/PET    Datum: EA=4.03(5) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

B-

B  mw:11.010 Anion CAS: Z-18869-19-7 fg:1 cnt:4

HOF(A.)= 135.0/1.2  96GUR/VEY    | BDE(A-H)= 80.5/2.1 R-AH           

HOF(AH)= 106.6/1.7  96GUR/VEY    |

DacidS=22.4/0.1 A-AH |  S(A-)=37.5/0.1  98JANAF |  S(AH)=41.1/0.1  82WAG/EVA | S(A.)=36.7  82WAG/EVA

----

98SCH/BIL3   Datum: EA=0.279733(25) eV LPD  | HOF(A-)=128.6/2.6 Acid p:9

DacidG(AH)= 381.0/2.1 H-TS| DacidH(AH)= 387.7/2.0 D-EA

Given: 0.279733(25) eV. Tunable IR laser.

----

81FEI/COR2   Datum: EA=0.277(10) eV LPES p:8

Assigned transition is B- 3P0 to B 2P. Corrected by 1 meV per 85HOT/LIN.

----

77FEL/RAC3   Datum: EA=<0.5 eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b-t.zzf]

W1U        |130.4  |390.4|384.4| 0.259|105.8  |136.3  |20.3|82.6 

G3MP2B3    |134.2  |396.6|390.5| 0.091|104.8  |136.3  |20.3|83.6 

G3MP2B3+   |134.2  |396.6|390.5| 0.090|104.8  |136.3  |20.3|83.6 

M062X/Def2T|134.9  |393.2|387.1| 0.061|106.4  |136.3  |20.3|82.0 

B3/6-311++G|127.0  |386.8|380.8| 0.405|107.4  |136.3  |20.3|81.0 

++++++++++++++++++++++++++++++++

BiB-

BBi  mw:219.990 Anion CAS: N-12044-99-4 fg:19 cnt:11619

----

23GAO/CHO    Datum: EA=2.010(1) eV LPEI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bib.zz0]

M062X/Def2T|109.0  |366.9|359.7| 1.848|106.8  |151.7  |24.3|97.0 

++++++++++++++++++++++++++++++++

BiBH-

BBiH  mw:220.998 fg:16 cnt:11616

----

23GAO/HUI    Datum: EA=1.988(1) eV LPEI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bibh.za0]

M062X/Def2T|66.6   |343.3|337.7| 1.738|88.0   |106.8  |19.0|70.9 

++++++++++++++++++++++++++++++++

BiBO-

BBiO  mw:235.985 Anion CAS: Z-1816277-46-9 fg:17 cnt:8832

----

16JIA/LOP    Datum: EA=1.84(3) eV LPES p:8

Vertical Detachment Energy:1.84(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bibo-d.za0]

M062X/Def2T|-44.9  |     |     | 1.521|       |-9.8   |    |     

++++++++++++++++++++++++++++++++

BCl2Br-.

BBrCl2  mw:159.866 Anion CAS: N-13709-70-1 fg:13 cnt:302

HOF(A.)= -80.5/2.0  02BIN/MIL    |

----

80ROT/MAT    Datum: EA=0.69(20) eV NBIE | HOF(A-)=-96.4/5.9 R-EA p:7

DaffH(AH)=  26.6/5.9 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcl2br.zzf]

CBS-QB3    |-103.6 |     |     | 0.717|       |-87.3  |    |     

G3MP2B3    |-96.3  |     |     | 0.673|       |-81.0  |    |     

G3MP2B3+   |-96.7  |     |     | 0.686|       |-81.1  |    |     

G4MP2      |-97.3  |     |     | 0.726|       |-80.9  |    |     

M062X/Def2T|-101.4 |     |     | 0.665|       |-86.3  |    |     

B3/6-311++G|-91.0  |     |     | 0.849|       |-71.6  |    |     

++++++++++++++++++++++++++++++++

BBr2Cl-.

BBr2Cl  mw:203.815 Anion CAS: N-13709-71-2 fg:13 cnt:320

HOF(A.)= -65.0/2.4  02BIN/MIL    |

----

80ROT/MAT    Datum: EA=0.94(20) eV NBIE | HOF(A-)=-86.7/5.2 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bclbr2.zzf]

CBS-QB3    |-94.0  |     |     | 0.853|       |-74.6  |    |     

G3MP2B3    |-83.9  |     |     | 0.803|       |-65.6  |    |     

G3MP2B3+   |-84.3  |     |     | 0.822|       |-65.7  |    |     

G4MP2      |-84.6  |     |     | 0.857|       |-65.2  |    |     

M062X/Def2T|-88.9  |     |     | 0.826|       |-70.1  |    |     

B3/6-311++G|-80.8  |     |     | 0.977|       |-58.5  |    |     

++++++++++++++++++++++++++++++++

BBr3-.

BBr3  mw:247.765 Anion CAS: Z-1191954-08-1 fg:14 cnt:335

HOF(A.)= -49.1/0.7  96GUR/VEY    |

----

80ROT/MAT    Datum: EA=0.82(20) eV NBIE | HOF(A-)=-68.0/4.7 R-EA p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bbr3.zzf]

CBS-QB3    |-80.3  |     |     | 0.842|       |-61.2  |    |     

G3MP2B3    |-71.4  |     |     | 0.928|       |-50.2  |    |     

G3MP2B3+   |-71.9  |     |     | 0.954|       |-50.2  |    |     

G4MP2      |-71.9  |     |     | 0.980|       |-49.6  |    |     

M062X/Def2T|-76.1  |     |     | 0.972|       |-53.9  |    |     

B3/6-311++G|-70.4  |     |     | 1.103|       |-45.3  |    |     

++++++++++++++++++++++++++++++++

BF3..Cl-

BClF3  mw:102.974 Anion CAS: Z-36503-32-9 fg:482 cnt:999

HOF(solv)=-271.5/0.2 neut 96GUR/VEY

----

85LAR/MCM    Datum: DaffG= 19.3/2.0 IMRE | HOF(A-)=-297.5/2.0 AfIN p:9

DaffH(X..Y-)= 26.0/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bf3cl.zcf]

CBS-QB3    |-363.8 | 34.7| 26.8| 26.5|-272.4 |-56.7  

G3MP2B3    |-360.0 | 33.4| 25.5| 26.4|-270.4 |-56.1  

G3MP2B3+   |-360.3 | 33.6| 25.7| 26.5|-270.5 |-56.1  

G4MP2      |-358.1 | 34.3| 26.4| 26.4|-268.8 |-55.0  

M062X/Def2T|-366.8 | 41.1| 33.1| 26.8|-277.3 |-48.4  

B3/6-311++G|-344.6 | 22.3| 25.3| 26.5|-254.5 |-56.9  

++++++++++++++++++++++++++++++++

BCl2-

BCl2  mw:80.948 Anion CAS: Z-54250-85-0 fg:11 cnt:102

HOF(A.)= -19.0/3.0  98JANAF      | BDE(A-H)= 92.4/3.2 R-AH           

HOF(AH)= -59.3/1.0  98JANAF      |
###### the following are "below the line": evaluated as not accurate ####

----

98JANAF      Datum: EA=0.63 eV Est4 | HOF(A-)=-33.5/3.0 R-EA p:1

Electron affinity estimated from ionization energy and electron affinity of isoelectronic NO2, BF2, AlF2. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.42-1.57 eV, and a .DELTA.fH(A-) of -40 to -42 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcl2.zaf]

W1U        |-41.2  |386.3|378.1| 1.421|-61.7  |-8.7   |27.4|105.1

CBS-QB3    |-42.3  |385.5|377.3| 1.462|-62.0  |-8.8   |27.7|105.3

G3MP2B3    |-40.3  |385.6|377.3| 1.473|-58.7  |-6.6   |28.0|104.2

G3MP2B3+   |-41.6  |384.3|376.1| 1.529|-58.7  |-6.6   |27.5|104.2

G4MP2      |-40.6  |385.6|377.4| 1.439|-59.1  |-7.7   |27.8|103.5

M062X/Def2T|-41.1  |388.1|380.1| 1.192|-64.5  |-13.8  |27.0|102.8

B3/6-311++G|-35.3  |385.5|377.3| 1.451|-53.5  |-2.1   |27.4|103.5

++++++++++++++++++++++++++++++++

BCl3-.

BCl3  mw:115.916 Anion CAS: Z-102210-07-1 fg:11 cnt:277

HOF(A.)= -96.7/0.3  96GUR/VEY    |

----

80ROT/MAT    Datum: EA=0.33(20) eV NBIE | HOF(A-)=-104.3/5.5 R-EA p:7

DaffH(AH)=  85.3/5.5 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcl3.zzf]

W1U        |-111.7 |     |     | 0.548|       |-99.3  |    |     

CBS-QB3    |-113.3 |     |     | 0.544|       |-101.0 |    |     

G3MP2B3    |-108.6 |     |     | 0.538|       |-96.5  |    |     

G3MP2B3+   |-108.8 |     |     | 0.546|       |-96.5  |    |     

G4MP2      |-109.9 |     |     | 0.587|       |-96.7  |    |     

M062X/Def2T|-113.7 |     |     | 0.490|       |-102.6 |    |     

B3/6-311++G|-101.0 |     |     | 0.711|       |-84.8  |    |     

++++++++++++++++++++++++++++++++

BCl3..F-

BCl3F  mw:134.915 Anion CAS: Z-36503-36-3 fg:481 cnt:1105

HOF(solv)= -96.7/0.3 neut 96GUR/VEY

----

73HAA/MCD    Datum: DaffH=>78.0/10.0 IMRB | HOF(A-)=<-234.1/10.0 AfIN p:6

Greater than PF5 (96ALE/BOR).
###### the following are "below the line": evaluated as not accurate ####

----

72STO/NEL    Datum: HOF(A-)=<-212.8/7.4 IMRB p:3

DaffH(X..Y-)=>56.7/7.4 A-IN

Fluoride Affinity: > SF5; new value of latter from 85GRI/CHO.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bcl3f.zcf]

W1U        |-255.5 | 96.1| 88.0| 27.0|-99.3  |-60.1  

CBS-QB3    |-257.5 | 97.5| 88.8| 29.2|-101.0 |-59.0  

G3MP2B3    |-251.8 | 95.2| 87.1| 27.2|-96.5  |-60.1  

G3MP2B3+   |-251.9 | 95.4| 87.3| 27.2|-96.5  |-60.1  

G4MP2      |-250.7 | 92.1| 83.3| 29.5|-96.7  |-62.0  

M062X/Def2T|-257.5 |109.0|100.8| 27.5|-102.6 |-45.9  

B3/6-311++G|-236.8 | 80.1| 82.4| 27.2|-84.8  |-61.5  

++++++++++++++++++++++++++++++++

BCl3..Cl-

BCl4  mw:150.885 Anion CAS: Z-14911-67-2 fg:482 cnt:1689

HOF(solv)= -96.7/0.3 neut 96GUR/VEY
###### the following are "below the line": evaluated as not accurate ####

----

77KRI/TIT    Datum: HOF(A-)=-218.4/4.1 Latt p:1

DaffH(X..Y-)= 121.7/4.1 A-IN

Halide affinities from this reference are consistently too strong. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 46 kcal/mol and a .DELTA.fH of -198 to -205 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [bcl4.zcf]

W1U        |-201.2 | 46.4| 38.6| 26.3|-99.3  |-55.5  | 6.168

CBS-QB3    |-205.1 | 47.4| 39.5| 26.4|-101.0 |-56.7  |      

G3MP2B3    |-198.5 | 45.9| 38.0| 26.4|-96.5  |-56.1  | 6.117

G3MP2B3+   |-198.6 | 45.9| 38.1| 26.4|-96.5  |-56.1  | 6.119

G4MP2      |-197.6 | 46.0| 38.1| 26.5|-96.7  |-55.0  | 6.014

M062X/Def2T|-202.7 | 51.7| 43.7| 26.6|-102.6 |-48.4  | 5.482

B3/6-311++G|-181.7 | 29.1| 32.1| 26.4|-84.8  |-56.9  | 5.541

++++++++++++++++++++++++++++++++

CuBO2(OH)-

BCuHO3  mw:122.932 Anion CAS: Z-1398511-91-5 fg:21 cnt:9267

----

12FEN/HOU    Datum: EA=4.00(8) eV LPES p:8

Vertical Detachment Energy:4.26(8) eV.

++++++++++++++++++++++++++++++++

CuBO2-

BCuO2  mw:105.929 Anion CAS: Z-1293910-14-1 fg:17 cnt:8033

----

11FEN/XU     Datum: EA=1.90(4) eV LPES p:8

Vertical Detachment Energy:2.12(4) eV.

++++++++++++++++++++++++++++++++

Cu2BO2(OH)-

BCu2HO3  mw:185.862 Anion CAS: Z-1398511-93-7 fg:21 cnt:9268

----

12FEN/HOU    Datum: EA=2.30(8) eV LPES p:8

Vertical Detachment Energy:2.58(8) eV.

++++++++++++++++++++++++++++++++

Cu2BO2-

BCu2O2  mw:168.859 Anion CAS: Z-1293910-16-3 fg:17 cnt:8034

----

11FEN/XU     Datum: EA=3.53(4) eV LPES p:8

Vertical Detachment Energy:3.70(4) eV.

++++++++++++++++++++++++++++++++

BF2-

BF2  mw:49.007 Anion CAS: Z-26202-31-3 fg:8 cnt:85

HOF(A.)= -119.4/2.4  96GUR/VEY   | BDE(A-H)= 109.5/2.7 R-AH          

HOF(AH)= -176.8/1.2  96GUR/VEY   |

DacidS=25.2/0.7 A-AH |  S(A-)=57.5/0.5  98JANAF |  S(AH)=58.3/0.5  98JANAF
###### the following are "below the line": evaluated as not accurate ####

----

74SRI/UY  #  Datum: EA=2.13(13) eV IMRE [49.2(30) kcal] | HOF(A-)=-168.5/4.7 Acid p:3

DacidG(AH)= 366.4/4.1 H-TS| DacidH(AH)= 373.9/3.8 D-EA

DaffH(AH)=  83.6/4.7 A-IN

Electron affinity: 29.2 kcal < electron affinity(F), new electron affinity(F) used. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.11-1.15 eV, and a .DELTA.fH(A-) of ca. -144-146 kcal/mol.

----

70MAC/THY2   Datum: HOF(A-)=<-115.2/2.3 EIAE p:1

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bf2.zaf]

W1U        |-146.0 |397.4|390.1| 1.107|-177.6 |-120.5 |24.5|109.2

CBS-QB3    |-144.7 |397.1|389.9| 1.143|-176.1 |-118.4 |24.4|109.8

G3MP2B3    |-144.6 |397.0|389.7| 1.148|-174.4 |-118.1 |24.6|108.3

G3MP2B3+   |-145.6 |396.1|388.8| 1.190|-174.5 |-118.2 |24.4|108.4

G4MP2      |-144.7 |395.8|388.5| 1.162|-173.3 |-118.0 |24.5|107.4

M062X/Def2T|-145.3 |399.2|392.0| 0.839|-179.9 |-126.0 |24.3|106.0

B3/6-311++G|-139.3 |394.2|386.9| 1.240|-166.2 |-110.7 |24.4|107.6

++++++++++++++++++++++++++++++++

F2BO-

BF2O  mw:65.002 Anion CAS: Z-36477-99-3 fg:10 cnt:94

HOF(A.)= -199.0/12.0  96GUR/VEY  | BDE(A-H)= 114.1/12.5 R-AH         

HOF(AH)= -261.0/3.6  96GUR/VEY   |
###### the following are "below the line": evaluated as not accurate ####

----

87LAR/MCM2   Datum: DaffH= 48.0/4.0 IMRB | HOF(A-)=-249.2/4.7 AfIN p:4

DaffG(X..Y-)= 40.2/4.0 H-TS DacidH(AH)= 377.6/8.3 A-AH

These fluoride affinities are at least ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 73-75 kcal/mol.

----

72STO/NEL    Datum: HOF(A-)=<-239.6/10.2 IMRB p:2

DaffH(X..Y-)=>38.4/10.2 A-IN

DO- + BF3 -> F2BO- + DF thermochemical limit.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2bo.zaf]

W1U        |-281.8 |348.1|341.1| 3.787|-264.1 |-194.5 |23.7|121.8

CBS-QB3    |-280.8 |347.3|340.1| 3.823|-262.4 |-192.6 |24.0|121.8

G3MP2B3    |-279.4 |348.1|341.0| 3.783|-260.2 |-192.0 |23.8|120.3

G3MP2B3+   |-279.5 |348.0|340.9| 3.789|-260.3 |-192.1 |23.9|120.3

G4MP2      |-277.9 |348.0|340.9| 3.735|-258.7 |-191.7 |23.8|119.1

M062X/Def2T|-283.2 |348.5|341.4| 3.633|-267.0 |-199.4 |23.7|119.7

B3/6-311++G|-270.5 |343.1|336.0| 3.842|-246.3 |-181.8 |23.8|116.6

++++++++++++++++++++++++++++++++

BF3-.

BF3  mw:68.005 Anion CAS: Z-37352-52-6 fg:8 cnt:255

HOF(A.)= -271.5/0.2  96GUR/VEY   |
###### the following are "below the line": evaluated as not accurate ####

----

80ROT/MAT    Datum: EA==0.0 eV NBIE p:4

See also 72STO/NEL; Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.7 eV, unbound.

----

69PAG/GOO    Datum: EA=2.65 eV SI   [61.1 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bf3.zzf]

W1U        |-258.3 |     |     |-0.672|       |-274.0 |    |     

CBS-QB3    |-256.5 |     |     |-0.686|       |-272.4 |    |     

G3MP2B3    |-254.8 |     |     |-0.670|       |-270.4 |    |     

G3MP2B3+   |-255.9 |     |     |-0.628|       |-270.5 |    |     

G4MP2      |-255.7 |     |     |-0.564|       |-268.8 |    |     

M062X/Def2T|-260.4 |     |     |-0.724|       |-277.3 |    |     

B3/6-311++G|-247.7 |     |     |-0.286|       |-254.5 |    |     

++++++++++++++++++++++++++++++++

BF4-

BF4  mw:87.003 Anion CAS: Z-14874-70-5 fg:8 cnt:205

HOF(solv)=-271.5/0.2 neut 96GUR/VEY

----

91VEL/NES *  Datum: DaffH= 79.1/2.0 TDEq | HOF(A-)=-408.6/1.9 AfIN p:8

Fluoride Affinity: 37.5 kcal/mol less than AlF3.

----

96ALE/BOR *  Datum: DaffH= 78.5/3.3 TDAs p:7

----

84PYA/GUS *  Datum: DaffH= 78.9/9.6 TDEq p:7
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 63.6/2.0 IMRE p:4

DaffH(X..Y-)= 72.0/2.0 G+TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 74-76 kcal/mol.

----

84MAL/ROS    Datum: HOF(A-)=-423.7/9.0 Latt p:3

DaffH(X..Y-)= 92.7/9.0 A-IN

Fluoride affinities from this method appear to be consistently about 10 kcal/mol too strong -JEB.

----

77KRI/TIT *  Datum: HOF(A-)=-423.7/8.2 Latt p:3

DaffH(X..Y-)= 92.7/8.2 A-IN

Halide affinities from this reference are consistently too strong. Composite computational methods(18BAR/) indicate an .DELTA.affH ca. 82 kcal/mol.

----

74SRI/UY     Datum: HOF(A-)=<-433.0/6.7 TDEq p:2

DaffH(X..Y-)=>102.0/6.7 A-IN

BF3 + BF2- <=> BF4- + BF.

----

72STO/NEL    Datum: HOF(A-)=<-327.0/1.5 IMRB p:2

Fluoride Affinity: > SF5.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [bf4.zcf]

W1U        |-416.4 | 82.3| 74.6| 25.9|-274.0 |-60.1  | 7.469

CBS-QB3    |-415.5 | 84.1| 75.7| 28.1|-272.4 |-59.0  | 7.479

G3MP2B3    |-412.6 | 82.0| 73.5| 28.4|-270.4 |-60.1  | 7.511

G3MP2B3+   |-412.7 | 82.1| 73.7| 28.1|-270.5 |-60.1  | 7.518

G4MP2      |-410.8 | 80.0| 72.1| 26.3|-268.8 |-62.0  | 7.408

M062X/Def2T|-418.7 | 95.5| 87.0| 28.4|-277.3 |-45.9  | 7.280

B3/6-311++G|-395.5 | 69.2| 71.1| 28.1|-254.5 |-61.5  | 7.026

++++++++++++++++++++++++++++++++

FeBO2-

BFeO2  mw:98.935 Anion CAS: Z-1223089-42-6 fg:17 cnt:8041

----

10FEN/XU     Datum: EA=2.08(8) eV LPES p:8

Vertical Detachment Energy:2.28(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [feobo-k.za0]

M062X/Def2T|-141.1 |     |     | 2.040|       |-94.1  |    |     

++++++++++++++++++++++++++++++++

Fe2BO2-

BFe2O2  mw:154.870 Anion CAS: Z-1223089-46-0 fg:17 cnt:8042

----

10FEN/XU     Datum: EA=1.60(8) eV LPES p:8

Vertical Detachment Energy:1.79(8) eV.

++++++++++++++++++++++++++++++++

Fe3BO2-

BFe3O2  mw:210.805 Anion CAS: Z-1223089-48-2 fg:17 cnt:8043

----

10FEN/XU     Datum: EA=2.07(8) eV LPES p:8

Vertical Detachment Energy:2.31(8) eV.

++++++++++++++++++++++++++++++++

Fe4BO2-

BFe4O2  mw:266.739 Anion CAS: Z-1223089-49-3 fg:17 cnt:8044

----

10FEN/XU     Datum: EA=1.60(10) eV LPES p:8

Vertical Detachment Energy:1.9(1) eV.

++++++++++++++++++++++++++++++++

Fe5BO2-

BFe5O2  mw:322.674 Anion CAS: Z-1223089-50-6 fg:17 cnt:8045

----

10FEN/XU     Datum: EA=1.98(8) eV LPES p:8

Vertical Detachment Energy:2.28(8) eV.

++++++++++++++++++++++++++++++++

Fe6BO2-

BFe6O2  mw:378.609 fg:17 cnt:8046

----

10FEN/XU     Datum: EA=2.14(8) eV LPES p:8

Vertical Detachment Energy:2.45(8) eV.

++++++++++++++++++++++++++++++++

Fe7BO2-

BFe7O2  mw:434.544 fg:17 cnt:8047

----

10FEN/XU     Datum: EA=1.97(8) eV LPES p:8

Vertical Detachment Energy:2.22(8) eV.

++++++++++++++++++++++++++++++++

Fe8BO2-

BFe8O2  mw:490.479 fg:17 cnt:8048

----

10FEN/XU     Datum: EA=1.90(8) eV LPES p:8

Vertical Detachment Energy:2.12(8) eV.

++++++++++++++++++++++++++++++++

Fe9BO2-

BFe9O2  mw:546.414 fg:17 cnt:8049

----

10FEN/XU     Datum: EA=1.93(8) eV LPES p:8

Vertical Detachment Energy:2.18(8) eV.

++++++++++++++++++++++++++++++++

Fe10BO2-

BFe10O2  mw:602.349 fg:17 cnt:8050

----

10FEN/XU     Datum: EA=1.98(8) eV LPES p:8

Vertical Detachment Energy:2.13(8) eV.

++++++++++++++++++++++++++++++++

BH-.

BH  mw:12.018 Anion CAS: Z-56094-18-9 fg:3 cnt:2906

HOF(A.)= 106.6/1.7  96GUR/VEY    | BDE(A-H)= 82.7/3.1 R-AH           

HOF(AH)=  76.1/2.6  96GUR/VEY    |

----

93REI/       Datum: EA=0.30(25) eV CIEL | HOF(A-)=99.7/6.1 R-EA p:7

DacidH(AH)= 389.4/6.3 D-EA

DaffH(AH)=  70.0/6.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bh.zaf]

W1U        |103.4  |392.0|385.4| 0.105|77.2   |105.8  |22.2|80.7 

CBS-QB3    |105.5  |392.6|386.0|-0.001|78.6   |105.5  |22.3|79.0 

G3MP2B3    |104.3  |392.9|386.2| 0.024|78.6   |104.8  |22.3|78.3 

G3MP2B3+   |104.2  |392.8|386.2| 0.029|78.6   |104.8  |22.1|78.4 

G4MP2      |104.1  |392.2|385.6| 0.033|79.1   |104.9  |22.3|77.9 

M062X/Def2T|108.0  |398.6|392.0|-0.070|74.1   |106.4  |22.1|84.4 

B3/6-311++G|99.7   |393.4|386.8| 0.334|73.6   |107.4  |22.1|85.9 

++++++++++++++++++++++++++++++++

BH2-

BH2  mw:13.026 Anion CAS: Z-19651-93-5 fg:3 cnt:4497

HOF(A.)=  76.1/2.6  96GUR/VEY    | BDE(A-H)= 107.1/3.6 R-AH          

HOF(AH)=  21.0/2.4  96GUR/VEY    |

DacidS=27.4/3.0 A-AH |  S(A-)=46.3/0.1 Isoe 82WAG/EVA |  S(AH)=44.9/3.0  06BIN/MIL
###### the following are "below the line": evaluated as not accurate ####

----

05BAR/HIN    Datum: DacidH(AH)= 411.8 Calc p:2

DacidG(AH)= 403.6/0.9 H-TS  EA(eV)= 0.387

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bh2.zaf]

W1U        |71.2   |413.2|405.2| 0.259|23.9   |77.2   |26.8|105.4

CBS-QB3    |72.9   |413.9|406.0| 0.248|24.7   |78.6   |26.7|106.0

G3MP2B3    |72.0   |412.9|404.9| 0.285|26.3   |78.6   |26.9|104.4

G3MP2B3+   |71.4   |412.3|404.3| 0.313|26.3   |78.6   |26.7|104.4

G4MP2      |71.3   |412.3|404.2| 0.334|26.2   |79.1   |26.9|104.9

M062X/Def2T|75.1   |417.5|409.5|-0.042|22.3   |74.1   |26.7|104.0

B3/6-311++G|68.0   |413.9|405.9| 0.241|21.4   |73.6   |26.7|104.2

++++++++++++++++++++++++++++++++

H2O..LiBO2-

BH2LiO3  mw:68.026

Core ion CAS: Z-130692-12-5 Solvent: 7732-18-5 fg:21 cnt:11273

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/HOU    Datum: EA=0.71(8) eV LPES p:8

Vertical Detachment Energy:0.74(8) eV. There is another isomer with electron affinity = 0.46 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wlibo2.zcf]

G3MP2B3    |-244.9 | 10.1|  4.8| 17.9|-57.6  |-177.1 | 0.529

B3/6-311++G|-237.6 |     |     |     |       |       | 0.548

++++++++++++++++++++++++++++++++

H2O..NaBO2-

BH2NaO3  mw:84.000

Core ion CAS: Z-1657741-69-9 Solvent: 7732-18-5 fg:21 cnt:9338

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

11FEN/CHE    Datum: EA=1.14(8) eV LPES p:8

DaffH(AH)=  4.4/2.6 dEA

Vertical Detachment Energy:1.23(8) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nabo2w.zcf]

CBS-QB3    |-244.6 | 11.3|  8.5|  9.3|-58.2  |-175.1 | 0.699

G3MP2B3    |-244.7 | 11.0|  5.2| 19.4|-57.6  |-176.2 | 0.690

G3MP2B3+   |-245.3 | 11.1|  7.6| 11.7|-57.6  |-176.7 | 0.682

M062X/Def2T|-240.8 | 12.4|  7.1| 17.7|-53.6  |-174.8 | 0.346

B3/6-311++G|-235.5 | 11.7|  9.1|  8.6|-54.2  |-169.7 | 0.808

++++++++++++++++++++++++++++++++

BH3-.

BH3  mw:14.033 Anion CAS: Z-34518-80-4 fg:3 cnt:2120

HOF(A.)=  21.0/2.4  96GUR/VEY    | BDE(A-H)= 16.6/3.1 R-AH           

HOF(AH)=  56.5/2.0  98YU_/BAU    |

----

89WIC/MOR    Datum: EA=0.038(15) eV LPES | HOF(A-)=20.2/2.4 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bh3.zzf]

W1U        |23.1   |331.2|323.5| 0.044|57.8   |23.9   |25.6|18.2 

CBS-QB3    |26.0   |331.7|323.7|-0.036|60.0   |24.7   |26.9|16.9 

G3MP2B3    |26.3   |332.8|325.4| 0.010|60.7   |26.3   |24.8|17.8 

G3MP2B3+   |25.7   |332.5|325.1| 0.031|60.4   |26.3   |24.6|18.0 

G4MP2      |25.1   |331.7|324.3| 0.058|60.5   |26.2   |25.1|17.9 

M062X/Def2T|26.3   |334.0|326.4|-0.164|57.0   |22.3   |25.4|17.4 

B3/6-311++G|18.6   |331.9|324.6| 0.128|54.0   |21.4   |24.6|19.5 

++++++++++++++++++++++++++++++++

BD3-.

BD3  mw:17.052 Anion CAS: Z-84979-76-0 fg:3 cnt:2121

----

89WIC/MOR    Datum: EA=0.027(14) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bd3.zzf]

W1U        |19.6   |     |     | 0.021|       |19.7   |    |     

CBS-QB3    |23.7   |     |     |-0.063|       |21.9   |    |     

G3MP2B3    |22.8   |     |     |-0.013|       |22.3   |    |75.3 

G4MP2      |22.8   |     |     | 0.035|       |23.4   |    |     

M062X/Def2T|24.2   |     |     |-0.185|       |19.7   |    |     

B3/6-311++G|22.1   |     |     | 0.032|       |22.6   |    |     

++++++++++++++++++++++++++++++++

NaBH3-

BH3Na  mw:37.023 Anion CAS: Z- fg:16 cnt:10903

----

19LIU/FED    Datum: EA=0.87(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nabh3.zaf]

W1U        |19.3   |     |     | 0.811|       |37.5   |    |     

CBS-QB3    |20.6   |     |     | 0.856|       |40.7   |    |     

G3MP2B3    |18.8   |     |     | 0.921|       |40.5   |    |     

G3MP2B3+   |18.6   |     |     | 0.926|       |40.4   |    |     

M062X/Def2T|21.6   |     |     | 0.570|       |34.9   |    |     

B3/6-311++G|16.8   |     |     | 0.777|       |35.2   |    |     

++++++++++++++++++++++++++++++++

BH4-

BH4  mw:15.041 Anion CAS: Z-16971-29-2 fg:3 cnt:198

HOF(A.)=  56.5/4.0  98YU_/BAU    |

HOF(solv)=  21.0/2.4 neut 96GUR/VEY

----

88WOR/SQU    Datum: DaffH= 74.2/2.8 Endo | HOF(A-)=-18.5/3.7 AfIN p:9

From Endo threshold for hydride transfer to CO2.

----

77KRI/TIT *  Datum: DaffH= 77.0/2.0 Latt | HOF(A-)=-21.3/3.1 AfIN p:7

----

55ALT/    *  Datum: HOF(A-)=-23.0/11.6 Latt p:6

DaffH(X..Y-)= 78.7/11.6 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

68DUN/       Datum: HOF(A-)=<44.8/10.2 IMRB p:3

DaffH(X..Y-)=>11.0/10.1 A-IN

HO- + B2H6 ->. HOF(H2BOH) = -69.226?2.39 kca/mol [96GUR/VEY].

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [bh4.zcf]

W1U        |-15.0  | 73.6| 67.4| 20.8|23.9   |34.7   | 3.152

CBS-QB3    |-14.2  | 78.6| 72.4| 21.0|24.7   |34.7   | 3.212

G3MP2B3    |-13.0  | 78.8| 72.6| 25.8|26.3   |34.7   | 3.186

G3MP2B3+   |-13.4  | 79.1| 72.9| 20.8|26.3   |34.7   | 3.194

G4MP2      |-13.0  | 86.5| 80.2| 20.9|26.2   |34.7   | 3.183

M062X/Def2T|-13.1  | 87.7| 80.0| 25.7|22.3   |34.7   | 3.033

B3/6-311++G|-18.9  | 64.7| 64.8| 25.7|21.4   |34.7   | 3.156

++++++++++++++++++++++++++++++++

(H2O)2..LiBO2-

BH4LiO4  mw:86.037 fg:21 cnt:11274

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/HOU    Datum: EA=0.80(8) eV LPES p:8

DaffH(AH)=  2.1/2.6 dEA

Vertical Detachment Energy:0.86(8) eV. There is another isomer with electron affinity = 0.47 eV.

++++++++++++++++++++++++++++++++

(H2O)2..NaBO2-

BH4NaO4  mw:102.011 fg:21 cnt:9339

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

11FEN/CHE    Datum: EA=1.26(8) eV LPES p:8

DaffH(AH)=  2.8/2.6 dEA

Vertical Detachment Energy:1.38(8) eV.

++++++++++++++++++++++++++++++++

(H2O)3..LiBO2-

BH6LiO5  mw:104.047 fg:21 cnt:11275

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/HOU    Datum: EA=0.73(8) eV LPES p:8

Vertical Detachment Energy:0.92(8) eV. There is another isomer with electron affinity = 0.38 eV.

++++++++++++++++++++++++++++++++

(H2O)3..NaBO2-

BH6NaO5  mw:120.021 fg:21 cnt:9340

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

11FEN/CHE    Datum: EA=1.66(8) eV LPES p:8

DaffH(AH)=  9.2/2.6 dEA

Vertical Detachment Energy:1.72(8) eV. There is an isomer with electron affinity = 0.59(15) eV, possible a solvent-separated ion pair.

++++++++++++++++++++++++++++++++

(H2O)4..LiBO2-

BH8LiO6  mw:122.058 fg:21 cnt:11276

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/HOU    Datum: EA=0.74(8) eV LPES p:8

Vertical Detachment Energy:0.79(8) eV. There is another isomer with electron affinity = 0.42 eV.

++++++++++++++++++++++++++++++++

(H2O)4..NaBO2-

BH8NaO6  mw:138.032 fg:21 cnt:9341

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

11FEN/CHE    Datum: EA=1.56(15) eV LPES p:8

Vertical Detachment Energy:1.76(15) eV. There is an isomer with electron affinity = 0.43(15) eV, possible a solvent-separated ion pair.

++++++++++++++++++++++++++++++++

(H2O)5..LiBO2-

BH10LiO7  mw:140.069 fg:21 cnt:11277

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/HOU    Datum: EA=0.33(8) eV LPES p:8

Vertical Detachment Energy:0.56(8) eV.

++++++++++++++++++++++++++++++++

IrB-

BIr  mw:203.973 Anion CAS: N-12523-54-5 fg:19 cnt:10982

HOF(A.)= 179.1/3.3  19MER/TIE    |

----

20CHE/KOC2   Datum: EA=1.995(1) eV PVMI p:8

Doublet anion to triple neutral. For 193Ir11B-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [irb-d.za0]

M062X/Def2T|144.9  |     |     | 1.085|       |169.9  |    |     

++++++++++++++++++++++++++++++++

KBO2-.

BKO2  mw:81.963 Anion CAS: N-13709-94-9 fg:17 cnt:264

HOF(A.)= -160.6/2.4  85FAR/SRI   |

----

76SHE/ILJ *  Datum: EA=1.2(2) eV EIAE [27.(5) kcal] | HOF(A-)=-187.6/5.6 R-EA p:5

From K2BO2F.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [kbo2.zaf]

CBS-QB3    |-176.5 |     |     | 0.758|       |-159.1 |    |     

G3MP2B3    |-178.8 |     |     | 0.894|       |-158.2 |    |     

G3MP2B3+   |-178.9 |     |     | 0.903|       |-158.1 |    |     

G4MP2      |-178.5 |     |     | 0.913|       |-157.2 |    |     

M062X/Def2T|-177.9 |     |     | 0.611|       |-163.9 |    |     

B3/6-311++G|-174.0 |     |     | 0.916|       |-152.8 |    |     

++++++++++++++++++++++++++++++++

LiBO2-

BLiO2  mw:50.016 Anion CAS: Z-130692-12-5 fg:17 cnt:11272

HOF(A.)= -154.6/3.0  02BIN/MIL   |

----

15ZEN/HOU    Datum: EA=0.83(8) eV LPES | HOF(A-)=-173.7/3.5 R-EA p:8

Vertical Detachment Energy:0.83(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [liobo.zzf]

W1U        |-177.7 |     |     | 1.245|       |-148.9 |    |     

G3MP2B3    |-177.1 |     |     | 1.374|       |-145.5 |    |     

G4MP2      |-176.6 |     |     | 1.404|       |-144.3 |    |     

M062X/Def2T|-174.2 |     |     | 1.035|       |-150.3 |    |     

B3/6-311++G|-172.7 |     |     | 0.998|       |-149.7 |    |     

++++++++++++++++++++++++++++++++

BN-.

BN  mw:25.013 Anion CAS: Z-57679-61-5 fg:19 cnt:2907

HOF(A.)= 134.8/14.3  96GUR/VEY   |

----

98ASM/TAY    Datum: EA=3.160(5) eV LPES | HOF(A-)=62.0/14.3 R-EA p:9

----

93REI/       Datum: EA=2.9(3) eV CIEL p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bn.zaf]

W1U        |72.2   |     |     | 3.165|       |145.1  |    |     

CBS-QB3    |75.1   |     |     | 3.012|       |144.5  |    |     

G3MP2B3    |71.4   |     |     | 3.128|       |143.6  |    |     

G3MP2B3+   |71.4   |     |     | 3.128|       |143.5  |    |     

G4MP2      |72.3   |     |     | 3.047|       |142.5  |    |     

M062X/Def2T|73.8   |     |     | 3.928|       |164.4  |    |     

B3/6-311++G|70.4   |     |     | 3.889|       |160.1  |    |     

++++++++++++++++++++++++++++++++

NaBO2-.

BNaO2  mw:65.989 Anion CAS: Z-1657741-69-9 fg:17 cnt:253

HOF(A.)= -155.0/3.0  02BIN/MIL   |

----

11FEN/CHE    Datum: EA=0.95(8) eV LPES | HOF(A-)=-176.9/3.5 R-EA p:8

Vertical Detachment Energy:1.00(8) eV.
###### the following are "below the line": evaluated as not accurate ####

----

76SHE/ILJ *  Datum: EA=1.4(2) eV EIAE [33.(5) kcal] p:4

From Na2BO2F.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nabo2.zaf]

W1U        |-175.0 |     |     | 1.026|       |-151.4 |    |     

CBS-QB3    |-175.1 |     |     | 1.123|       |-149.3 |    |     

G3MP2B3    |-176.2 |     |     | 1.115|       |-150.6 |    |     

G3MP2B3+   |-176.7 |     |     | 1.094|       |-151.3 |    |     

G4MP2      |-175.7 |     |     | 1.159|       |-149.0 |    |     

M062X/Def2T|-174.8 |     |     | 0.843|       |-155.4 |    |     

B3/6-311++G|-169.7 |     |     | 1.205|       |-142.0 |    |     

++++++++++++++++++++++++++++++++

BO-

BO  mw:27.005 Anion CAS: Z-12513-02-9 fg:5 cnt:72

HOF(A.)=   0.0/1.9  02BIN/MIL    | BDE(A-H)= 99.5/2.0 R-AH           

HOF(AH)= -47.4/0.7  02BIN/MIL    |

----

97WEN/KIM2   Datum: EA=2.508(8) eV LPES | HOF(A-)=-57.8/2.3 R-EA p:9

DacidH(AH)= 355.3/2.0 D-EA

DaffH(AH)=  218.7/2.3 A-IN

Conjugate acid taken as HBO.

----

07ZHA/WAN2   Datum: EA=2.51(15) eV LPES p:8

The Vertical Detachment Energy is the same as the given adiabatic electron affinity.
###### the following are "below the line": evaluated as not accurate ####

----

71SRI/UY  #  Datum: EA=2.83(9) eV TDEq [65.3(21) kcal] p:4

Electron affinity(BO) < electron affinity(Cl) by 18 kcal, new .DELTA.Hf(BO) and electron affinity(Cl) used.

----

70JEN/       Datum: EA=> 2.49 eV IMRB [240. kJ] p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bo.zaf]

W1U        |-55.9  |367.4|359.9| 2.505|-57.5  |1.9    |25.1|111.4

CBS-QB3    |-54.9  |367.0|359.5| 2.564|-56.1  |4.3    |25.0|112.5

G3MP2B3    |-56.3  |366.8|359.3| 2.562|-55.9  |2.8    |24.9|110.8

G3MP2B3+   |-56.3  |     |     | 2.561|       |2.8    |    |     

G4MP2      |-56.4  |365.8|358.4| 2.586|-55.1  |3.2    |25.0|110.4

M062X/Def2T|-55.2  |367.2|359.8| 2.350|-57.7  |-1.0   |24.9|108.8

B3/6-311++G|-54.8  |367.4|360.0| 2.603|-55.0  |5.2    |24.9|112.2

++++++++++++++++++++++++++++++++

OBS-

BOS  mw:58.977 Anion CAS: Z-99260-46-5 fg:17 cnt:8827

----

16ZHA/XU     Datum: EA=3.88(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obs.zaf]

W1U        |-121.3 |313.8|308.7| 3.923|-69.3  |-30.9  |17.2|90.5 

CBS-QB3    |-121.6 |313.4|308.4| 3.942|-69.3  |-30.7  |17.0|90.7 

G3MP2B3    |-120.9 |315.0|308.8| 3.898|-68.8  |-30.9  |21.0|90.0 

G3MP2B3+   |-121.0 |315.0|308.7| 3.901|-68.8  |-31.0  |21.1|90.0 

G4MP2      |-120.4 |314.8|309.7| 3.911|-68.0  |-30.2  |17.1|89.9 

M062X/Def2T|-122.0 |315.2|310.1| 3.852|-72.6  |-33.2  |17.0|91.5 

B3/6-311++G|-116.3 |312.4|307.3| 3.871|-61.5  |-27.0  |17.1|86.5 

++++++++++++++++++++++++++++++++

TaBO-

BOTa  mw:207.953 Anion CAS: N-934747-81-6 fg:17 cnt:11183

----

20CZE/WAN    Datum: EA=1.729(2) eV LPES p:8

Quartet anion to pentet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tabo-q.za0]

M062X/Def2T|79.3   |     |     | 1.622|       |116.7  |    |     

++++++++++++++++++++++++++++++++

BO2-

BO2  mw:43.000 Anion CAS: Z-14100-65-3 fg:6 cnt:80

HOF(A.)= -68.0/1.9  98JANAF      | BDE(A-H)= 118.2/2.2 R-AH          

HOF(AH)= -134.1/1.0  98JANAF     |

----

07ZHA/WAN2   Datum: EA=4.46(3) eV LPES | HOF(A-)=-170.8/3.1 Acid p:9

DacidH(AH)= 329.0/2.2 D-EA

DaffH(AH)=  196.7/3.1 A-IN

The Vertical Detachment Energy is the same as the given adiabatic electron affinity.

----

83SID/RUD *  Datum: HOF(A-)=-174.4/4.3 TDEq p:7

DacidH(AH)= 324.1/6.3 D-EA  EA(eV)= 4.514

----

87SEM/MIN *  Datum: HOF(A-)=-168.0/3.8 TDEq p:6

EA(eV)= 4.323

Also BO2 neutral = -69.8/2.0 kcal/mol from TDEq.

----

70JEN/       Datum: EA=4.19(31) eV TDEq [404.(30) kJ] p:6
###### the following are "below the line": evaluated as not accurate ####

----

76SHE/ILJ    Datum: EA=3.45(50) eV EIAE p:3

From K2BO2F.

----

71SRI/UY  #  Datum: EA=3.28(13) eV TDEq [75.6(30) kcal] p:3

Electron affinity(BO2) < electron affinity(Cl) by 7.7 kcal, new .DELTA.Hf(BO2) and electron affinity(Cl) used.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bo2.zaf]

W1U        |-170.7 |327.6|321.8| 4.501|-132.5 |-66.8  |19.6|117.8

CBS-QB3    |-169.5 |327.0|321.2| 4.459|-130.7 |-66.4  |19.4|116.5

G3MP2B3    |-169.5 |327.7|321.9| 4.509|-130.0 |-65.4  |19.6|116.7

G3MP2B3+   |-169.6 |     |     |      |       |       |    |     

G3MP2B3+   |-169.6 |327.6|321.8| 4.511|-130.0 |-65.4  |19.6|116.7

G4MP2      |-168.7 |327.4|321.5| 4.531|-128.9 |-64.1  |19.6|116.9

M062X/Def2T|-170.6 |328.6|322.7| 4.384|-134.4 |-69.3  |19.6|117.3

B3/6-311++G|-167.4 |325.3|319.5| 4.309|-125.5 |-67.9  |19.6|109.6

++++++++++++++++++++++++++++++++

PtB-

BPt  mw:205.975 Anion CAS: N-12523-54-5 fg:19 cnt:10983

HOF(A.)= 147.0/2.9  19MER/TIE    |

----

20CHE/KOC2   Datum: EA=2.153(3) eV PVMI p:8

Singlet anion to doublet neutral. For 195Pt11B-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptb-s.za0]

M062X/Def2T|116.1  |     |     | 1.551|       |151.9  |    |     

++++++++++++++++++++++++++++++++

RhB-

BRh  mw:113.915 Anion CAS: Z-2559763-87-8 fg:19 cnt:11531

----

20CHE/CHE2   Datum: EA=0.961(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rhb-d.zz0]

M062X/Def2T|134.9  |     |     | 0.609|       |148.9  |    |     

++++++++++++++++++++++++++++++++

BS-

BS  mw:42.982 Anion CAS: Z-39343-06-1 fg:19 cnt:11177

HOF(A.)=  80.0/4.0  02BIN/MIL    |

----

18ZHA/XU     Datum: EA=2.32(5) eV LPES p:8

Vertical Detachment Energy:2.47(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bs.zaf]

W1U        |15.4   |370.4|362.9| 2.306|10.8   |68.6   |25.2|109.9

CBS-QB3    |14.7   |369.7|362.2| 2.351|10.7   |68.9   |25.3|110.3

G3MP2B3+   |12.7   |369.5|362.0| 2.386|10.4   |67.7   |25.1|109.4

G4MP2      |12.9   |369.5|362.0| 2.386|10.6   |67.9   |25.3|109.4

M062X/Def2T|16.6   |371.8|364.3| 2.098|9.5    |65.0   |25.2|107.6

B3/6-311++G|18.1   |371.1|363.7| 2.364|14.2   |72.6   |25.1|110.5

++++++++++++++++++++++++++++++++

BS2-

BS2  mw:74.954 Anion CAS: Z-124504-54-7 fg:19 cnt:8828

----

16ZHA/XU     Datum: EA=3.80(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bs2.zaf]

W1U        |-62.3  |307.4|302.9| 3.833|-3.8   |26.2   |15.1|82.1 

CBS-QB3    |-63.9  |306.9|301.4| 3.804|-5.1   |23.9   |18.6|81.1 

G3MP2B3    |-64.7  |307.7|303.2| 3.873|-5.2   |24.6   |15.0|82.0 

G3MP2B3+   |-64.7  |307.7|303.2| 3.871|-5.3   |24.6   |15.0|82.0 

G4MP2      |-63.8  |308.5|303.9| 3.850|-5.1   |25.1   |15.1|82.3 

M062X/Def2T|-64.0  |306.5|302.4| 3.761|-5.8   |22.9   |13.6|80.8 

B3/6-311++G|-56.3  |305.3|301.3| 3.701|5.7    |29.1   |13.7|75.6 

++++++++++++++++++++++++++++++++

BS3-

BS3  mw:106.926 fg:19 cnt:11178

----

18ZHA/XU     Datum: EA=3.34(5) eV LPES p:8

Vertical Detachment Energy:3.42(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bs3.zaf]

W1U        |-47.8  |320.3|313.0| 3.607|-2.2   |35.6   |24.5|89.9 

CBS-QB3    |-50.1  |319.3|312.0| 3.456|-3.6   |29.8   |24.4|85.5 

G3MP2B3    |-49.3  |320.3|313.0| 3.463|-2.4   |30.7   |24.4|85.2 

G3MP2B3+   |-49.3  |320.3|313.0| 3.465|-2.4   |30.7   |24.4|85.2 

G4MP2      |-49.9  |321.0|313.7| 3.409|-3.7   |28.9   |24.5|84.7 

M062X/Def2T|-51.4  |320.1|312.9| 3.315|-6.9   |25.1   |24.2|84.1 

B3/6-311++G|-30.5  |319.0|311.7| 3.351|17.8   |46.9   |24.4|81.2 

++++++++++++++++++++++++++++++++

B2-

B2  mw:22.019 Anion CAS: Z-52499-74-8 fg:2 cnt:2908

HOF(A.)= 198.5/0.5  82WAG/EVA    |

----

93REI/       Datum: EA=>1.3(4) eV CIEL | HOF(A-)=<168.5/9.7 R-EA p:7

DaffH(AH)= >95.1/9.7 A-IN

The authors say the electron affinity is "probably 41.5 kcal/mol.".

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2-q.zaf]

W1U        |162.1  |     |     | 1.967|       |207.5  |    |     

CBS-QB3    |164.4  |     |     | 1.960|       |209.6  |    |     

G3MP2B3    |158.8  |     |     | 1.983|       |204.5  |    |     

G3MP2B3+   |158.8  |     |     | 1.984|       |204.5  |    |     

G4MP2      |161.6  |     |     | 1.957|       |206.7  |    |     

M062X/Def2T|158.3  |     |     | 2.336|       |212.2  |    |     

B3/6-311++G|160.6  |     |     | 2.298|       |213.6  |    |     

++++++++++++++++++++++++++++++++

BiB2-

B2Bi  mw:231.000 fg:19 cnt:9010

----

24GAO/CHO    Datum: EA=2.174(1) eV LPES p:9

----

17JIA/CHE    Datum: EA=2.62(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bib2-t.za0]

M062X/Def2T|149.8  |     |     | 1.509|       |184.9  |    |     

++++++++++++++++++++++++++++++++

BiB2O-

B2BiO  mw:246.994 Anion CAS: Z-2143116-02-1 fg:17 cnt:9009

----

17JIA/CHE    Datum: EA=2.80(2) eV LPES p:9

++++++++++++++++++++++++++++++++

Bi2B2-

B2Bi2  mw:439.980 Anion CAS: Z-2415363-10-7 fg:20 cnt:9911

----

19CHE/CZE    Datum: EA=2.2783(54) eV SEVI p:9

++++++++++++++++++++++++++++++++

CeB2O2-

B2CeO2  mw:193.914 Anion CAS: N-2411110-63-7 fg:17 cnt:10728

----

18MAS/HAR    Datum: EA=1.87(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Cu(BO2)2-

B2CuO4  mw:148.928 Anion CAS: Z-1293910-15-2 fg:17 cnt:8035

----

11FEN/XU     Datum: EA=5.07(4) eV LPES p:8

Vertical Detachment Energy:5.28(4) eV.

++++++++++++++++++++++++++++++++

Cu2(BO2)2-

B2Cu2O4  mw:211.858 fg:17 cnt:8036

----

11FEN/XU     Datum: EA=2.74(4) eV LPES p:8

Vertical Detachment Energy:2.92(4) eV.

++++++++++++++++++++++++++++++++

B2H3-

B2H3  mw:25.043 Anion CAS: Z-69155-47-1 fg:20 cnt:3426

HOF(A.)=  73.3/2.0  98YU_/BAU    | BDE(A-H)= 75.3/2.8 R-AH           

HOF(AH)=  50.1/2.0  98YU_/BAU    |

DacidS=24.4/3.0 Calc | 

----

94KRE/DAM    Datum: DacidG= 360.0/5.0 IMRB | HOF(A-)=51.7/5.5 Acid p:7

DacidH(AH)= 367.3/5.1 G+TS EA(ev)= 0.938

Between tBuOH, pyrrole.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2h3.zaf]

W1U        |53.4   |370.5|363.0| 1.269|48.7   |82.5   |25.2|85.9 

CBS-QB3    |56.8   |371.1|363.5| 1.269|51.5   |85.9   |25.4|86.6 

G3MP2B3    |54.8   |368.8|361.4| 1.362|53.2   |86.1   |24.9|85.0 

G3MP2B3+   |54.7   |368.9|361.5| 1.360|53.1   |86.0   |24.8|85.0 

G4MP2      |54.7   |368.7|361.3| 1.381|53.2   |86.4   |24.9|85.4 

M062X/Def2T|52.6   |373.5|366.0| 1.004|43.8   |75.6   |25.1|84.0 

B3/6-311++G|48.0   |371.8|364.4| 1.195|43.5   |75.5   |24.8|84.1 

++++++++++++++++++++++++++++++++

B2H6..H-

B2H7  mw:29.074 Anion CAS: Z-27380-11-6 fg:480 cnt:2226

HOF(solv)=   8.8/0.5  96GUR/VEY    

----

88WOR/SQU    Datum: DaffH= 74.0 Endo | HOF(A-)=-30.5/0.5 AfIN p:8

Calculated from data on BH3.bullet..bullet.BH4-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [b2h6h.zcf]

W1U        |-24.8  | 67.5| 62.9| 15.4|7.9    |34.7   

G3MP2B3    |-20.2  | 73.1| 68.6| 15.2|13.4   |34.7   

G3MP2B3+   |-20.6  | 73.5| 68.9| 15.3|13.3   |34.7   

G4MP2      |-20.3  | 80.3| 75.9| 14.8|12.8   |34.7   

M062X/Def2T|-24.8  | 82.9| 77.5| 18.0|5.7    |34.7   

B3/6-311++G|-28.4  | 61.0| 64.1| 15.7|8.2    |34.7   

++++++++++++++++++++++++++++++++

BH3..BH4-

B2H7  mw:29.074 Anion CAS: Z-27380-11-6 fg:20 cnt:2228

HOF(solv)=  21.0/2.4 neut 96GUR/VEY

----

88WOR/SQU    Datum: DaffH= 39.4/1.2 CIDT | HOF(A-)=-36.8/4.6 AfIN p:8

CID threshold in Ar target.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [b2h7.zcf]

W1U        |-24.8  | 33.7| 25.9| 26.3|23.9   |-15.0  

G3MP2B3    |-20.2  | 33.6| 25.8| 21.1|26.3   |-13.0  

G3MP2B3+   |-20.6  | 33.6| 25.7| 26.5|26.3   |-13.4  

G4MP2      |-20.3  | 33.5| 25.8| 25.7|26.2   |-13.0  

M062X/Def2T|-24.8  | 34.0| 26.9| 23.8|22.3   |-13.1  

B3/6-311++G|-28.4  | 31.0| 24.5| 21.6|21.4   |-18.9  

++++++++++++++++++++++++++++++++

IrB(BO)-

B2IrO  mw:230.977 Anion CAS: N-3026903-08-9 fg:17 cnt:11529

----

20CHE/CHE    Datum: EA=2.90(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LiB2O3-.

B2LiO3  mw:77.020 Anion CAS: Z-1572183-21-1 fg:17 cnt:8549

----

14TIA/XU     Datum: EA=4.25(8) eV LPES p:8

Vertical Detachment Energy:4.43(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lib2o3.zaf]

W1U        |-271.7 |     |     | 4.316|       |-172.6 |    |     

CBS-QB3    |-269.1 |     |     | 4.330|       |-169.7 |    |     

G3MP2B3    |-268.7 |     |     | 5.350|       |-144.9 |    |     

G3MP2B3+   |-269.1 |     |     | 4.358|       |-169.0 |    |     

G4MP2      |-267.1 |     |     | 4.314|       |-167.9 |    |     

B3/6-311++G|-262.8 |     |     | 4.430|       |-161.0 |    |     

++++++++++++++++++++++++++++++++

B2N-

B2N  mw:36.022 Anion CAS: Z-143079-87-2 fg:19 cnt:4613

HOF(A.)= 131.8/4.3  00MEL/BAB    |

----

99ASM/TAY    Datum: EA=3.098(5) eV LPES | HOF(A-)=60.4/4.3 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bnb.zaf]

W1U        |57.2   |     |     | 3.145|       |129.8  |    |     

CBS-QB3    |59.5   |     |     | 3.130|       |131.8  |    |     

G3MP2B3    |57.0   |     |     | 3.184|       |130.5  |    |     

G3MP2B3+   |57.1   |     |     | 3.184|       |130.6  |    |     

G4MP2      |56.1   |     |     | 3.210|       |130.2  |    |     

M062X/Def2T|51.7   |     |     | 3.002|       |120.8  |    |     

B3/6-311++G|54.0   |     |     | 3.033|       |124.0  |    |     

++++++++++++++++++++++++++++++++

PbB2O-

B2OPb  mw:245.991 fg:17 cnt:11507

----

22CHE/CHE    Datum: EA=2.19(3) eV LPES p:8

Vertical Detachment Energy:2.26(3) eV. Doublet linear anion to triplet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbb2o.zz0]

M062X/Def2T|-10.3  |     |     | 1.893|       |33.4   |    |     

++++++++++++++++++++++++++++++++

ReB2O-

B2ORe  mw:224.970 Anion CAS: N-3026903-09-0 fg:17 cnt:11530

----

20CHE/CHE    Datum: EA=2.15(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

RhB2O-

B2ORh  mw:140.920 Anion CAS: Z-2559763-86-7 fg:17 cnt:11532

----

20CHE/CHE2   Datum: EA=2.53(5) eV LPES p:8

Vertical Detachment Energy:2.66(5) eV.

++++++++++++++++++++++++++++++++

B2O3-

B2O3  mw:70.004 Anion CAS: Z-1572183-19-7 fg:7 cnt:8548

HOF(A.)= -199.8/1.0  02BIN/MIL   |

----

14TIA/XU     Datum: EA=<1.45(8) eV LPES p:8

Vertical Detachment Energy:2.22(8) eV. Due to poor Franck-Condon overlap, the authors regard this as an upper limit to the adiabatic electron affinity. See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2o3.zzf]

W1U        |-214.8 |     |     | 0.613|       |-200.8 |    |     

CBS-QB3    |-213.7 |     |     | 0.683|       |-198.0 |    |     

G3MP2B3    |-211.6 |     |     | 0.634|       |-196.9 |    |     

G3MP2B3+   |-212.3 |     |     | 0.718|       |-195.8 |    |     

G4MP2      |-210.7 |     |     | 0.694|       |-194.8 |    |     

M062X/Def2T|-221.1 |     |     | 0.558|       |-208.4 |    |     

B3/6-311++G|-207.8 |     |     | 0.806|       |-189.2 |    |     

++++++++++++++++++++++++++++++++

PbB2-

B2Pb  mw:229.996 Anion CAS: N-2810011-11-9 fg:17 cnt:11630

----

24CHE/CHE    Datum: EA=2.08(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbb2.zz0]

M062X/Def2T|131.2  |     |     | 2.027|       |177.6  |    |     

++++++++++++++++++++++++++++++++

PrB2-

B2Pr  mw:162.926 Anion CAS: N-1315161-56-8 fg:19 cnt:11933

----

22WAN/CHE    Datum: EA=1.72(4) eV LPES p:8

The Vertical Detachment Energy is the same as the AEA.

++++++++++++++++++++++++++++++++

ReB2-

B2Re  mw:208.975 Anion CAS: N-12355-99-6 fg:19 cnt:9981

----

17ROB/LIU    Datum: EA=0.9(1) eV LPES p:8

Vertical Detachment Energy:1.45(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [reb2-t.za0]

M062X/Def2T|245.0  |     |     | 1.305|       |275.1  |    |     

++++++++++++++++++++++++++++++++

B2Si3-

B2Si3  mw:105.950 Anion CAS: Z-832096-18-1 fg:20 cnt:9492

----

18LU_/XU     Datum: EA=2.16(8) eV LPES p:8

Vertical Detachment Energy:2.46(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2si3.zzf]

W1U        |139.4  |     |     | 2.650|       |200.8  |    |     

CBS-QB3    |140.5  |     |     | 2.660|       |202.1  |    |     

G3MP2B3    |138.1  |     |     | 2.694|       |200.4  |    |     

G3MP2B3+   |138.0  |     |     | 2.698|       |200.4  |    |     

G4MP2      |137.1  |     |     | 2.702|       |199.6  |    |     

M062X/Def2T|133.6  |     |     | 2.601|       |193.8  |    |     

B3/6-311++G|161.0  |     |     | 2.596|       |221.1  |    |     

++++++++++++++++++++++++++++++++

B2Si4-

B2Si4  mw:133.927 Anion CAS: Z-2099700-14-6 fg:20 cnt:9493

----

18LU_/XU     Datum: EA=2.71(8) eV LPES p:8

Vertical Detachment Energy:3.02(8) eV.

++++++++++++++++++++++++++++++++

B2Si5-

B2Si5  mw:161.904 Anion CAS: Z-2099700-15-7 fg:20 cnt:9494

----

18LU_/XU     Datum: EA=2.31(8) eV LPES p:8

Vertical Detachment Energy:2.62(8) eV.

++++++++++++++++++++++++++++++++

B2Si6-

B2Si6  mw:189.881 Anion CAS: N-2099700-16-8 fg:20 cnt:9201

----

18LU_/XU     Datum: EA=2.12(8) eV LPES p:8

----

16CAO/LU     Datum: EA=2.15(8) eV LPES p:8

Vertical Detachment Energy:2.40(8) eV.

++++++++++++++++++++++++++++++++

B2Si7-

B2Si7  mw:217.858 Anion CAS: Z-194612-54-9 fg:20 cnt:9495

----

18LU_/XU     Datum: EA=2.98(8) eV LPES p:8

Vertical Detachment Energy:3.27(8) eV.

++++++++++++++++++++++++++++++++

B2Si8-

B2Si8  mw:245.835 Anion CAS: Z-2099700-17-9 fg:20 cnt:9496

----

18LU_/XU     Datum: EA=2.47(8) eV LPES p:8

Vertical Detachment Energy:2.79(8) eV.

++++++++++++++++++++++++++++++++

B2Si9-

B2Si9  mw:273.811 Anion CAS: Z-2286378-84-3 fg:20 cnt:9497

----

18LU_/XU     Datum: EA=2.21(8) eV LPES p:8

Vertical Detachment Energy:2.81(8) eV.

++++++++++++++++++++++++++++++++

B2Si10-

B2Si10  mw:301.788 Anion CAS: Z-2286378-85-4 fg:20 cnt:9498

----

18LU_/XU     Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.4(1) eV.

++++++++++++++++++++++++++++++++

B2Si11-

B2Si11  mw:329.765 Anion CAS: Z-2286378-88-7 fg:20 cnt:9499

----

18LU_/XU     Datum: EA=2.8(1) eV LPES p:8

Vertical Detachment Energy:3.0(1) eV.

++++++++++++++++++++++++++++++++

B2Si12-

B2Si12  mw:357.742 Anion CAS: Z-2286378-93-4 fg:20 cnt:9500

----

18LU_/XU     Datum: EA=2.9(1) eV LPES p:8

Vertical Detachment Energy:3.4(1) eV.

++++++++++++++++++++++++++++++++

Ta2B2-

B2Ta2  mw:383.915 Anion CAS: Z-1421345-91-6 fg:20 cnt:8431

----

13XIE/LI     Datum: EA=1.39(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

TiB2-

B2Ti  mw:69.967 Anion CAS: N-12045-63-5 fg:19 cnt:9982

----

17ROB/LIU    Datum: EA=1.4(1) eV LPES p:8

Vertical Detachment Energy:1.68(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tib2-d.za0]

CBS-QB3    |188.0  |     |     | 1.578|       |224.3  |    |     

M062X/Def2T|193.8  |     |     | 1.824|       |235.7  |    |     

B3/6-311++G|181.5  |     |     | 1.728|       |221.3  |    |     

++++++++++++++++++++++++++++++++

B3-

B3  mw:33.028 Anion CAS: Z-457954-89-1 fg:2 cnt:6305

----

03ZHA/WAN    Datum: EA=2.82(2) eV LPES p:9

Vertical Detachment Energy:2.82(2) eV. See also 14SER/POP.

----

06ALE/BOL    Datum: EA=2.82(20) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b3-s.zaf]

W1U        |144.8  |     |     | 2.754|       |208.4  |    |     

CBS-QB3    |149.5  |     |     | 2.826|       |214.7  |    |     

G3MP2B3    |142.2  |     |     | 3.034|       |212.2  |    |     

G3MP2B3+   |142.1  |     |     | 3.039|       |212.2  |    |     

G4MP2      |142.0  |     |     | 3.124|       |214.0  |    |     

M062X/Def2T|147.0  |     |     | 2.643|       |207.9  |    |     

B3/6-311++G|154.2  |     |     | 2.684|       |216.1  |    |     

++++++++++++++++++++++++++++++++

BiB3-

B3Bi  mw:242.009 fg:19 cnt:11661

----

24GAO/CHO    Datum: EA=2.121(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bib3-d.za0]

M062X/Def2T|152.1  |     |     | 2.325|       |205.7  |    |     

++++++++++++++++++++++++++++++++

Bi2B3-

B3Bi2  mw:450.989 Anion CAS: Z-2415363-11-8 fg:20 cnt:9912

----

19CHE/CZE    Datum: EA=2.5805(9) eV SEVI p:9

++++++++++++++++++++++++++++++++

CeB3O2-

B3CeO2  mw:204.924 Anion CAS: N-2411110-64-8 fg:17 cnt:10729

----

18MAS/HAR    Datum: EA=1.15(2) eV LPES p:8

++++++++++++++++++++++++++++++++

Cu2B3-

B3Cu2  mw:158.888 Anion CAS: Z-3026134-97-1 fg:20 cnt:11596

----

23POZ/CHE    Datum: EA=3.23(2) eV LPES p:8

Vertical Detachment Energy:3.28(2) eV.

++++++++++++++++++++++++++++++++

B3O3H-

B3HO3  mw:82.021 Anion CAS: N-1924660-57-0 fg:16 cnt:11056

----

16ZHA/TIA    Datum: EA=1.50(8) eV LPES p:8

Vertical Detachment Energy:1.66(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obboboh.zzf]

CBS-QB3    |-163.2 |     |     | 0.122|       |-160.7 |    |     

G3MP2B3    |-163.0 |     |     | 0.144|       |-159.9 |    |     

G3MP2B3+   |-163.3 |     |     | 0.162|       |-159.9 |    |     

G4MP2      |-162.6 |     |     | 0.255|       |-157.0 |    |     

M062X/Def2T|-173.0 |     |     |-0.034|       |-174.1 |    |     

B3/6-311++G|-159.7 |     |     | 0.331|       |-152.4 |    |     

++++++++++++++++++++++++++++++++

IrB3-

B3Ir  mw:225.991 Anion CAS: Z-2334336-44-4 fg:19 cnt:10227

----

19CZE/CHE2   Datum: EA=1.937(4) eV LPES p:8

Triplet anion. Vertical Detachment Energy:2.026(4) eV.

----

19CZE/CHE2   Datum: EA=1.3147(8) eV LPES p:8

Doublet anion to singlet neutral.

++++++++++++++++++++++++++++++++

MnB3-

B3Mn  mw:87.967 Anion CAS: N-948996-43-8 fg:19 cnt:11014

----

20CHE/CZE    Datum: EA=1.6756(8) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnb3-6.za0]

CBS-QB3    |187.8  |     |     | 1.709|       |227.1  |    |     

M062X/Def2T|132.6  |     |     | 1.756|       |173.0  |    |     

B3/6-311++G|188.1  |     |     | 1.503|       |222.6  |    |     

++++++++++++++++++++++++++++++++

B3N-

B3N  mw:47.032 Anion CAS: Z-252958-81-9 fg:19 cnt:5684

----

99ASM/TAY4   Datum: EA=2.098(35) eV LPES p:9

Linear BNBB form. Exact 0->0 transition not observed, but deduced from other bands.

----

99ASM/TAY3   Datum: EA=2.919(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bnbb-l.zzf]

W1U        |135.5  |     |     | 2.197|       |186.5  |    |     

CBS-QB3    |139.2  |     |     | 2.135|       |188.7  |    |     

G3MP2B3    |135.6  |     |     | 2.183|       |186.1  |    |     

G4MP2      |135.2  |     |     | 2.196|       |186.1  |    |     

M062X/Def2T|127.3  |     |     | 2.305|       |180.7  |    |     

B3/6-311++G|129.5  |     |     | 2.535|       |188.2  |    |     

++++++++++++++++++++++++++++++++

PbB3O-

B3OPb  mw:257.000 fg:17 cnt:11631

----

24CHE/CHE    Datum: EA=3.10(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbb2bo.za0]

M062X/Def2T|5.1    |     |     | 2.927|       |72.9   |    |     

++++++++++++++++++++++++++++++++

B(BO)2-

B3O2  mw:65.018 Anion CAS: Z-135815-29-1 fg:7 cnt:7461

----

07ZHA/LI     Datum: EA=2.94(2) eV LPES p:9

Vertical Detachment Energy is reported as the same as the adiabatic electron affinity (given). See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b3o2-t.zaf]

W1U        |-107.2 |344.7|338.2| 2.949|-86.0  |-39.1  |21.9|99.1 

CBS-QB3    |-102.8 |344.5|338.0| 2.946|-81.6  |-34.8  |21.6|98.9 

G3MP2B3    |-104.5 |344.2|337.8| 2.973|-81.5  |-35.8  |21.7|97.8 

G3MP2B3+   |-104.4 |344.3|338.4| 2.971|-81.6  |-35.8  |20.1|97.9 

G4MP2      |-101.4 |345.1|338.9| 2.935|-79.3  |-33.6  |20.9|97.8 

B3/6-311++G|-108.3 |340.6|334.6|4107.7|-81.6  |260.9  |20.1|94750

++++++++++++++++++++++++++++++++

PbB3O2-

B3O2Pb  mw:272.995 fg:17 cnt:11508

----

22CHE/CHE    Datum: EA=2.96(3) eV LPES p:8

Vertical Detachment Energy:3.00(3) eV. Singlet Y-shaped anion to doublet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbbbo2.za0]

M062X/Def2T|-125.2 |     |     | 3.459|       |-45.2  |    |     

++++++++++++++++++++++++++++++++

B3O3-

B3O3  mw:81.013 Anion CAS: Z-1594095-72-3 fg:7 cnt:11055

----

16ZHA/TIA    Datum: EA=3.94(8) eV LPES p:8

Vertical Detachment Energy:4.20(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obbobo.zaf]

CBS-QB3    |-216.0 |     |     | 3.210|       |-142.4 |    |     

G3MP2B3    |-216.4 |     |     | 3.265|       |-141.6 |    |     

G3MP2B3+   |-216.6 |     |     | 3.269|       |-141.7 |    |     

G4MP2      |-213.8 |     |     | 3.166|       |-141.3 |    |     

M062X/Def2T|-223.2 |     |     | 2.751|       |-160.3 |    |     

B3/6-311++G|-211.9 |     |     | 3.494|       |-131.8 |    |     

++++++++++++++++++++++++++++++++

PrB3-

B3Pr  mw:173.936 Anion CAS: Z-2411583-26-9 fg:19 cnt:9874

----

19CHE/CHE    Datum: EA=1.15(3) eV LPES p:8

Vertical Detachment Energy:1.22(3) eV.

++++++++++++++++++++++++++++++++

ReB3-

B3Re  mw:219.984 Anion CAS: N-12007-48-6 fg:19 cnt:11533

----

20CHE/KOC3   Datum: EA=2.1600(4) eV LPEI p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

B3Si4-.

B3Si4  mw:144.936 Anion CAS: Z-2093285-36-8 fg:20 cnt:9166

----

17WU_/LU     Datum: EA=2.92(8) eV LPES p:8

Vertical Detachment Energy:3.09(8) eV.

++++++++++++++++++++++++++++++++

B3Si5-.

B3Si5  mw:172.913 Anion CAS: Z-2093285-37-9 fg:20 cnt:9167

----

17WU_/LU     Datum: EA=3.27(8) eV LPES p:8

Vertical Detachment Energy:3.48(8) eV.

++++++++++++++++++++++++++++++++

B3Si6-.

B3Si6  mw:200.890 fg:20 cnt:9168

----

17WU_/LU     Datum: EA=2.78(8) eV LPES p:8

Vertical Detachment Energy:3.00(8) eV.

++++++++++++++++++++++++++++++++

B3Si7-.

B3Si7  mw:228.867 Anion CAS: Z-2093285-38-0 fg:20 cnt:9169

----

17WU_/LU     Datum: EA=3.06(8) eV LPES p:8

Vertical Detachment Energy:3.34(8) eV.

++++++++++++++++++++++++++++++++

B3Si8-.

B3Si8  mw:256.844 Anion CAS: Z-2093285-39-1 fg:20 cnt:9170

----

17WU_/LU     Datum: EA=3.70(20) eV LPES p:8

Vertical Detachment Energy:3.9(2) eV.

++++++++++++++++++++++++++++++++

B3Si9-.

B3Si9  mw:284.821 fg:20 cnt:9171

----

17WU_/LU     Datum: EA=2.95(8) eV LPES p:8

Vertical Detachment Energy:3.19(8) eV.

++++++++++++++++++++++++++++++++

B3Si10-.

B3Si10  mw:312.798 Anion CAS: Z-2093285-40-4 fg:20 cnt:9172

----

17WU_/LU     Datum: EA=3.20(20) eV LPES p:8

Vertical Detachment Energy:3.4(2) eV.

++++++++++++++++++++++++++++++++

TaB3-

B3Ta  mw:213.976 Anion CAS: Z-1467072-47-4 fg:19 cnt:10635

----

13LI_/IVA    Datum: EA=1.87(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ta2B3-

B3Ta2  mw:394.924 Anion CAS: Z-1421346-87-3 fg:20 cnt:8432

----

13XIE/LI     Datum: EA=2.00(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

B4-

B4  mw:44.038 Anion CAS: Z-170906-72-6 fg:2 cnt:6306

----

03ZHA/WAN    Datum: EA=1.6(1) eV LPES p:9

Vertical Detachment Energy:1.99(5) eV. See also 14SER/POP.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b4-dia.zzf]

W1U        |186.3  |     |     | 1.651|       |224.1  |    |     

CBS-QB3    |193.3  |     |     | 1.736|       |233.0  |    |     

G3MP2B3    |188.3  |     |     | 1.781|       |229.1  |    |     

G3MP2B3+   |188.7  |     |     | 1.759|       |229.0  |    |     

G4MP2      |191.1  |     |     | 1.606|       |228.1  |    |     

M062X/Def2T|186.1  |     |     | 1.524|       |220.9  |    |     

B3/6-311++G|192.2  |     |     | 1.697|       |231.1  |    |     

++++++++++++++++++++++++++++++++

BiB4-

B4Bi  mw:253.018 fg:19 cnt:11622

----

23CHO/CHE    Datum: EA=2.22(2) eV LPES p:8

Vertical Detachment Energy:2.27(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bib4.za0]

M062X/Def2T|173.7  |     |     | 1.758|       |214.2  |    |     

++++++++++++++++++++++++++++++++

Bi2B4-

B4Bi2  mw:461.999 Anion CAS: Z-2415363-12-9 fg:20 cnt:9913

----

19CHE/CZE    Datum: EA=2.0102(4) eV SEVI p:9

++++++++++++++++++++++++++++++++

Cu2B4-

B4Cu2  mw:169.897 fg:20 cnt:11597

----

23POZ/CHE    Datum: EA=1.94(2) eV LPES p:8

Vertical Detachment Energy:1.94(2) eV.

++++++++++++++++++++++++++++++++

U(BH4)4F-

B4FH16U  mw:317.212

Core ion CAS: Z-16984-48-8 Solvent: 102630-71-7 fg:21 cnt:1866

HOF(solv)=  -7.0/14.0 neut 79ARM/BE

----

84BAB/HER    Datum: DaffH= 45.0/8.1 IMRB | HOF(A-)=-111.4/16.2 AfIN p:5

Observed F- transfer from SF6-, not from UF5-.

++++++++++++++++++++++++++++++++

U(BH4)4-.

B4H16U  mw:298.214 Anion CAS: Z-125966-28-1 fg:16 cnt:2796

HOF(A.)=  -7.0/14.0  79ARM/BEA   |

----

79ARM/BEA    Datum: EA=<2.4 eV IMRB | HOF(A-)=>-62.3/14.0 R-EA p:6

No electron transfer from NO2- to neutral.

++++++++++++++++++++++++++++++++

La2B4-

B4La2  mw:321.850 fg:20 cnt:11720

----

24BUR/CHE    Datum: EA=1.21(8) eV LPES p:8

Vertical Detachment Energy: 1.33(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [la2b4.za0]

M062X/Def2T|228.9  |     |     | 1.458|       |254.0  |    |     

++++++++++++++++++++++++++++++++

B3(BO)-

B4O  mw:60.033 Anion CAS: Z-1138320-84-9 fg:7 cnt:8497

----

13CHE/BAI    Datum: EA=2.71(2) eV LPES p:8

Vertical Detachment Energy:2.71(2) eV. See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b3bo.zaf]

W1U        |49.0   |     |     | 2.710|       |111.4  |    |     

CBS-QB3    |55.1   |     |     | 2.692|       |117.1  |    |     

G3MP2B3    |50.1   |     |     | 2.771|       |114.0  |    |     

G3MP2B3+   |49.9   |     |     | 2.778|       |113.9  |    |     

G4MP2      |50.9   |     |     | 2.782|       |115.0  |    |     

M062X/Def2T|43.6   |     |     | 2.834|       |108.9  |    |     

B3/6-311++G|54.2   |     |     | 2.933|       |121.8  |    |     

++++++++++++++++++++++++++++++++

B4O2-

B4O2  mw:76.028 Anion CAS: Z-135815-06-4 fg:7 cnt:7463

----

08LI_/ZHA    Datum: EA=3.160(15) eV LPES p:9

The stated EA is the Vertical Detachment Energy. Calculations imply a OB-BB-BO structure. See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obbbbo.zzf]

W1U        |-82.0  |     |     | 3.774|       |5.1    |    |     

CBS-QB3    |-76.0  |     |     | 3.754|       |10.7   |    |     

G3MP2B3    |-79.0  |     |     | 3.816|       |9.1    |    |     

G3MP2B3+   |-78.9  |     |     | 3.811|       |9.1    |    |     

G4MP2      |-76.7  |     |     | 3.863|       |12.5   |    |     

M062X/Def2T|-90.4  |     |     | 3.886|       |-0.7   |    |     

B3/6-311++G|-83.0  |     |     | 3.898|       |7.0    |    |     

++++++++++++++++++++++++++++++++

PbB4O2-

B4O2Pb  mw:284.004 fg:17 cnt:11632

----

24CHE/CHE    Datum: EA=2.88(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbb2bobo.zz0]

M062X/Def2T|-108.8 |     |     | 2.832|       |-43.4  |    |     

++++++++++++++++++++++++++++++++

B(BO)3-

B4O3  mw:92.023 Anion CAS: Z-135815-32-6 fg:7 cnt:7462

----

07ZHA/LI     Datum: EA=3.64(3) eV LPES p:9

Vertical Detachment Energy is reported as the same as the adiabatic electron affinity (given). See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b4o3.zzf]

CBS-QB3    |-217.7 |     |     | 3.687|       |-132.5 |    |     

G3MP2B3    |-218.5 |     |     | 3.694|       |-133.1 |    |     

G3MP2B3+   |-218.7 |     |     | 3.698|       |-133.2 |    |     

G4MP2      |-217.0 |     |     | 3.784|       |-129.5 |    |     

M062X/Def2T|-231.6 |     |     | 3.824|       |-143.2 |    |     

B3/6-311++G|-217.5 |     |     | 3.768|       |-130.4 |    |     

++++++++++++++++++++++++++++++++

B4O4-

B4O4  mw:108.017 Anion CAS: N-1664367-72-9 fg:7 cnt:8795

----

15TIA/ZHA    Datum: EA=2.64(10) eV LPES p:9

Vertical Detachment Energy:2.81(10) eV. Y shaped isomer. See also 14ZHA/CHE.

----

15TIA/ZHA    Datum: EA=1.42(8) eV LPES p:9

Vertical Detachment Energy:1.48(8) eV. Rhomboid isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b4o4-y.zzf]

CBS-QB3    |-294.6 |     |     | 2.639|       |-233.7 |    |     

G3MP2B3    |-294.2 |     |     | 2.639|       |-233.3 |    |     

G3MP2B3+   |-294.1 |     |     | 2.637|       |-233.2 |    |     

G4MP2      |-292.6 |     |     | 2.752|       |-229.1 |    |     

M062X/Def2T|-311.3 |     |     | 2.731|       |-248.4 |    |     

B3/6-311++G|-289.8 |     |     | 2.819|       |-224.8 |    |     

++++++++++++++++++++++++++++++++

PrB4-

B4Pr  mw:184.945 Anion CAS: N-870991-20-1 fg:19 cnt:9875

----

19CHE/CHE    Datum: EA=1.56(3) eV LPES p:8

Vertical Detachment Energy:1.66(3) eV.

++++++++++++++++++++++++++++++++

ReB4-

B4Re  mw:230.994 Anion CAS: N-1233355-66-2 fg:19 cnt:11534

----

20CHE/KOC3   Datum: EA=2.5842(4) eV LPEI p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [reb4-s.za0]

M062X/Def2T|274.3  |     |     | 2.119|       |323.1  |    |     

++++++++++++++++++++++++++++++++

TaB4-

B4Ta  mw:224.986 Anion CAS: Z-1467072-49-6 fg:19 cnt:10636

----

13LI_/IVA    Datum: EA=2.78(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ta2B4-

B4Ta2  mw:405.934 Anion CAS: Z-1421346-05-5 fg:20 cnt:8433

----

13XIE/LI     Datum: EA=1.9(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

B5-

B5  mw:55.047 Anion CAS: Z-449160-58-1 fg:2 cnt:5991

----

02ZHA/WAN    Datum: EA=2.33(2) eV LPES p:9

Vertical Detachment Energy:2.40(2) eV. See also 14SER/POP.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b5.zzf]

W1U        |198.1  |     |     | 2.257|       |250.2  |    |     

CBS-QB3    |206.3  |     |     | 2.321|       |259.8  |    |     

G3MP2B3    |199.1  |     |     | 2.609|       |259.4  |    |     

G3MP2B3+   |199.1  |     |     | 2.610|       |259.3  |    |     

G4MP2      |199.6  |     |     | 2.566|       |258.8  |    |     

M062X/Def2T|196.0  |     |     | 1.941|       |240.8  |    |     

B3/6-311++G|204.5  |     |     | 2.121|       |253.5  |    |     

++++++++++++++++++++++++++++++++

BiB5-

B5Bi  mw:264.027 fg:19 cnt:11623

----

23CHO/CHE    Datum: EA=2.61(2) eV LPES p:8

Vertical Detachment Energy:2.74(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bib5.zz0]

M062X/Def2T|177.0  |     |     | 2.837|       |242.6  |    |     

++++++++++++++++++++++++++++++++

Cu2B5-

B5Cu2  mw:180.906 fg:20 cnt:11600

----

23POZ/CHE2   Datum: EA=2.20(2) eV LPES p:8

Vertical Detachment Energy:2.32(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cu2b5-w.za0]

CBS-QB3    |247.0  |     |     | 2.121|       |296.0  |    |     

M062X/Def2T|258.0  |     |     | 1.982|       |303.9  |    |     

B3/6-311++G|255.4  |     |     | 2.163|       |305.3  |    |     

++++++++++++++++++++++++++++++++

La2B5-

B5La2  mw:332.860 fg:20 cnt:11721

----

24BUR/CHE    Datum: EA=1.35(8) eV LPES p:8

Vertical Detachment Energy: 1.44(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [la2b5.zz0]

M062X/Def2T|231.6  |     |     | 1.921|       |264.9  |    |     

++++++++++++++++++++++++++++++++

B4(BO)-

B5O  mw:71.042 Anion CAS: Z-1209499-00-2 fg:7 cnt:8377

----

12CHE/ZHA    Datum: EA=3.45(1) eV LPES p:9

Vertical Detachment Energy:3.45(1) eV. See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b4bo.zaf]

CBS-QB3    |69.1   |     |     | 3.493|       |149.8  |    |     

G3MP2B3    |63.0   |     |     | 3.649|       |147.2  |    |     

G3MP2B3+   |62.8   |     |     | 3.654|       |147.2  |    |     

G4MP2      |64.2   |     |     | 3.601|       |147.4  |    |     

M062X/Def2T|55.0   |     |     | 3.065|       |125.8  |    |     

B3/6-311++G|68.2   |     |     | 3.164|       |141.3  |    |     

++++++++++++++++++++++++++++++++

B3(BO)2-

B5O2  mw:87.037 Anion CAS: Z-1209499-22-8 fg:7 cnt:8498

----

13CHE/BAI    Datum: EA=4.44(2) eV LPES p:8

Vertical Detachment Energy:4.44(2) eV. See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b3bo2.zaf]

CBS-QB3    |-63.7  |     |     | 4.474|       |39.8   |    |     

G3MP2B3    |-67.3  |     |     | 4.511|       |37.1   |    |     

G3MP2B3+   |-67.5  |     |     | 4.518|       |37.0   |    |     

G4MP2      |-64.5  |     |     | 4.453|       |38.4   |    |     

M062X/Def2T|-79.1  |     |     | 4.345|       |21.4   |    |     

B3/6-311++G|-63.9  |     |     | 4.284|       |35.2   |    |     

++++++++++++++++++++++++++++++++

B2(BO)3-

B5O3  mw:103.032 Anion CAS: N-946149-18-4 fg:7 cnt:9318

----

11ZHA/GUO    Datum: EA=4.34(3) eV LPES p:8

Vertical Detachment Energy:4.34(3) eV. See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2bo3.zaf]

CBS-QB3    |-181.6 |     |     | 4.294|       |-82.5  |    |     

G3MP2B3    |-183.5 |     |     | 4.321|       |-83.9  |    |     

G3MP2B3+   |-183.5 |     |     | 4.312|       |-84.0  |    |     

G4MP2      |-179.2 |     |     | 4.220|       |-81.7  |    |     

M062X/Def2T|-197.2 |     |     | 4.208|       |-100.0 |    |     

B3/6-311++G|-179.7 |     |     | 4.059|       |-86.1  |    |     

++++++++++++++++++++++++++++++++

TaB5-

B5Ta  mw:235.995 Anion CAS: Z-1467072-52-1 fg:19 cnt:10637

----

13LI_/IVA    Datum: EA=2.81(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ta2B5-

B5Ta2  mw:416.943 Anion CAS: Z-1421346-89-5 fg:20 cnt:8434

----

13XIE/LI     Datum: EA=1.93(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

B6-

B6  mw:66.056 Anion CAS: Z-502159-16-2 fg:2 cnt:6145

----

03ALE/BOL    Datum: EA=3.01(4) eV LPES p:9

See also 14SER/POP.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b6-h.zzf]

G3MP2B3    |215.0  |     |     | 3.245|       |289.3  |    |     

G3MP2B3+   |243.6  |     |     | 2.227|       |295.0  |    |     

M062X/Def2T|215.2  |     |     | 1.995|       |260.5  |    |     

B3/6-311++G|227.1  |     |     | 3.042|       |297.5  |    |     

++++++++++++++++++++++++++++++++

BiB6-

B6Bi  mw:275.037 Anion CAS: Z-1003580-38-8 fg:19 cnt:11412

----

21CHE/KUL    Datum: EA=2.46(4) eV LPES p:8

Vertical Detachment Energy:2.62(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bib6-w.za0]

M062X/Def2T|205.5  |     |     | 1.996|       |251.2  |    |     

++++++++++++++++++++++++++++++++

closo-B6Br6=

B6Br6  mw:539.567 Anion CAS: Z-39343-09-4 fg:15 cnt:11416

----

20ROH/YAN    Datum: EA=0.45(5) eV LPES p:8

Vertical Detachment Energy:0.75(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b6br6.zdf]

G3MP2B3    |-151.7 |     |     | 0.558|       |-138.8 |    |     

G4MP2      |-149.8 |     |     | 0.379|       |-141.0 |    |     

M062X/Def2T|-180.4 |     |     | 0.607|       |-166.3 |    |     

B3/6-311++G|-119.0 |     |     | 0.323|       |-110.9 |    |     

++++++++++++++++++++++++++++++++

CeB6-

B6Ce  mw:205.962 Anion CAS: N-12008-02-5 fg:19 cnt:10730

----

19MAS/HAR    Datum: EA=1.36(5) eV LPES p:8

++++++++++++++++++++++++++++++++

closo-B6Cl6=

B6Cl6  mw:275.870 Anion CAS: Z-95012-63-8 fg:12 cnt:11415

----

20ROH/YAN    Datum: EA=-0.05(5) eV LPES p:8

Vertical Detachment Energy:0.25(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b6cl6.zdf]

CBS-QB3    |-229.7 |     |     | 0.105|       |-227.2 |    |     

G3MP2B3    |-216.8 |     |     | 0.105|       |-214.2 |    |     

G3MP2B3+   |-216.8 |     |     | 0.102|       |-214.3 |    |     

G4MP2      |-214.9 |     |     |-0.084|       |-216.8 |    |     

M062X/Def2T|-246.3 |     |     | 0.061|       |-244.8 |    |     

B3/6-311++G|-176.9 |     |     |-0.043|       |-177.7 |    |     

++++++++++++++++++++++++++++++++

Cu2B6-

B6Cu2  mw:191.916 fg:20 cnt:11601

----

23POZ/CHE2   Datum: EA=2.30(2) eV LPES p:8

Vertical Detachment Energy:2.49(2) eV.

++++++++++++++++++++++++++++++++

closo-B6I6=

B6I6  mw:827.484 Anion CAS: Z-95012-69-4 fg:15 cnt:11417

----

20ROH/YAN    Datum: EA=0.85(5) eV LPES p:8

Vertical Detachment Energy:1.15(7) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b6i6.zd0]

M062X/Def2T|-89.6  |     |     | 1.091|       |-64.3  |    |     

++++++++++++++++++++++++++++++++

La2B6-

B6La2  mw:343.869 fg:20 cnt:11722

----

24BUR/CHE    Datum: EA=1.46(8) eV LPES p:8

Vertical Detachment Energy: 1.49(5) eV.

++++++++++++++++++++++++++++++++

LiB6-

B6Li  mw:73.072 Anion CAS: Z-1254967-89-9 fg:19 cnt:10369

----

05ALE/BOL2   Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.60(3) eV.

++++++++++++++++++++++++++++++++

MnB6-

B6Mn  mw:120.994 Anion CAS: N-948996-45-0 fg:19 cnt:10901

----

20CHE/KOC    Datum: EA=2.4591(5) eV PVMI p:8

++++++++++++++++++++++++++++++++

B4(BO)2-

B6O2  mw:98.046 Anion CAS: Z-1209499-23-9 fg:7 cnt:8378

----

12CHE/ZHA    Datum: EA=3.54(2) eV LPES p:9

Vertical Detachment Energy:3.54(2) eV. See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b4bo2.zaf]

CBS-QB3    |-43.1  |     |     | 3.612|       |40.3   |    |     

G3MP2B3    |-45.6  |     |     | 3.625|       |38.1   |    |     

G3MP2B3+   |-45.7  |     |     | 3.625|       |38.0   |    |     

G4MP2      |-44.5  |     |     | 3.698|       |40.8   |    |     

M062X/Def2T|-65.5  |     |     | 3.592|       |17.4   |    |     

B3/6-311++G|-47.3  |     |     | 3.601|       |35.9   |    |     

++++++++++++++++++++++++++++++++

B3(BO)3-

B6O3  mw:114.041 Anion CAS: Z-1203550-57-5 fg:7 cnt:9319

----

11ZHA/GUO    Datum: EA=4.22(3) eV LPES p:8

Vertical Detachment Energy:4.45(3) eV. See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b3bo3.zzf]

G3MP2B3    |-153.4 |     |     | 3.921|       |-62.8  |    |     

G3MP2B3+   |-153.5 |     |     | 3.927|       |-62.8  |    |     

G4MP2      |-151.4 |     |     | 4.031|       |-58.3  |    |     

M062X/Def2T|-172.5 |     |     | 4.059|       |-78.6  |    |     

B3/6-311++G|-152.8 |     |     | 4.078|       |-58.5  |    |     

++++++++++++++++++++++++++++++++

ReB6-

B6Re  mw:253.012 Anion CAS: Z-2588166-88-3 fg:19 cnt:10721

----

19CHE/CZE2   Datum: EA=2.3478(8) eV PVMI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [reb6-s.za0]

M062X/Def2T|291.4  |     |     | 1.681|       |330.2  |    |     

++++++++++++++++++++++++++++++++

SmB6-

B6Sm  mw:217.976 Anion CAS: Z-2094671-84-6 fg:19 cnt:8979

----

17ROB/ZHA    Datum: EA=1.35(10) eV LPES p:8

Vertical Detachment Energy:1.70(10) eV.

++++++++++++++++++++++++++++++++

TaB6-

B6Ta  mw:247.004 Anion CAS: Z-1467072-54-3 fg:19 cnt:10638

----

13LI_/IVA    Datum: EA=2.49(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ta2B6-

B6Ta2  mw:427.952 Anion CAS: Z-1592825-19-8 fg:20 cnt:10656

----

14LI_/XIE    Datum: EA=1.51(3) eV LPES p:8

Vertical Detachment Energy:1.59(3) eV.

++++++++++++++++++++++++++++++++

B7-

B7  mw:77.066 Anion CAS: Z-688315-29-9 fg:2 cnt:8096

----

04ALE/BOL2   Datum: EA=2.55(5) eV LPES p:8

Vertical Detachment Energy:2.85(5) eV. See also 14SER/POP.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b7-s.zzf]

CBS-QB3    |232.2  |     |     | 2.738|       |295.4  |    |     

G3MP2B3    |227.0  |     |     | 2.807|       |291.8  |    |     

G3MP2B3+   |226.9  |     |     | 2.807|       |291.7  |    |     

G4MP2      |225.9  |     |     | 2.769|       |289.8  |    |     

M062X/Def2T|202.5  |     |     | 2.473|       |259.5  |    |     

B3/6-311++G|235.2  |     |     | 2.375|       |289.9  |    |     

++++++++++++++++++++++++++++++++

BiB7-

B7Bi  mw:286.046 Anion CAS: N-2698317-05-2 fg:19 cnt:11413

----

21CHE/KUL    Datum: EA=3.03(6) eV LPES p:8

Vertical Detachment Energy:3.21(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bib7-c.zz0]

M062X/Def2T|195.3  |     |     | 2.813|       |259.8  |    |     

++++++++++++++++++++++++++++++++

CuB7-

B7Cu  mw:139.995 Anion CAS: N-3051509-03-3 fg:14 cnt:11650

----

24CHE/POZ    Datum: EA=2.98(2) eV LPES p:8

Vertical Detachment Energy:3.17(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cub7w.za0]

CBS-QB3    |254.7  |     |     | 2.916|       |322.2  |    |     

M062X/Def2T|238.9  |     |     | 3.119|       |311.1  |    |     

B3/6-311++G|258.2  |     |     | 3.078|       |329.5  |    |     

++++++++++++++++++++++++++++++++

Cu2B7-

B7Cu2  mw:202.925 fg:20 cnt:11602

----

23POZ/CHE2   Datum: EA=3.03(2) eV LPES p:8

Vertical Detachment Energy:3.09(2) eV.

++++++++++++++++++++++++++++++++

D2B7-

B7D2  mw:81.094 Anion CAS: Z-1392515-00-2 fg:19 cnt:10619

----

12LI_/ROM3   Datum: EA=3.49(3) eV LPES p:8

The stated EA is also the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [d2b7-s.zzf]

W1U        |127.4  |     |     | 3.482|       |207.9  |    |     

CBS-QB3    |139.8  |     |     | 3.478|       |220.3  |    |     

G3MP2B3    |134.4  |     |     | 3.593|       |217.5  |    |     

G3MP2B3+   |135.9  |     |     | 3.601|       |219.2  |    |     

G4MP2      |136.7  |     |     | 3.543|       |218.6  |    |     

M062X/Def2T|110.5  |     |     | 3.417|       |189.5  |    |     

B3/6-311++G|133.3  |     |     | 3.283|       |209.3  |    |     

++++++++++++++++++++++++++++++++

La2B7-

B7La2  mw:354.878 fg:20 cnt:10688

----

19CHE/LI 3   Datum: EA=1.20(10) eV LPES p:8

Vertical Detachment Energy:1.35(3) eV.

++++++++++++++++++++++++++++++++

B7O2-

B7O2  mw:109.056 Anion CAS: Z-1209499-24-0 fg:7 cnt:10648

----

13ZHA/CHE2   Datum: EA=3.90(3) eV LPES p:8

Vertical Detachment Energy:4.01(3) eV. See also 14ZHA/CHE.

++++++++++++++++++++++++++++++++

B4(BO)3-

B7O3  mw:125.050 Anion CAS: Z-1393839-86-5 fg:7 cnt:8379

----

12CHE/ZHA    Datum: EA=4.94(5) eV LPES p:9

Vertical Detachment Energy:5.10(5) eV. See also 14ZHA/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b4bo3.zaf]

CBS-QB3    |-154.2 |     |     | 4.999|       |-38.6  |    |     

G3MP2B3    |-156.4 |     |     | 5.011|       |-40.5  |    |     

G3MP2B3+   |-156.5 |     |     | 5.012|       |-40.6  |    |     

G4MP2      |-151.7 |     |     | 4.914|       |-38.1  |    |     

M062X/Def2T|-179.2 |     |     | 5.088|       |-61.4  |    |     

B3/6-311++G|-154.9 |     |     | 4.931|       |-40.8  |    |     

++++++++++++++++++++++++++++++++

PrB7-

B7Pr  mw:217.973 Anion CAS: Z-2109699-00-3 fg:19 cnt:8986

----

17CHE/LI     Datum: EA=1.47(8) eV LPES p:9

Vertical Detachment Energy:1.61(6) eV.

++++++++++++++++++++++++++++++++

TaB7-

B7Ta  mw:258.014 Anion CAS: Z-1467072-56-5 fg:19 cnt:10639

----

13LI_/IVA    Datum: EA=2.05(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

B8-

B8  mw:88.075 Anion CAS: Z-660407-70-5 fg:2 cnt:8093

----

25GAO/HUI    Datum: EA=3.020(1) eV LPEI p:9

----

03ZHA/ALE    Datum: EA=3.02(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 14SER/POP.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b8-d.zzf]

G3MP2B3    |218.9  |     |     | 3.157|       |291.3  |    |     

G3MP2B3+   |218.6  |     |     | 3.162|       |291.2  |    |     

G4MP2      |217.8  |     |     | 3.196|       |291.2  |    |     

M062X/Def2T|189.7  |     |     | 2.945|       |257.4  |    |     

B3/6-311++G|222.1  |     |     | 2.853|       |287.5  |    |     

++++++++++++++++++++++++++++++++

BiB8-

B8Bi  mw:297.055 Anion CAS: N-2698317-06-3 fg:19 cnt:11414

----

21CHE/KUL    Datum: EA=3.07(3) eV LPES p:8

Vertical Detachment Energy:3.13(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bib8-c.za0]

M062X/Def2T|203.0  |     |     | 2.964|       |271.4  |    |     

++++++++++++++++++++++++++++++++

Co@B8-

B8Co  mw:147.008 Anion CAS: Z-1071501-36-4 fg:19 cnt:10611

----

11ROM/GAL    Datum: EA=3.84(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 13ROM/GAL2 and 14SER/POP.

++++++++++++++++++++++++++++++++

CuB8-

B8Cu  mw:151.005 Anion CAS: N-3051509-05-5 fg:14 cnt:11651

----

24CHE/POZ    Datum: EA=3.13(2) eV LPES p:8

Vertical Detachment Energy:3.15(2) eV.

++++++++++++++++++++++++++++++++

Fe@B8-

B8Fe  mw:144.010 Anion CAS: N-916818-46-7 fg:19 cnt:10632

----

12ROM/GAL    Datum: EA=3.65(3) eV LPES p:8

Vertical Detachment Energy:3.75(3) eV. See also 14SER/POP.

++++++++++++++++++++++++++++++++

D2B8-

B8D2  mw:92.103 Anion CAS: Z-1392515-01-3 fg:19 cnt:10620

----

12LI_/ROM3   Datum: EA=2.49(3) eV LPES p:8

Vertical Detachment Energy:2.56(3) eV.

++++++++++++++++++++++++++++++++

LaB8-

B8La  mw:226.981 Anion CAS: N-2734131-52-1 fg:19 cnt:11979

----

21LI_/CHE    Datum: EA=2.19(3) eV LPES p:8

Vertical Detachment Energy: 2.40(3) eV.

++++++++++++++++++++++++++++++++

La2B8-

B8La2  mw:365.888 Anion CAS: Z-2248442-53-5 fg:20 cnt:9722

----

18LI_/CHE    Datum: EA=1.65(5) eV LPES p:8

Vertical Detachment Energy:1.76 eV. For 11B, inverse sandwich structure.

++++++++++++++++++++++++++++++++

LiB8-

B8Li  mw:95.091 Anion CAS: Z-1254967-91-3 fg:19 cnt:6434

----

04ALE/ZHA    Datum: EA=2.85(10) eV LPES p:9

Vertical Detachment Energy:3.09(5) eV.

++++++++++++++++++++++++++++++++

B8O2-

B8O2  mw:120.065 Anion CAS: Z-1209499-25-1 fg:7 cnt:10649

----

13ZHA/CHE2   Datum: EA=4.07(2) eV LPES p:8

Vertical Detachment Energy:4.07(3) eV. See also 14ZHA/CHE.

++++++++++++++++++++++++++++++++

B8Pb-

B8Pb  mw:296.052 Anion CAS: N-960063-65-4 fg:19 cnt:11662

----

24CHE/CHO    Datum: EA=1.64(2) eV LPES p:8

Vertical Detachment Energy:1.87(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b8pb-d.zz0]

M062X/Def2T|179.4  |     |     | 1.037|       |203.0  |    |     

++++++++++++++++++++++++++++++++

PrB8-

B8Pr  mw:228.982 fg:19 cnt:11980

----

21LI_/CHE    Datum: EA=2.22(3) eV LPES p:8

Vertical Detachment Energy: 2.48(3) eV.

++++++++++++++++++++++++++++++++

Pr2B8-

B8Pr2  mw:369.890 Anion CAS: Z-2248442-54-6 fg:20 cnt:9723

----

18LI_/CHE    Datum: EA=1.59(5) eV LPES p:8

Vertical Detachment Energy:1.75 eV. For 11B, inverse sandwich structure.

++++++++++++++++++++++++++++++++

Re@B8-

B8Re  mw:275.031 Anion CAS: Z-2485040-68-2 fg:19 cnt:9947

----

19CHE/LI     Datum: EA=3.40(5) eV LPES p:8

Vertical Detachment Energy:3.67(5) eV.

++++++++++++++++++++++++++++++++

TaB8-

B8Ta  mw:269.023 Anion CAS: Z-1467072-58-7 fg:19 cnt:10640

----

13LI_/IVA    Datum: EA=3.35(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

TbB8-

B8Tb  mw:247.000 fg:19 cnt:11981

----

21LI_/CHE    Datum: EA=1.87(3) eV LPES p:8

Vertical Detachment Energy: 1.98(3) eV.

++++++++++++++++++++++++++++++++

TmB8-

B8Tm  mw:257.009 fg:19 cnt:11982

----

21LI_/CHE    Datum: EA=1.90(3) eV LPES p:8

Vertical Detachment Energy: 2.02(3) eV.

++++++++++++++++++++++++++++++++

YbB8-

B8Yb  mw:262.013 fg:19 cnt:11983

----

21LI_/CHE    Datum: EA=1.92(3) eV LPES p:8

Vertical Detachment Energy: 2.03(3) eV.

++++++++++++++++++++++++++++++++

B9-

B9  mw:99.084 Anion CAS: Z-660407-72-7 fg:2 cnt:8094

----

03ZHA/ALE    Datum: EA=3.46(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 14SER/POP.

----

06ALE/BOL    Datum: EA=3.39(6) eV LPES p:7

Vertical Detachment Energy:3.46(2) eV. See also 08PAN/LI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b9-s.zaf]

CBS-QB3    |253.7  |     |     | 3.505|       |335.0  |    |     

G3MP2B3    |248.6  |     |     | 3.561|       |331.2  |    |     

G3MP2B3+   |248.2  |     |     | 3.554|       |330.7  |    |     

G4MP2      |248.6  |     |     | 3.502|       |329.9  |    |     

M062X/Def2T|221.5  |     |     | 3.359|       |299.3  |    |     

B3/6-311++G|251.0  |     |     | 3.238|       |326.2  |    |     

++++++++++++++++++++++++++++++++

Fe@B9-

B9Fe  mw:155.019 Anion CAS: Z-1071501-39-7 fg:19 cnt:10631

----

12ROM/GAL    Datum: EA=3.38(3) eV LPES p:8

Vertical Detachment Energy:3.75(3) eV. See also 14SER/POP.

++++++++++++++++++++++++++++++++

D2B9-

B9D2  mw:103.113 Anion CAS: Z-1392515-02-4 fg:19 cnt:10621

----

12LI_/ROM3   Datum: EA=3.07(3) eV LPES p:8

Vertical Detachment Energy:3.15(3) eV.

++++++++++++++++++++++++++++++++

Ir@B9-

B9Ir  mw:292.047 Anion CAS: Z-1352231-82-3 fg:19 cnt:8168

----

12LI_/ROM    Datum: EA=2.59(3) eV LPES p:9

Vertical Detachment Energy: 4.18(3) eV.

++++++++++++++++++++++++++++++++

La2B9-

B9La2  mw:376.897 fg:20 cnt:10689

----

19CHE/LI 3   Datum: EA=1.94(7) eV LPES p:8

Vertical Detachment Energy:2.04(7) eV.

++++++++++++++++++++++++++++++++

NbB9-

B9Nb  mw:191.991 Anion CAS: Z-1429791-15-0 fg:19 cnt:10645

----

13ROM/GAL    Datum: EA=3.58(3) eV LPES p:8

Vertical Detachment Energy:3.64(3) eV.

++++++++++++++++++++++++++++++++

B9O-

B9O  mw:115.079 Anion CAS: Z-1209499-12-6 fg:7 cnt:11353

----

21TIA/CHE    Datum: EA=4.19(2) eV LPES p:8

Vertical Detachment Energy:4.22(2) eV.

++++++++++++++++++++++++++++++++

B9O2-

B9O2  mw:131.074 Anion CAS: Z-1209499-26-2 fg:7 cnt:10650

----

13ZHA/CHE2   Datum: EA=4.61(3) eV LPES p:8

Vertical Detachment Energy:4.61(3) eV. See also 14ZHA/CHE.

++++++++++++++++++++++++++++++++

Re@B9-

B9Re  mw:286.040 Anion CAS: Z-2485040-69-3 fg:19 cnt:9948

----

19CHE/LI     Datum: EA=3.82(5) eV LPES p:8

Vertical Detachment Energy:4.02(5) eV.

++++++++++++++++++++++++++++++++

RhB9-

B9Rh  mw:201.990 Anion CAS: Z-1352231-81-2 fg:19 cnt:8167

----

12LI_/ROM    Datum: EA=2.86(3) eV LPES p:9

See also 13ROM/GAL2 and 14SER/POP.

++++++++++++++++++++++++++++++++

Ru@B9-

B9Ru  mw:200.989 Anion CAS: N-1346647-74-2 fg:19 cnt:10612

----

11ROM/GAL    Datum: EA=3.85(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 13ROM/GAL2 and 14SER/POP.

++++++++++++++++++++++++++++++++

TaB9-

B9Ta  mw:280.032 Anion CAS: Z-1429791-16-1 fg:19 cnt:10646

----

13ROM/GAL    Datum: EA=3.57(3) eV LPES p:8

Vertical Detachment Energy:3.64(3) eV.

++++++++++++++++++++++++++++++++

VB9-

B9V  mw:150.028 Anion CAS: Z-1429791-14-9 fg:19 cnt:10644

----

13ROM/GAL    Datum: EA=3.64(3) eV LPES p:8

Vertical Detachment Energy:3.70(3) eV.

++++++++++++++++++++++++++++++++

B10-

B10  mw:110.094 Anion CAS: Z-656830-70-5 fg:2 cnt:8097

----

03ZHA/KIR2   Datum: EA=3.06(9) eV LPES p:8

Vertical Detachment Energy:3.06(3) eV. See also 14SER/POP.

----

06ALE/BOL    Datum: EA=2.88(9) eV LPES p:7

Vertical Detachment Energy:3.06(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b10.zzf]

G3MP2B3    |255.3  |     |     | 2.852|       |320.8  |    |     

G3MP2B3+   |254.5  |     |     | 2.888|       |320.8  |    |     

G4MP2      |254.3  |     |     | 2.916|       |321.3  |    |     

M062X/Def2T|217.8  |     |     | 2.704|       |279.9  |    |     

B3/6-311++G|262.5  |     |     | 2.725|       |325.5  |    |     

++++++++++++++++++++++++++++++++

[closo-B10Br10]=

B10Br10  mw:899.278 Anion CAS: Z-65665-77-2 fg:15 cnt:10840

----

19WAR/KON    Datum: EA=1.90(10) eV LPES p:8

Vertical Detachment Energy:2.15(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b10br10.zdf]

G3MP2B3    |-312.4 |     |     | 2.290|       |-259.3 |    |     

M062X/Def2T|-346.7 |     |     | 2.039|       |-299.4 |    |     

B3/6-311++G|-224.0 |     |     | 1.763|       |-183.0 |    |     

++++++++++++++++++++++++++++++++

[closo-B10Cl10]=

B10Cl10  mw:459.783 Anion CAS: Z-51358-33-9 fg:12 cnt:10839

----

19WAR/KON    Datum: EA=1.55(10) eV LPES p:8

Vertical Detachment Energy:1.80(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b10cl10.zdf]

G3MP2B3    |-432.4 |     |     | 1.600|       |-395.2 |    |     

M062X/Def2T|-472.3 |     |     | 1.613|       |-434.7 |    |     

B3/6-311++G|-338.0 |     |     | 1.457|       |-304.1 |    |     

++++++++++++++++++++++++++++++++

D2B10-

B10D2  mw:114.122 Anion CAS: Z-1392515-03-5 fg:19 cnt:10622

----

12LI_/ROM3   Datum: EA=3.24(3) eV LPES p:8

Vertical Detachment Energy:3.35(3) eV.

++++++++++++++++++++++++++++++++

H2O..B10H10=

B10H12O  mw:138.182

Core ion CAS: Z-12356-12-6 Solvent: 7732-18-05 fg:220 cnt:11907

----

24CAO/HU     Datum: EA=-0.05(2) eV LPES p:8

Vertical Detachment Energy: 0.19 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [b10h10w.zzf]

G3MP2B3    |-77.7  |  6.6| -1.0| 25.2|-57.6  |-13.5  

++++++++++++++++++++++++++++++++

(H2O)2..B10H10=

B10H14O2  mw:156.192 fg:220 cnt:11908

----

24CAO/HU     Datum: EA=0.27(2) eV LPES p:8

Vertical Detachment Energy: 0.51 eV.

++++++++++++++++++++++++++++++++

(H2O)3..B10H10=

B10H16O3  mw:174.203 fg:220 cnt:11909

----

24CAO/HU     Datum: EA=0.49(2) eV LPES p:8

Vertical Detachment Energy: 0.72 eV.

++++++++++++++++++++++++++++++++

(H2O)4..B10H10=

B10H18O4  mw:192.214 fg:220 cnt:11910

----

24CAO/HU     Datum: EA=0.69(2) eV LPES p:8

Vertical Detachment Energy: 0.92 eV.

++++++++++++++++++++++++++++++++

(H2O)5..B10H10=

B10H20O5  mw:210.224 fg:220 cnt:11911

----

24CAO/HU     Datum: EA=0.86(2) eV LPES p:8

Vertical Detachment Energy: 1.09 eV.

++++++++++++++++++++++++++++++++

(H2O)6..B10H10=

B10H22O6  mw:228.235 fg:220 cnt:11912

----

24CAO/HU     Datum: EA=1.04(2) eV LPES p:8

Vertical Detachment Energy: 1.27 eV.

++++++++++++++++++++++++++++++++

(H2O)7..B10H10=

B10H24O7  mw:246.245 fg:220 cnt:11913

----

24CAO/HU     Datum: EA=1.20(2) eV LPES p:8

Vertical Detachment Energy: 1.43 eV.

++++++++++++++++++++++++++++++++

[closo-B10I10]=

B10I10  mw:1379.14 Anion CAS: Z-149211-32-5 fg:15 cnt:10841

----

19WAR/KON    Datum: EA=2.15(10) eV LPES p:8

Vertical Detachment Energy:2.50(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b10i10.zd0]

M062X/Def2T|-178.9 |     |     | 2.364|       |-124.1 |    |     

++++++++++++++++++++++++++++++++

La2B10-

B10La2  mw:387.906 Anion CAS: Z-2625768-25-2 fg:20 cnt:11347

----

21JIA/CHE    Datum: EA=1.48(3) eV LPES p:8

Vertical Detachment Energy:1.69(3) eV.

++++++++++++++++++++++++++++++++

Nb@B10-

B10Nb  mw:203.000 Anion CAS: Z-1373237-35-4 fg:19 cnt:8174

----

12GAL/ROM    Datum: EA=4.10(3) eV LPES p:9

See also 13ROM/GAL2 and 14SER/POP.

++++++++++++++++++++++++++++++++

B10O2-

B10O2  mw:142.083 Anion CAS: Z-1209499-28-4 fg:7 cnt:10651

----

13ZHA/CHE2   Datum: EA=3.50(5) eV LPES p:8

Vertical Detachment Energy:3.62(3) eV. See also 14ZHA/CHE.

++++++++++++++++++++++++++++++++

Ta@B10-

B10Ta  mw:291.042 Anion CAS: Z-1373237-34-3 fg:19 cnt:8173

----

12GAL/ROM    Datum: EA=4.04(3) eV LPES p:9

See also 13ROM/GAL2 and 14SER/POP.

++++++++++++++++++++++++++++++++

VB10-

B10V  mw:161.038 Anion CAS: Z-1195987-94-0 fg:19 cnt:10618

----

12LI_/ROM2   Datum: EA=2.24(8) eV LPES p:8

Vertical Detachment Energy:2.47(5) eV.

++++++++++++++++++++++++++++++++

B11-

B11  mw:121.103 Anion CAS: Z-656830-71-6 fg:2 cnt:8098

----

17CZE/CHE    Datum: EA=3.401(2) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

03ZHA/KIR2   Datum: EA=3.426(10) eV LPES p:8

Vertical Detachment Energy:3.426(10) eV. See also 14SER/POP.

----

06ALE/BOL    Datum: EA=3.43(2) eV LPES p:7

Vertical Detachment Energy:3.426(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b11-h.zzf]

G3MP2B3    |261.2  |     |     | 3.539|       |342.9  |    |     

++++++++++++++++++++++++++++++++

[closo-B11Br11]=

B11Br11  mw:989.205 Anion CAS: Z-350707-41-4 fg:15 cnt:10843

----

19WAR/KON    Datum: EA=1.90(10) eV LPES p:8

Vertical Detachment Energy:2.10(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b11br11.zd0]

M062X/Def2T|-362.8 |     |     | 1.999|       |-316.6 |    |     

++++++++++++++++++++++++++++++++

[closo-B11Cl11]=

B11Cl11  mw:505.761 Anion CAS: Z-350707-39-0 fg:12 cnt:10842

----

19WAR/KON    Datum: EA=1.55(10) eV LPES p:8

Vertical Detachment Energy:1.80(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b11cl11.zdf]

G3MP2B3    |-464.6 |     |     | 1.646|       |-426.6 |    |     

M062X/Def2T|-504.8 |     |     | 1.589|       |-468.1 |    |     

B3/6-311++G|-355.6 |     |     | 1.479|       |-322.0 |    |     

++++++++++++++++++++++++++++++++

D2B11-

B11D2  mw:125.131 Anion CAS: Z-1392515-04-6 fg:19 cnt:10623

----

12LI_/ROM3   Datum: EA=3.89(3) eV LPES p:8

The stated EA is also the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[closo-B11I11]=

B11I11  mw:1517.05 Anion CAS: Z-350707-43-6 fg:15 cnt:10844

----

19WAR/KON    Datum: EA=2.15(10) eV LPES p:8

Vertical Detachment Energy:2.40(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b11i11.zd0]

M062X/Def2T|-173.1 |     |     | 2.568|       |-113.9 |    |     

++++++++++++++++++++++++++++++++

La2B11-

B11La2  mw:398.916 Anion CAS: Z-2625768-29-6 fg:20 cnt:11348

----

21JIA/CHE    Datum: EA=2.27(3) eV LPES p:8

Vertical Detachment Energy:2.61(3) eV.

++++++++++++++++++++++++++++++++

B11O-

B11O  mw:137.098 Anion CAS: Z-1256375-16-2 fg:19 cnt:10600

----

10ZHA/MIA    Datum: EA=4.02(4) eV LPES p:8

Vertical Detachment Energy:4.08(3) eV. See also 14ZHA/CHE.

++++++++++++++++++++++++++++++++

B11O2-

B11O2  mw:153.093 Anion CAS: Z-1488349-22-9 fg:7 cnt:10652

----

13ZHA/CHE2   Datum: EA=3.98(5) eV LPES p:8

Vertical Detachment Energy:4.06(3) eV. There is a minor isomer with electron affinity 4.45(5) eV, Vertical Detachment Energy 4.81(5) eV. See also 14ZHA/CHE.

++++++++++++++++++++++++++++++++

B12-

B12  mw:132.112 Anion CAS: Z-656830-14-7 fg:2 cnt:8099

----

17CZE/CHE    Datum: EA=2.221(2) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

03ZHA/KIR2   Datum: EA=2.21(4) eV LPES p:8

Vertical Detachment Energy:2.26(4) eV. See also 14SER/POP.

----

06ALE/BOL    Datum: EA=2.21(4) eV LPES p:7

Vertical Detachment Energy:2.26(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b12-ih.zzf]

G3MP2B3    |289.9  |     |     | 2.351|       |344.0  |    |     

G3MP2B3    |378.4  |     |     | 1.774|       |419.9  |    |     

++++++++++++++++++++++++++++++++

[closo-B12Br12]=

B12Br12  mw:1079.13 Anion CAS: Z-350707-41-4 fg:15 cnt:9022

----

19WAR/KON    Datum: EA=2.98(10) eV LPES p:8

Vertical Detachment Energy:3.20(5) eV. This is a reworking of data, including Adiabatic Detachment Energies now, from 17WAR/HOU.

----

17WAR/HOU    Datum: EA=3.20(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Reverse Coulomb Barrier estimated as 2.1-2.3 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b12br12.zd0]

M062X/Def2T|-461.7 |     |     | 3.134|       |-389.0 |    |     

++++++++++++++++++++++++++++++++

[closo-B12Cl12]=

B12Cl12  mw:551.739 Anion CAS: Z-350707-39-0 fg:12 cnt:9021

----

19WAR/KON    Datum: EA=2.77(10) eV LPES p:8

Vertical Detachment Energy:2.95(5) eV. This is a reworking of data, including Adiabatic Detachment Energies now, from 17WAR/HOU.

----

17WAR/HOU    Datum: EA=2.95(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Reverse Coulomb Barrier estimated as 2.3-2.5 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b12cl12.zdf]

G3MP2B3    |-572.1 |     |     | 2.803|       |-507.0 |    |     

M062X/Def2T|-618.4 |     |     | 2.793|       |-553.4 |    |     

B3/6-311++G|-443.4 |     |     | 2.513|       |-385.0 |    |     

++++++++++++++++++++++++++++++++

CoB12-

B12Co  mw:191.045 Anion CAS: Z-916818-57-0 fg:19 cnt:8670

----

14POP/LI     Datum: EA=3.37(4) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[closo-B12F12]=

B12F12  mw:360.094 Anion CAS: Z-192203-25-1 fg:9 cnt:9020

----

22JIA/YUA    Datum: EA=2(10) eV LPES [1.85(10) eV] p:8

The stated EA is the Vertical Detachment Energy.

----

19WAR/KON    Datum: EA=1.70(10) eV LPES p:8

Vertical Detachment Energy:1.90(5) eV. This is a reworking of data, including Adiabatic Detachment Energies now, from 17WAR/HOU.

----

17WAR/HOU    Datum: EA=1.90(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Reverse Coulomb Barrier estimated as 2.4-2.6 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b12f12.zdf]

G3MP2B3    |-1093.3|     |     | 1.692|       |-1053.6|    |     

G4MP2      |-1072.4|     |     | 1.234|       |-1043.2|    |     

M062X/Def2T|-1140.0|     |     | 4.122|       |-1100.2|    |     

B3/6-311++G|-1008.4|     |     | 1.568|       |-971.5 |    |     

++++++++++++++++++++++++++++++++

H2O..B12F12=

B12F12H2O  mw:378.104

Core ion CAS: Z-192203-25-1 Solvent: 7732-18-5 fg:208 cnt:11729

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/YUA    Datum: EA=2(9) eV LPES [2.11(9) eV] p:8

DaffH(AH)=  6.0/2.9 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..B12F12=

B12F12H4O2  mw:396.114 fg:18 cnt:11953

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=2.36(2) eV LPES p:8

DaffH(AH)=  5.8/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..B12F12=

B12F12H6O3  mw:414.124 fg:18 cnt:11954

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=2.60(2) eV LPES p:8

DaffH(AH)=  5.5/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)4..B12F12=

B12F12H8O4  mw:432.135 fg:18 cnt:11955

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=2.80(2) eV LPES p:8

DaffH(AH)=  4.6/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)5..B12F12=

B12F12H10O5  mw:450.145 fg:18 cnt:11956

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=2.83(2) eV LPES p:8

DaffH(AH)=  0.7/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)6..B12F12=

B12F12H12O6  mw:468.156 fg:18 cnt:11957

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=2.98(2) eV LPES p:8

DaffH(AH)=  3.5/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

D2B12-

B12D2  mw:136.140 Anion CAS: Z-1392515-05-7 fg:19 cnt:10624

----

12LI_/ROM3   Datum: EA=2.87(3) eV LPES p:8

The stated EA is also the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [d2b12-d.zzf]

G3MP2B3    |248.0  |     |     | 2.713|       |310.8  |    |     

B3/6-311++G|244.3  |     |     | 2.518|       |302.5  |    |     

++++++++++++++++++++++++++++++++

H2O..B12I12=

B12H2I12O  mw:1672.98

Core ion CAS: Z-350707-43-6 Solvent: 7732-18-5 fg:215 cnt:11730

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/YUA    Datum: EA=3(7) eV LPES [2.91(7) eV] p:8

DaffH(AH)=  2.5/2.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..B12I12=

B12H4I12O2  mw:1690.99 fg:18 cnt:11958

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=3.09(2) eV LPES p:8

DaffH(AH)=  4.2/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..B12I12=

B12H6I12O3  mw:1709.00 fg:18 cnt:11959

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=3.19(2) eV LPES p:8

DaffH(AH)=  2.3/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)4..B12I12=

B12H8I12O4  mw:1727.01 fg:18 cnt:11960

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=3.24(2) eV LPES p:8

DaffH(AH)=  1.2/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)5..B12I12=

B12H10I12O5  mw:1745.02 fg:18 cnt:11961

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=3.34(2) eV LPES p:8

DaffH(AH)=  2.3/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

B12H12=

B12H12  mw:144.207 Anion CAS: Z-12356-13-7 fg:4 cnt:10904

----

22JIA/YUA    Datum: EA=3(7) eV LPES [2.80(7) eV] p:8

The stated EA is the Vertical Detachment Energy.

----

20LI_/JIA    Datum: EA=0.93(5) eV LPES p:8

Vertical Detachment Energy:1.15(5) eV. See also 19APR/WAR.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b12h12.zdf]

CBS-QB3    |-87.6  |     |     | 1.049|       |-61.8  |    |     

G3MP2B3    |-78.4  |     |     | 1.031|       |-53.3  |    |     

G4MP2      |-80.3  |     |     | 0.862|       |-58.9  |    |     

M062X/Def2T|-133.2 |     |     | 0.978|       |-109.6 |    |     

B3/6-311++G|-44.6  |     |     | 0.758|       |-25.7  |    |     

++++++++++++++++++++++++++++++++

(H2O)6..B12I12=

B12H12I12O6  mw:1763.03 fg:18 cnt:11962

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=3.36(2) eV LPES p:8

DaffH(AH)=  0.5/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2O..B12H12=

B12H14O  mw:162.217

Core ion CAS: Z-12356-13-7 Solvent: 7732-18-5 fg:204 cnt:11728

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/YUA    Datum: EA=1(10) eV LPES [1.46(10) eV] p:8

DaffH(AH)=  7.2/2.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..B12H12=

B12H16O2  mw:180.227 fg:18 cnt:11948

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=1.73(2) eV LPES p:8

DaffH(AH)=  6.2/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..B12H12=

B12H18O3  mw:198.237 fg:18 cnt:11949

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=1.97(2) eV LPES p:8

DaffH(AH)=  5.5/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)4..B12H12=

B12H20O4  mw:216.248 fg:18 cnt:11950

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=2.19(2) eV LPES p:8

DaffH(AH)=  5.1/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)5..B12H12=

B12H22O5  mw:234.258 fg:18 cnt:11951

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=2.31(2) eV LPES p:8

DaffH(AH)=  2.8/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)6..B12H12=

B12H24O6  mw:252.269 fg:18 cnt:11952

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22JIA/CAI    Datum: EA=2.53(2) eV LPES p:8

DaffH(AH)=  5.1/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[closo-B12I12]=

B12I12  mw:1654.97 Anion CAS: Z-350707-43-6 fg:15 cnt:9023

----

22JIA/YUA    Datum: EA=3(7) eV LPES [2.80(7) eV] p:8

The stated EA is the Vertical Detachment Energy.

----

19WAR/KON    Datum: EA=2.75(10) eV LPES p:8

Vertical Detachment Energy:2.80(5) eV. This is a reworking of data, including Adiabatic Detachment Energies now, from 17WAR/HOU.

----

17WAR/HOU    Datum: EA=2.80(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Reverse Coulomb Barrier estimated as 1.8-2.3 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b12i12.zd0]

M062X/Def2T|-252.2 |     |     | 2.974|       |-183.2 |    |     

++++++++++++++++++++++++++++++++

B12O2-

B12O2  mw:164.102 Anion CAS: Z-1488349-23-0 fg:7 cnt:10653

----

13ZHA/CHE2   Datum: EA=4.33(3) eV LPES p:8

Vertical Detachment Energy:4.33(3) eV. See also 14ZHA/CHE.

++++++++++++++++++++++++++++++++

RhB12-

B12Rh  mw:235.018 Anion CAS: Z-1542212-82-7 fg:19 cnt:8671

----

14POP/LI     Datum: EA=3.49(4) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

B13-

B13  mw:143.122 Anion CAS: Z-656830-65-8 fg:2 cnt:8100

----

03ZHA/KIR2   Datum: EA=3.78(2) eV LPES p:8

Vertical Detachment Energy:3.78(2) eV.  See also 14SER/POP.

----

06ALE/BOL    Datum: EA=3.78(2) eV LPES p:7

Vertical Detachment Energy:3.78(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b13-c2v.zzf]

G3MP2B3    |296.6  |     |     | 3.787|       |384.3  |    |     

++++++++++++++++++++++++++++++++

B13O-

B13O  mw:159.116 Anion CAS: Z-1443926-52-0 fg:7 cnt:8461

----

13BAI/ZHA    Datum: EA=3.90(4) eV LPES p:8

See also 14ZHA/CHE.

++++++++++++++++++++++++++++++++

B13O2-

B13O2  mw:175.111 Anion CAS: Z-1488349-24-1 fg:7 cnt:10654

----

13ZHA/CHE2   Datum: EA=4.80(3) eV LPES p:8

Vertical Detachment Energy:4.80(3) eV. See also 14ZHA/CHE.

++++++++++++++++++++++++++++++++

B14-

B14  mw:154.131 Anion CAS: Z-656830-73-8 fg:2 cnt:8101

----

03ZHA/KIR2   Datum: EA=3.102(10) eV LPES p:8

Vertical Detachment Energy:3.102(10) eV. See also 14SER/POP.

++++++++++++++++++++++++++++++++

La3B14-

B14La3  mw:570.850 fg:20 cnt:10190

----

19CHE/LI 2   Datum: EA=2.05(10) eV LPES p:8

Vertical Detachment Energy:2.25(5) eV.

++++++++++++++++++++++++++++++++

B14O2-

B14O2  mw:186.121 Anion CAS: Z-1488349-25-2 fg:7 cnt:10655

----

13ZHA/CHE2   Datum: EA=3.67(5) eV LPES p:8

Vertical Detachment Energy:3.72(3) eV. See also 14ZHA/CHE.

++++++++++++++++++++++++++++++++

B15-

B15  mw:165.140 Anion CAS: Z-656830-81-8 fg:2 cnt:8102

----

03ZHA/KIR2   Datum: EA=3.34(4) eV LPES p:8

Vertical Detachment Energy:3.43(4) eV. See also 14SER/POP.

++++++++++++++++++++++++++++++++

B16-

B16  mw:176.149 Anion CAS: Z-1034151-31-9 fg:2 cnt:7029

----

08SER/ZUB    Datum: EA=3.25(5) eV LPES p:9

Vertical Detachment Energy:3.39(4) eV. See also 14SER/POP.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b16-c2v.zzf]

G3MP2B3    |359.4  |     |     | 3.290|       |435.0  |    |     

B3/6-311++G|374.0  |     |     | 3.145|       |446.3  |    |     

++++++++++++++++++++++++++++++++

CoB16-

B16Co  mw:235.083 Anion CAS: N-1455028-41-7 fg:19 cnt:8814

----

15POP/JIA    Datum: EA=2.48(5) eV LPES p:8

Vertical Detachment Energy:2.71(5) eV.

++++++++++++++++++++++++++++++++

MnB16-

B16Mn  mw:231.087 Anion CAS: Z-1917367-67-9 fg:19 cnt:10661

----

16JIA/LI 2   Datum: EA=2.17(8) eV LPES p:8

Vertical Detachment Energy:2.89(8) eV.

++++++++++++++++++++++++++++++++

B17-

B17  mw:187.159 Anion CAS: Z-1315552-62-5 fg:2 cnt:8070

----

11SER/AVE    Datum: EA=4.23(2) eV LPES p:9

See also 14SER/POP.

++++++++++++++++++++++++++++++++

B18-

B18  mw:198.168 Anion CAS: Z-1315552-74-9 fg:2 cnt:8071

----

11SER/AVE    Datum: EA=3.53(5) eV LPES p:9

See also 14SER/POP.

++++++++++++++++++++++++++++++++

CoB18-

B18Co  mw:257.101 Anion CAS: Z-1917288-58-4 fg:19 cnt:10666

----

16LI_/JIA2   Datum: EA=4.00(6) eV LPES p:8

Vertical Detachment Energy:4.14(6) eV.

++++++++++++++++++++++++++++++++

La3B18-

B18La3  mw:614.887 fg:20 cnt:11934

----

20CHE/LI     Datum: EA=2.80(6) eV LPES p:8

Vertical Detachment Energy: 2.97(6) eV.

++++++++++++++++++++++++++++++++

RhB18-

B18Rh  mw:301.074 fg:19 cnt:10660

----

16JIA/LI     Datum: EA=4.10(6) eV LPES p:8

Vertical Detachment Energy:4.25(5) eV. Though to be the Cs semi-planar structure.

----

16JIA/LI     Datum: EA=2.98(8) eV LPES p:8

Vertical Detachment Energy:3.2(1) eV. Thought to be the D9h cage/drum structure.

++++++++++++++++++++++++++++++++

Tb3B18-

B18Tb3  mw:674.944 fg:20 cnt:11935

----

20CHE/LI     Datum: EA=3.13(5) eV LPES p:8

Vertical Detachment Energy: 3.20(5) eV.

++++++++++++++++++++++++++++++++

B19-

B19  mw:209.177 Anion CAS: Z-1221582-96-2 fg:2 cnt:8095

----

10HUA/SER    Datum: EA=4.34(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. B13 ring surrounding a B5 ring surrounding a central B. See also 14SER/POP.

++++++++++++++++++++++++++++++++

B20-

B20  mw:220.187 Anion CAS: Z-887498-81-9 fg:2 cnt:8088

----

05KIR/BUL    Datum: EA=3.02(2) eV LPES p:8

Vertical Detachment Energy:3.11(2) eV. See also 14SER/POP.

++++++++++++++++++++++++++++++++

TaB20-

B20Ta  mw:401.135 Anion CAS: Z-2252461-99-5 fg:19 cnt:10670

----

17LI_/JIA    Datum: EA=2.95(5) eV LPES p:8

Vertical Detachment Energy:3.30(5) eV. There is a minor isomer with Vertical Detachment Energy 3.63 eV.

++++++++++++++++++++++++++++++++

B21-

B21  mw:231.196 Anion CAS: Z-1372089-58-1 fg:2 cnt:8166

----

12PIA/LI     Datum: EA=4.38(5) eV LPES p:9

See also 14SER/POP.

++++++++++++++++++++++++++++++++

B22-

B22  mw:242.205 Anion CAS: Z-1403763-59-6 fg:2 cnt:10200

----

12SER/PIA    Datum: EA=3.34(5) eV LPES p:8

Vertical Detachment Energy:3.45(5) eV. See also 14SER/POP.

++++++++++++++++++++++++++++++++

B23-

B23  mw:253.215 Anion CAS: Z-1403763-65-4 fg:2 cnt:10201

----

12SER/PIA    Datum: EA=4.32(3) eV LPES p:8

Vertical Detachment Energy:4.46(3) eV. See also 14SER/POP.

++++++++++++++++++++++++++++++++

B24-

B24  mw:264.224 Anion CAS: Z-865538-52-9 fg:2 cnt:10202

----

13POP/PIA    Datum: EA=3.55(7) eV LPES p:8

Vertical Detachment Energy:3.75(7) eV. See also 14SER/POP.

++++++++++++++++++++++++++++++++

B25-

B25  mw:275.233 Anion CAS: Z-1620557-44-9 fg:2 cnt:10205

----

14PIA/POP    Datum: EA=3.8(1) eV LPES p:8

Vertical Detachment Energy:4.02(6) eV.

++++++++++++++++++++++++++++++++

B26-

B26  mw:286.242 Anion CAS: Z-1773488-08-6 fg:2 cnt:10671

----

17LUO/JIA    Datum: EA=3.82(5) eV LPES p:8

Vertical Detachment Energy:3.99(5) eV.

++++++++++++++++++++++++++++++++

B27-

B27  mw:297.252 Anion CAS: Z-1622159-34-5 fg:2 cnt:8757

----

15LI_/PAL    Datum: EA=4.09(6) eV LPES p:9

See also 14SER/POP.

++++++++++++++++++++++++++++++++

B28-

B28  mw:308.261 Anion CAS: Z-1773488-36-0 fg:2 cnt:8907

----

16WAN/ZHA2   Datum: EA=3.44(5) eV LPES p:8

Vertical Detachment Energy:3.64(50) eV. "Seashell-like" isomer.

++++++++++++++++++++++++++++++++

B29-

B29  mw:319.270 Anion CAS: Z-1773488-37-1 fg:2 cnt:10207

----

16LI_/JIA    Datum: EA=4.15(5) eV LPES p:8

Vertical Detachment Energy:4.37(5) eV.

++++++++++++++++++++++++++++++++

B30-

B30  mw:330.280 Anion CAS: Z-1613593-04-6 fg:2 cnt:10204

----

14LI_/ZHA    Datum: EA=3.59(7) eV LPES p:8

Vertical Detachment Energy:3.69(7) eV.

++++++++++++++++++++++++++++++++

B31-

B31  mw:341.289 Anion CAS: N-1372604-43-7 fg:2 cnt:9921

----

19CHE/CHE2   Datum: EA=3.74(10) eV LPES p:8

Vertical Detachment Energy:4.07(10) eV.

++++++++++++++++++++++++++++++++

B32-

B32  mw:352.298 Anion CAS: N-146703-25-5 fg:2 cnt:9922

----

19CHE/CHE2   Datum: EA=3.65(9) eV LPES p:8

Vertical Detachment Energy:3.83(9) eV.

++++++++++++++++++++++++++++++++

B33-

B33  mw:363.308 Anion CAS: N-1048652-06-7 fg:2 cnt:9024

----

17CHE/LI 2   Datum: EA=3.91(6) eV LPES p:8

Vertical Detachment Energy:4.09(6) eV.

++++++++++++++++++++++++++++++++

B34-

B34  mw:374.317 Anion CAS: N-390394-99-7 fg:2 cnt:9025

----

17CHE/LI 2   Datum: EA=3.75(6) eV LPES p:8

Vertical Detachment Energy:3.89(6) eV.

++++++++++++++++++++++++++++++++

B35-

B35  mw:385.326 Anion CAS: Z-1623007-41-9 fg:2 cnt:10206

----

14LI_/CHE    Datum: EA=3.95(5) eV LPES p:8

Vertical Detachment Energy:4.06(5) eV.

++++++++++++++++++++++++++++++++

B36-

B36  mw:396.336 Anion CAS: Z-1621071-29-1 fg:2 cnt:10203

----

14PIA/HU     Datum: EA=3.30(7) eV LPES p:8

Vertical Detachment Energy:3.12(7) eV.

++++++++++++++++++++++++++++++++

B37-

B37  mw:407.345 Anion CAS: N-1372604-44-8 fg:2 cnt:8981

----

17CHE/TIA    Datum: EA=3.76(5) eV LPES p:9

Vertical Detachment Energy:3.86(5) eV.

++++++++++++++++++++++++++++++++

B38-

B38  mw:418.354 Anion CAS: N-189519-53-7 fg:2 cnt:8982

----

17CHE/TIA    Datum: EA=3.91(5) eV LPES p:9

Vertical Detachment Energy:4.02(5) eV.

++++++++++++++++++++++++++++++++

B39-

B39  mw:429.363 Anion CAS: N-1048652-11-4 fg:2 cnt:10659

----

15CHE/LI     Datum: EA=3.84(5) eV LPES p:8

Vertical Detachment Energy:4.00(5) eV.

++++++++++++++++++++++++++++++++

B40-

B40  mw:440.373 Anion CAS: Z-1620987-88-3 fg:2 cnt:10658

----

14ZHA/ZHA    Datum: EA=2.50(5) eV LPES p:8

Vertical Detachment Energy:2.62(5) eV. Likely cage/fullerene isomer.

----

14ZHA/ZHA    Datum: EA=3.51(5) eV LPES p:8

Vertical Detachment Energy:3.63(5) eV. Likely quasi-planar isomer.

++++++++++++++++++++++++++++++++

B48-

B48  mw:528.447 Anion CAS: N-390395-90-1 fg:2 cnt:11323

----

21CHE/MA     Datum: EA=3.3(1) eV LPES p:8

Vertical Detachment Energy:3.56(5) eV.

++++++++++++++++++++++++++++++++

Ba-

Ba  mw:137.906 Anion CAS: Z-54922-94-0 fg:1 cnt:4827

HOF(A.)=  43.0/5.0  82WAG/EVA    | BDE(A-H)= 42.1/7.1 R-AH           

HOF(AH)=  53.1/5.0  82WAG/EVA    | S(A-)=42.1/0.1 Stat |  S(AH)= | S(A.)=40.7  82WAG/EVA

----

95PET/VOL    Datum: EA=0.14462(6) eV PDRI | HOF(A-)=39.7/5.0 R-EA p:7

DacidH(AH)= 352.3/3.8 D-EA

Given: 0.14462(6) eV. Electron affinity may be to an excited Ba state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ba-d.za0]

M062X/Def2T|53.3   |364.5|359.8|-0.446|53.7   |43.0   |15.7|41.6 

++++++++++++++++++++++++++++++++

BaCl2-

BaCl2  mw:207.843 Anion CAS: N-10361-37-2 fg:11 cnt:11209

HOF(A.)= -119.2/4.1  02BIN/MIL   |

----

20WEI/YAN    Datum: EA=0.90(8) eV LPES | HOF(A-)=-139.9/4.5 R-EA p:8

Vertical Detachment Energy:1.02(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bacl2.zz0]

M062X/Def2T|-137.8 |     |     | 1.050|       |-113.7 |    |     

++++++++++++++++++++++++++++++++

H2O..BaCl2-

BaCl2H2O  mw:225.854

Core ion CAS: N-10361-37-2 Solvent: 7732-18-5 fg:21 cnt:11210

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20WEI/YAN    Datum: EA=0.74(8) eV LPES p:8

Vertical Detachment Energy:0.92(8) eV.

++++++++++++++++++++++++++++++++

(H2O)2..BaCl2-

BaCl2H4O2  mw:243.865 fg:21 cnt:11211

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20WEI/YAN    Datum: EA=0.66(8) eV LPES p:8

Vertical Detachment Energy:0.84(8) eV.

++++++++++++++++++++++++++++++++

(H2O)3..BaCl2-

BaCl2H6O3  mw:261.875 fg:21 cnt:11212

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20WEI/YAN    Datum: EA=0.68(8) eV LPES p:8

Vertical Detachment Energy:0.88(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..BaCl2-

BaCl2H8O4  mw:279.886 fg:21 cnt:11213

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20WEI/YAN    Datum: EA=0.62(8) eV LPES p:8

Vertical Detachment Energy:0.86(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..BaCl2-

BaCl2H10O5  mw:297.896 fg:21 cnt:11214

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20WEI/YAN    Datum: EA=0.52(8) eV LPES p:8

Vertical Detachment Energy:0.81(8) eV.

++++++++++++++++++++++++++++++++

Be-

Be  mw:9.013 Anion CAS: Z-14700-99-3 fg:1 cnt:10888

HOF(A.)=  77.5/0.5  82WAG/EVA    | BDE(A-H)= 47.8/0.7 R-AH           

HOF(AH)=  81.8/0.4  96GUR/VEY    |

DacidS=19.1/0.1 A-AH |  S(A-)=35.3/0.1 Stat |  S(AH)=42.2  82WAG/EVA | S(A.)=32.6  82WAG/EVA

----

95KRI/PET    Datum: EA=0.29099(10) eV LPD  | HOF(A-)=70.8/0.5 R-EA p:8

Anion is a metastable quartet state, above the singlet neutral ground state. This electron affinity represents the transition to an excited triplet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [be-q.zzf]

W1U        |134.0  |419.1|413.5| 0.274|80.8   |140.4  |19.1|111.7

CBS-QB3    |137.4  |420.6|414.9| 0.223|82.5   |142.5  |19.0|112.1

G3MP2B3    |141.3  |424.1|418.4| 0.201|84.4   |146.0  |19.1|113.6

G3MP2B3+   |141.3  |424.1|418.4| 0.201|84.4   |146.0  |19.1|113.7

G4MP2      |136.6  |423.2|417.5| 0.260|80.5   |142.6  |19.2|114.1

M062X/Def2T|150.3  |435.6|429.9|-0.386|79.4   |141.4  |19.1|114.1

B3/6-311++G|128.9  |     |     | 0.225|       |134.1  |    |     

++++++++++++++++++++++++++++++++

BeF-

BeF  mw:28.011 Anion CAS: Z-51233-20-6 fg:8 cnt:9628

HOF(A.)= -40.6/2.0  98JANAF      |

----

18GRE/JEA    Datum: EA=1.0783(7) eV SEVI | HOF(A-)=-65.5/2.0 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bef.zaf]

W1U        |-65.5  |380.3|373.1| 1.074|-80.0  |-40.7  |24.4|91.3 

CBS-QB3    |-63.0  |379.4|372.1| 1.137|-76.6  |-36.8  |24.3|91.9 

G3MP2B3    |-63.4  |377.3|370.1| 1.222|-73.5  |-35.2  |24.1|90.3 

G3MP2B3+   |-63.4  |377.2|369.9| 1.221|-73.4  |-35.3  |24.3|90.3 

G4MP2      |-68.5  |376.5|369.3| 1.247|-77.9  |-39.8  |24.3|90.2 

M062X/Def2T|-60.7  |381.3|372.5| 0.968|-77.3  |-38.4  |29.6|91.0 

B3/6-311++G|-66.2  |381.4|372.6| 1.125|-80.3  |-40.3  |29.3|92.1 

++++++++++++++++++++++++++++++++

BeF3-

BeF3  mw:66.008 Anion CAS: Z-19181-26-1 fg:8 cnt:202

HOF(solv)=-190.4/0.9  96GUR/VEY    

----

80NIK/SOR *  Datum: DaffH= 97.3/2.3 TDEq | HOF(A-)=-347.1/2.6 AfIN p:7

Fluoride Affinity: 19.9/1.7 kcal < AlF3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bef3.zcf]

W1U        |-341.4 | 89.2| 81.2| 27.0|-192.0 |-60.1  

CBS-QB3    |-337.8 | 90.7| 84.6| 20.3|-188.1 |-59.0  

G3MP2B3    |-334.8 | 89.4| 83.9| 18.8|-185.2 |-60.1  

G3MP2B3    |-324.1 | 86.3|100.6|  8.1|-177.7 |-60.1  

G3MP2B3+   |-335.1 | 89.7| 84.3| 18.3|-185.2 |-60.1  

G4MP2      |-338.0 | 87.2| 79.1| 27.2|-188.9 |-62.0  

M062X/Def2T|-331.7 |100.4| 93.0| 24.9|-185.4 |-45.9  

B3/6-311++G|-332.7 | 75.7| 79.1| 23.3|-185.1 |-61.5  

++++++++++++++++++++++++++++++++

BeH-

BeH  mw:10.021 Anion CAS: Z-12260-29-6 fg:3 cnt:49

HOF(A.)=  81.8/0.4  96GUR/VEY    | BDE(A-H)= 99.9/4.0 R-AH           

HOF(AH)=  34.0/4.0 Est4          |

DacidS=25.4/1.0 A-AH |  S(A-)=40.8/0.2 Isoe 82WAG/EVA |  S(AH)=41.4/1.0  98JANAF

----

77RAC/FEL    Datum: EA=0.7(1) eV PD   | HOF(A-)=65.7/2.4 R-EA p:8

DacidG(AH)= 389.8/4.7 H-TS| DacidH(AH)= 397.4/3.7 D-EA

DaffH(AH)=  46.6/2.4 A-IN

.DELTA.fH(BeH2) of 30 kcal/mol {98JANAF} is a 1959 SWAG. Composite computational methods(18BAR/) indicate .DELTA.fH is ca. 40 kcal/mol, Bond Dissociation Energy = 92.1, and .DELTA.acidH = 389.7 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [beh.zaf]

W1U        |68.0   |394.7|387.2| 0.553|39.2   |80.8   |25.2|93.7 

CBS-QB3    |69.3   |394.1|386.5| 0.573|41.0   |82.5   |25.4|93.6 

G3MP2B3    |68.6   |391.0|383.8| 0.687|44.8   |84.4   |24.1|91.7 

G3MP2B3+   |68.4   |390.8|383.7| 0.696|44.7   |84.4   |23.8|91.8 

G4MP2      |63.6   |390.6|383.0| 0.736|40.2   |80.5   |25.5|92.5 

M062X/Def2T|74.0   |399.4|391.9| 0.233|39.3   |79.4   |25.2|92.2 

B3/6-311++G|61.9   |396.8|389.7| 0.522|32.4   |73.9   |23.8|93.6 

++++++++++++++++++++++++++++++++

BeO-

BeO  mw:25.008 Anion CAS: Z-56448-66-9 fg:5 cnt:8977

HOF(A.)=  33.0/3.0  83PED/MAR    |

----

17MAS/DER    Datum: EA=2.1741(19) eV LPES [17535.(15) cm-1] | HOF(A-)=-17.1/3.0 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [beo.zaf]

W1U        |-19.8  |366.9|360.7| 2.177|-20.9  |30.4   |20.9|103.4

G3MP2B3    |-17.7  |365.1|359.0| 2.422|-15.6  |38.2   |20.5|105.9

G3MP2B3+   |-17.8  |364.3|354.6| 2.428|-14.9  |38.2   |32.4|105.2

G4MP2      |-21.0  |365.9|359.7| 2.290|-19.8  |31.8   |20.8|103.7

M062X/Def2T|-14.8  |370.4|364.2| 2.124|-20.5  |34.2   |20.7|106.8

B3/6-311++G|-22.9  |365.6|359.5| 2.278|-21.2  |29.7   |20.6|103.0

++++++++++++++++++++++++++++++++

BeS-

BeS  mw:40.985 Anion CAS: N-13598-22-6 fg:19 cnt:8998

HOF(A.)=  63.0/15.0  02BIN/MIL   |

----

17DER/GRE    Datum: EA=2.3346(2) eV SEVI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bes.zaf]

W1U        |12.4   |331.3|325.4| 2.342|47.0   |66.4   |19.8|71.6 

G3MP2B3    |14.3   |330.5|324.6| 2.388|51.0   |69.3   |19.8|70.4 

G3MP2B3+   |14.3   |330.5|324.6| 2.387|51.0   |69.3   |19.8|70.4 

G4MP2      |10.6   |331.4|325.5| 2.377|46.4   |65.4   |19.8|71.1 

M062X/Def2T|13.4   |333.4|327.6| 2.273|44.7   |65.8   |19.6|73.3 

B3/6-311++G|9.4    |330.7|324.8| 2.423|46.0   |65.3   |19.8|71.4 

++++++++++++++++++++++++++++++++

Be2F5-

Be2F5  mw:113.017 Anion CAS: Z-12323-08-9 fg:9 cnt:1365

HOF(solv)=-413.9/3.6  96GUR/VEY    

----

80NIK/SOR *  Datum: DaffH= 111.0/2.0 TDEq | HOF(A-)=-584.3/4.2 AfIN p:7

Fluoride Affinity of Be2F4: 6.3/2 kcal < AlF3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [be2f5.zcf]

W1U        |-579.1 | 98.8| 91.1| 25.8|-420.2 |-60.1  

CBS-QB3    |-572.4 |101.6| 94.3| 24.4|-411.8 |-59.0  

G3MP2B3    |-566.2 |100.3| 92.6| 25.8|-405.8 |-60.1  

G3MP2B3+   |-566.6 |100.5| 93.2| 24.7|-405.9 |-60.1  

G4MP2      |-572.7 | 97.2| 89.7| 25.1|-413.5 |-62.0  

M062X/Def2T|-566.9 |112.2|104.4| 26.3|-408.8 |-45.9  

B3/6-311++G|-559.0 | 86.4| 89.0| 26.0|-400.8 |-61.5  

++++++++++++++++++++++++++++++++

KF..Be2F5-

Be2F6K  mw:170.979

Core ion CAS: Z-12323-08-9 Solvent: 7789-23-3 fg:10 cnt:1613

HOF(solv)= -77.8/0.1 neut 82WAG/EVA

----

80NIK/SOR *  Datum: DaffH= 69.2/2.5 TDAs | HOF(A-)=-731.3/4.9 AfIN p:5

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [kbef32.zcf]

CBS-QB3    |-709.3 | 61.6| 54.4| 24.2|-75.3  |-572.4 

G3MP2B3    |-706.2 | 64.6| 57.8| 23.0|-75.3  |-566.2 

G3MP2B3+   |-706.8 | 64.4| 57.4| 23.6|-75.8  |-566.6 

G4MP2      |-711.4 | 63.3| 56.7| 21.9|-75.4  |-572.7 

M062X/Def2T|-706.8 | 66.5| 58.4| 26.9|-73.5  |-566.9 

B3/6-311++G|-695.5 | 42.0| 33.9| 26.9|-320.9 |-332.7 

++++++++++++++++++++++++++++++++

NaF..Be2F5-

Be2F6Na  mw:155.005

Core ion CAS: Z-12323-08-9 Solvent: 7681-49-4 fg:10 cnt:1615

HOF(solv)= -69.6/0.5 neut 82WAG/EVA
###### the following are "below the line": evaluated as not accurate ####

----

80NIK/SOR *  Datum: DaffH= 65.2/2.5 TDAs | HOF(A-)=-719.1/4.9 AfIN p:4

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nabef32.zcf]

CBS-QB3    |-690.1 | 47.4| 39.0| 28.1|-70.3  |-572.4 

G3MP2B3    |-687.3 | 51.6| 44.1| 25.1|-69.5  |-566.2 

G3MP2B3+   |-684.0 | 46.8| 38.7| 27.3|-70.5  |-566.6 

G4MP2      |-701.1 | 59.9| 47.8| 40.6|-68.5  |-572.7 

G4MP2      |-712.1 | 70.9| 62.5| 28.2|-68.5  |-572.7 

M062X/Def2T|-703.8 | 70.1| 61.7| 28.3|-66.8  |-566.9 

B3/6-311++G|-693.0 | 69.0| 60.8| 27.5|-65.0  |-559.0 

++++++++++++++++++++++++++++++++

Be3-

Be3  mw:27.037 Anion CAS: Z-65381-44-4 fg:2 cnt:11617

----

23JAF/STA    Datum: EA=1.4088(74) eV SEVI [11363.(60) cm-1] p:9

Given: 11363(60) cm-1.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [be3.zzf]

W1U        |173.8  |360.0|349.4| 1.478|179.7  |207.9  |35.6|80.4 

CBS-QB3    |177.8  |359.6|349.6| 1.445|183.9  |211.2  |33.5|79.4 

G3MP2B3    |177.8  |354.4|343.5| 1.622|190.6  |215.3  |36.6|76.8 

G3MP2B3+   |177.7  |354.4|344.0| 1.628|190.5  |215.3  |34.7|76.9 

G4MP2      |164.2  |354.5|345.3| 1.584|176.9  |200.8  |30.8|76.1 

M062X/Def2T|178.2  |351.6|344.3| 1.247|191.3  |207.1  |24.6|67.9 

B3/6-311++G|168.5  |369.3|359.0| 1.404|166.4  |200.9  |34.7|86.6 

++++++++++++++++++++++++++++++++

BeF2..Be2F5-

Be3F7  mw:160.026 Anion CAS: Z-74456-26-1 fg:9 cnt:1611

HOF(solv)=-190.4/0.9  96GUR/VEY    

----

80NIK/SOR *  Datum: DaffH= 41.8/2.5 TDAs | HOF(A-)=-816.5/4.9 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [be3f7.zcf]

G3MP2B3    |-808.2 | 56.8| 45.4| 38.3|-185.2 |-566.2 

G3MP2B3+   |-808.6 | 56.7| 45.7| 37.1|-185.2 |-566.6 

G4MP2      |-817.4 | 55.9| 42.8| 44.0|-188.9 |-572.7 

M062X/Def2T|-813.3 | 61.0| 48.0| 43.6|-185.4 |-566.9 

B3/6-311++G|-793.2 | 49.1| 36.5| 42.2|-185.1 |-559.0 

++++++++++++++++++++++++++++++++

KBeF3..Be2F5-

Be3F8K  mw:217.988

Core ion CAS: Z-12323-08-9 Solvent: 13600-73-2 fg:10 cnt:1614

HOF(solv)=-331.0/0.5  82WAG/EVA    

----

80NIK/SOR *  Datum: DaffH= 44.9/2.0 TDAs | HOF(A-)=-960.2/4.6 AfIN p:5

++++++++++++++++++++++++++++++++

Be4-

Be4  mw:36.049 Anion CAS: Z-65381-45-5 fg:2 cnt:11618

----

23JAF/STA    Datum: EA=1.6185(62) eV SEVI [13054.(50) cm-1] p:9

Given: 13054(50) cm-1.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [be4.zzf]

W1U        |183.0  |326.9|321.3| 1.680|222.0  |221.7  |19.0|51.9 

CBS-QB3    |191.3  |328.0|322.3| 1.659|229.1  |229.5  |19.0|52.5 

G3MP2B3    |193.7  |324.0|318.3| 1.843|236.8  |236.1  |19.3|51.4 

G3MP2B3+   |193.6  |324.1|318.4| 1.842|236.7  |236.0  |19.0|51.4 

G4MP2      |176.9  |326.0|320.4| 1.729|218.1  |216.7  |18.9|50.7 

M062X/Def2T|185.4  |331.2|325.5| 1.468|218.9  |219.2  |19.2|52.4 

B3/6-311++G|178.5  |335.6|329.9| 1.587|210.2  |215.1  |19.0|56.9 

++++++++++++++++++++++++++++++++

Bi-

Bi  mw:208.981 Anion CAS: Z-16050-78-5 fg:1 cnt:48

HOF(A.)=  49.5/0.5  82WAG/EVA    | S(A-)=44.1/0.1 Stat |  S(AH)= | S(A.)=44.7  82WAG/EVA

----

01BIL/HAU    Datum: EA=0.942362(13) eV LPD  | HOF(A-)=27.8/0.5 R-EA p:9

Given: 0.942362(13) eV. 21WAL/SPI indicates that there is a 3P0 excited state of the anion 0.56928(4) eV up from the 3P2 anion ground state.

----

81FEI/COR2   Datum: EA=0.946(10) eV LPES p:8

Assigned transition is Bi- 3P2 to Bi 2D3/2. However, 01BIL/HAU states that the neutral state is 3P3/2. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

----

09SOB/REV    Datum: EA=0.94(10) eV LPES p:7

----

77FEL/RAC2   Datum: EA=1.05(25) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bi-t.za0]

M062X/Def2T|40.6   |351.4|346.4| 0.385|53.9   |49.5   |16.7|47.7 

++++++++++++++++++++++++++++++++

BiCl3..Cl-

BiCl4  mw:348.856 Anion CAS: Z-20057-70-9 fg:482 cnt:5915

HOF(solv)= -63.5/0.5  82WAG/EVA    

----

02WAL/CHE    Datum: DaffH= 36.6/3.6 CIDT | HOF(A-)=-100.1/3.6 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bicl4.zc0]

M062X/Def2T|-173.0 | 54.3| 48.2| 20.3|-70.3  |-48.4  

++++++++++++++++++++++++++++++++

BiGa-

BiGa  mw:277.907 Anion CAS: Z-1140413-85-9 fg:19 cnt:7315

----

09SOB/REV    Datum: EA=1.63(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [biga-d.za0]

M062X/Def2T|60.7   |     |     | 1.267|       |90.0   |    |     

++++++++++++++++++++++++++++++++

BiGa2-

BiGa2  mw:346.832 Anion CAS: Z-1140413-88-2 fg:19 cnt:7316

----

09SOB/REV    Datum: EA=2.17(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [biga2-s.za0]

M062X/Def2T|68.5   |     |     | 1.795|       |109.9  |    |     

++++++++++++++++++++++++++++++++

NH3..Bi-

BiH3N  mw:226.007 Anion CAS: Z-1246929-54-3 fg:16 cnt:7936

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

10SOB/CAS    Datum: EA=1.28(5) eV LPES p:7

DaffH(AH)=  7.8/1.2 dEA

Vertical Detachment Energy:1.48(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nh3bi.zc0]

M062X/Def2T|26.4   |     |     |     |       |       | 0.610

++++++++++++++++++++++++++++++++

(NH3)2..Bi-

BiH6N2  mw:243.034 Anion CAS: Z-1246929-55-4 fg:16 cnt:7937

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

10SOB/CAS    Datum: EA=1.30(5) eV LPES p:7

Vertical Detachment Energy:1.58(5) eV.

++++++++++++++++++++++++++++++++

BiO-

BiO  mw:224.976 Anion CAS: Z-65046-82-4 fg:5 cnt:2965

HOF(A.)=  28.4/3.0  99YUN/GLU3   |

----

22KOC/GAO    Datum: EA=1.492(1) eV LPEI p:9

----

92KUZ/SEM *  Datum: HOF(A-)=-6.4/1.7 IMRE p:8

EA(eV)= 1.617

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bio-t.za0]

M062X/Def2T|9.4    |     |     | 1.592|       |46.1   |    |     

++++++++++++++++++++++++++++++++

BiO2-

BiO2  mw:240.971 Anion CAS: Z-65046-83-5 fg:6 cnt:2966

----

22KOC/GAO    Datum: EA=3.201(1) eV LPEI p:9

----

92KUZ/SEM *  Datum: HOF(A-)=-43.2/2.4 IMRE p:8

EA(eV)= 3.720

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bio2-s.za0]

M062X/Def2T|-20.9  |362.0|354.9| 2.752|-18.2  |42.7   |23.9|113.0

++++++++++++++++++++++++++++++++

Bi2-

Bi2  mw:417.961 Anion CAS: Z-121055-32-1 fg:2 cnt:2552

HOF(A.)=  52.5/0.5  82WAG/EVA    |

----

91POL/HO     Datum: EA=1.271 eV LPES | HOF(A-)=23.2/0.9 R-EA p:9

DaffH(AH)=  54.1/0.9 A-IN

----

09SUN/SUN    Datum: EA=1.22(10) eV LPES p:8

----

09SOB/REV    Datum: EA=1.20(10) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bibi-q.za0]

M062X/Def2T|59.6   |     |     | 1.293|       |89.3   |    |     

++++++++++++++++++++++++++++++++

Bi2Ga-

Bi2Ga  mw:486.887 Anion CAS: Z-1140414-08-9 fg:19 cnt:7317

----

09SOB/REV    Datum: EA=2.11(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bi2ga-t.za0]

M062X/Def2T|68.9   |     |     | 1.363|       |100.4  |    |     

++++++++++++++++++++++++++++++++

Bi2Ga2-

Bi2Ga2  mw:555.812 Anion CAS: Z-1140414-13-6 fg:20 cnt:7318

----

09SOB/REV    Datum: EA=1.96(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Bi2Si5-

Bi2Si5  mw:557.846 Anion CAS: Z-1086452-01-8 fg:20 cnt:7212

----

08LI_/WAN    Datum: EA=2.25(10) eV LPES p:9

Vertical Detachment Energy:2.25(4) eV.

++++++++++++++++++++++++++++++++

Bi3-

Bi3  mw:626.942 Anion CAS: Z-136857-81-3 fg:2 cnt:2553

----

91POL/HO     Datum: EA=1.60(3) eV LPES p:9

----

09SUN/SUN    Datum: EA=1.51(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bi3-t.za0]

M062X/Def2T|63.5   |     |     | 1.319|       |94.0   |    |     

++++++++++++++++++++++++++++++++

Ga2Bi3-.

Bi3Ga2  mw:764.793 Anion CAS: Z-1300743-57-0 fg:20 cnt:8013

----

11GUP/REB    Datum: EA=2.39(4) eV LPES p:9

Vertical Detachment Energy:2.74(4) eV.

++++++++++++++++++++++++++++++++

In2Bi3-.

Bi3In2  mw:856.749 Anion CAS: Z-1228022-98-7 fg:20 cnt:8012

----

11GUP/REB    Datum: EA=2.42(4) eV LPES p:9

Vertical Detachment Energy:2.75(4) eV.

++++++++++++++++++++++++++++++++

Bi4-

Bi4  mw:835.922 Anion CAS: Z-136857-82-4 fg:2 cnt:2554

----

91POL/HO     Datum: EA=1.05(10) eV LPES p:9

----

09SUN/SUN    Datum: EA=1.23(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bi4-d.za0]

M062X/Def2T|90.9   |     |     | 0.597|       |104.2  |    |     

++++++++++++++++++++++++++++++++

Bi5-

Bi5  mw:1044.90 Anion CAS: Z-160171-37-9 fg:2 cnt:10264

----

02ZHA/WAN3   Datum: EA=2.87(2) eV LPES p:8

Vertical Detachment Energy:2.87(2) eV.

++++++++++++++++++++++++++++++++

Bi18-

Bi18  mw:3761.65 Anion CAS: Z-180325-24-0 fg:2 cnt:11727

----

24MA_/CHE    Datum: EA=2.40(10) eV LPES p:8

Vertical Detachment Energy:2.50(10) eV.

++++++++++++++++++++++++++++++++

Br-

Br  mw:78.919 Anion CAS: Z-24959-67-9 fg:1 cnt:27

HOF(A.)=  26.7/0.1  89GUR/VEY    | BDE(A-H)= 87.5/0.1 R-AH           

HOF(AH)=  -8.7/0.1  89GUR/VEY    |

DacidS=17.5/0.1 A-AH |  S(A-)=39.0/0.1 Isoe 82WAG/EVA |  S(AH)=47.5/0.1  89GUR/VEY | S(A.)=41.8  82WAG/EVA

----

89BLO/CAC    Datum: EA=3.3635884(19) eV LPD  [27129.170(15) cm-1] | HOF(A-)=-50.8/0.3 Acid p:9

DacidG(AH)= 318.2/0.1 H-TS| DacidH(AH)= 323.5/0.3 D-EA

Given: 27129.170(15) cm-1.

----

15LAP/KET    Datum: EA=3.39(5) eV LPES p:8

The stated EA is for the 2P3/2 state of the neutral. By deconvolution, the 2P1/2 state has electron affinity = 3.86(5) eV.

----

88TAF/BOR    Datum: DacidG= 318.2/2.0 IMRE p:8

DacidH(AH)= 323.4/2.0 G+TS

----

21COR/HAA    Datum: EA=3.36(5) eV LPES p:7

----

63BER/REI    Datum: EA=3.363(3) eV Spec p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [br.zaf]

CBS-QB3    |-55.2  |323.8|318.6| 3.558|-13.3  |26.8   |17.5|92.2 

G3MP2B3    |-52.5  |323.6|318.4| 3.435|-8.9   |26.7   |17.6|87.7 

G3MP2B3+   |-52.5  |323.6|318.4| 3.435|-8.9   |26.7   |17.6|87.7 

G4MP2      |-52.1  |323.8|318.6| 3.418|-8.7   |26.7   |17.6|87.6 

M062X/Def2T|-49.0  |323.3|318.1| 3.283|-7.6   |26.7   |17.6|86.4 

B3/6-311++G|-56.1  |320.6|315.4| 3.594|-9.5   |26.7   |17.6|88.3 

++++++++++++++++++++++++++++++++

HCl..Br-

BrClH  mw:114.896 Anion CAS: Z-38139-71-8 fg:483 cnt:1333

HOF(solv)= -22.1/0.1 neut 89GUR/VEY

----

85CAL/KEB    Datum: DaffG= 13.0/2.6 TDEq | HOF(A-)=-92.5/2.0 AfIN p:9

DaffH(X..Y-)= 19.6/2.0 TDEq

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [brhcl#.zcf]

G3MP2B3    |-93.1  | 18.3| 11.7| 22.3|-22.3  |-52.5  

G3MP2B3+   |-93.1  | 18.3| 11.7| 22.3|-22.3  |-52.5  

G4MP2      |-92.1  | 17.7| 10.9| 22.6|-22.3  |-52.1  

M062X/Def2T|-91.7  | 22.0| 15.4| 22.3|-20.7  |-49.0  

B3/6-311++G|-96.3  | 20.9| 14.3| 22.1|-19.2  |-56.1  

++++++++++++++++++++++++++++++++

BrCl2-

BrCl2  mw:148.857 Anion CAS: Z-14522-78-2 fg:11 cnt:964

HOF(solv)=   3.5  98JANAF          

----

79LEE/SMI    Datum: DaffH=<60.0 PDis | HOF(A-)=>-56.5 AfIN p:5

Composite computational methods(18BAR/) indicate an Cl- affinity of ca. 34 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clbrcl.zcf]

CBS-QB3    |-91.5  | 33.8| 26.2| 25.5|-1.0   |-56.7  

G3MP2B3    |-85.6  | 33.4| 24.7| 29.2|3.9    |-56.1  

G3MP2B3+   |-85.6  | 33.4| 24.7| 29.1|3.9    |-56.1  

G4MP2      |-84.4  | 32.7| 25.1| 25.6|3.3    |-55.0  

M062X/Def2T|-83.1  | 37.2| 29.5| 25.7|2.5    |-48.4  

++++++++++++++++++++++++++++++++

PBrCl2-.

BrCl2P  mw:179.830 Anion CAS: N-13536-48-6 fg:13 cnt:310

HOF(A.)= -57.1/2.0 Est5          |

----

76MAT/ROT    Datum: EA=1.52(20) eV NBIE | HOF(A-)=-92.1/5.2 R-EA p:6

DaffH(AH)=  28.4/5.2 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbrcl2.zzf]

CBS-QB3    |-94.3  |     |     | 1.398|       |-62.7  |    |     

G3MP2B3    |-86.7  |     |     | 1.428|       |-54.5  |    |     

G3MP2B3+   |-87.2  |     |     | 1.445|       |-54.6  |    |     

G4MP2      |-87.8  |     |     | 1.407|       |-56.0  |    |     

M062X/Def2T|-91.5  |     |     | 1.341|       |-61.3  |    |     

B3/6-311++G|-82.2  |     |     | 2.082|       |-35.0  |    |     

++++++++++++++++++++++++++++++++

CsBr-.

BrCs  mw:212.826 Anion CAS: N-7787-69-1 fg:14 cnt:3648

HOF(A.)= -50.0/0.5  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.54(4) eV Est4 | HOF(A-)=-62.4/1.1 R-EA p:9

DaffH(AH)=  29.8/1.1 A-IN

Extrapolated by polarizability and radius from experimental data for other alkali halides.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [csbr.zz0]

M062X/Def2T|-58.9  |     |     | 0.406|       |-49.6  |    |     

++++++++++++++++++++++++++++++++

FH..Br-

BrFH  mw:98.925 Anion CAS: Z-53754-19-1 fg:483 cnt:1588

HOF(solv)= -65.2/0.2 neut 98JANAF  

----

84LAR/MCM3   Datum: DaffH= 17.0/2.0 Est4 | HOF(A-)=-133.0/2.0 AfIN p:9

Extrapolated from other bihalide data. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 20-22 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fhbr.zcf]

CBS-QB3    |-143.7 | 22.4| 15.5| 23.1|-66.1  |-55.2  

G3MP2B3    |-138.0 | 20.1| 13.5| 22.1|-65.5  |-52.5  

G3MP2B3+   |-138.0 | 20.1| 13.1| 23.3|-65.5  |-52.5  

G4MP2      |-137.3 | 19.7| 12.8| 22.9|-65.6  |-52.1  

M062X/Def2T|-133.9 | 23.1| 16.1| 23.7|-61.8  |-49.0  

B3/6-311++G|-139.5 | 21.3| 14.4| 23.3|-62.1  |-56.1  

++++++++++++++++++++++++++++++++

HBr..I-

BrHI  mw:206.831 Anion CAS: Z-36570-33-9 fg:484 cnt:1336

HOF(solv)=  -8.7/0.1 neut 89GUR/VEY

----

85CAL/KEB    Datum: DaffG= 10.2/2.6 TDEq | HOF(A-)=-69.8/2.0 AfIN p:9

DaffH(X..Y-)= 16.1/2.0 TDEq

----

03GOM/MEL    Datum: EA=3.886(25) eV LPES p:8

DaffH(AH)=  19.1/0.6 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [brhi.zc0]

M062X/Def2T|-69.6  | 18.4| 11.9| 21.7|-7.6   |-43.7  | 3.728

++++++++++++++++++++++++++++++++

HBr..NO3-

BrHNO3  mw:141.915

Core ion CAS: Z-14797-55-8 Solvent: 10035-10-6 fg:489 cnt:1475

HOF(solv)=  -8.7/0.1 neut 89GUR/VEY

----

77DAV/FEH    Datum: DaffG= 17.4/3.9 TDEq | HOF(A-)=-106.3/3.0 AfIN p:9

DaffH(X..Y-)= 24.4/3.0 TDEq

Anchored to HBr.bullet..bullet.Br- in 85CAL/KEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hbrno3.zcf]

CBS-QB3    |-118.7 | 27.8| 20.1| 25.8|-13.3  |-77.5  

G3MP2B3    |-109.4 | 27.7| 20.2| 25.2|-8.9   |-72.8  

G3MP2B3+   |-109.6 | 27.7| 19.9| 25.9|-8.9   |-73.0  

G4MP2      |-108.6 | 26.7| 19.0| 25.6|-8.7   |-73.2  

M062X/Def2T|-109.4 | 30.1| 22.3| 26.0|-7.6   |-71.8  

B3/6-311++G|-107.8 | 26.2| 18.4| 26.1|-9.5   |-72.1  

++++++++++++++++++++++++++++++++

IH..{HBr}..I-

BrH2I2  mw:334.743 fg:483 cnt:9468

HOF(solv)=   6.3/0.1 neut 89GUR/VEY

----

03GOM/MEL    Datum: EA=4.412(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HNO3..{HBr}..NO3-

BrH2N2O6  mw:204.910 fg:489 cnt:4015

HOF(solv)= -32.1/0.1 neut 03DOR/IOR

----

77DAV/FEH    Datum: DaffG= 9.6/2.8 TDEq | HOF(A-)=-154.4/3.6 AfIN p:7

DaffH(X..Y-)= 16.0/2.0 TDEq

++++++++++++++++++++++++++++++++

H2O..Br-

BrH2O  mw:96.929 Anion CAS: N-75803-81-5 fg:483 cnt:1412

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=3.91(10) eV LPES p:8

DaffH(AH)=  12.6/2.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

88HIR/MIZ2   Datum: DaffG= 7.3/0.8 TDAs p:7

DaffH(X..Y-)= 11.7/0.4 TDAs

----

82BUR/HAY    Datum: DaffG= 7.0/2.8 TDAs | HOF(A-)=-121.5/2.4 AfIN p:7

DaffH(X..Y-)= 12.9/2.4 TDAs

----

70ARS/YAM    Datum: DaffG= 7.0/2.0 TDAs p:6

DaffH(X..Y-)= 12.6 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2obr.zcf]

CBS-QB3    |-128.2 | 14.8|  9.3| 18.2|-58.2  |-55.2  

G3MP2B3    |-122.2 | 12.1|  6.7| 17.8|-57.6  |-52.5  

G3MP2B3+   |-122.2 | 12.1|  6.5| 18.7|-57.6  |-52.5  

G4MP2      |-121.2 | 11.6|  6.0| 18.6|-57.5  |-52.1  

M062X/Def2T|-117.1 | 14.5|  9.1| 18.0|-53.6  |-49.0  

B3/6-311++G|-122.6 | 12.3|  6.8| 18.6|-54.2  |-56.1  

++++++++++++++++++++++++++++++++

H2O..BrO3-

BrH2O4  mw:144.914

Core ion CAS: Z-15541-45-4 Solvent: 7732-18-5 fg:16 cnt:3220

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.5/0.3 IMRE | HOF(A-)=-124.6/12.1 AfIN p:8

DaffH(X..Y-)= 13.5/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [bro3hoh.zcf]

G3MP2B3    |-109.7 | 12.6|  3.7| 29.8|-57.6  |-39.5  | 5.198

G3MP2B3+   |-109.9 | 13.6|  5.0| 28.9|-57.6  |-38.6  | 5.186

M062X/Def2T|-96.9  | 16.4|  7.7| 29.2|-53.6  |-26.8  | 4.980

B3/6-311++G|-79.3  | 13.5|  4.9| 28.9|-54.2  |-11.7  | 5.126

++++++++++++++++++++++++++++++++

H2SO4..Br-

BrH2O4S  mw:176.886

Core ion CAS: Z-24959-67-9 Solvent: 7664-93-9 fg:483 cnt:10723

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

19HOU/WAN    Datum: EA=5.26(8) eV LPES p:8

Vertical Detachment Energy:5.52(8) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2so4br.zcf]

G3MP2B3    |-257.7 | 28.0| 17.7| 34.7|-8.9   |-220.8 | 5.044

G3MP2B3+   |-257.6 | 28.1| 17.8| 34.5|-8.9   |-220.6 | 5.055

M062X/Def2T|-259.0 | 32.2| 22.1| 33.8|-7.6   |-219.3 | 4.902

B3/6-311++G|-197.1 | 26.0| 15.7| 34.8|-9.5   |-161.6 | 5.086

++++++++++++++++++++++++++++++++

NH3..Br-

BrH3N  mw:95.945 Anion CAS: N-12421-89-5 fg:483 cnt:1884

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

87EVA/KEE    Datum: DaffG= 2.0/0.2 TDAs | HOF(A-)=-69.5/0.4 AfIN p:9

DaffH(X..Y-)= 7.7/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h3nbr.zcf]

CBS-QB3    |-75.7  | 10.0|  4.5| 18.2|-10.5  |-55.2  

G3MP2B3    |-69.3  |  6.6|  1.2| 18.0|-10.2  |-52.5  

G3MP2B3+   |-69.4  |  6.7|  1.0| 19.0|-10.2  |-52.5  

G4MP2      |-68.6  |  6.3|  0.7| 18.8|-10.3  |-52.1  

M062X/Def2T|-64.6  |  8.4|  3.0| 18.0|-7.2   |-49.0  

B3/6-311++G|-74.1  |  6.3|  0.7| 18.8|-11.7  |-56.1  

++++++++++++++++++++++++++++++++

(NH4+Br-)-

BrH4N  mw:96.953 Anion CAS: N-12124-97-9 fg:16 cnt:7983

----

10EUS/WHI    Datum: EA=0.67(5) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nh4br.zzf]

G3MP2B3    |-17.5  |     |     |-0.236|       |-23.8  |    |     

B3/6-311++G|-25.4  |     |     |-0.118|       |-29.0  |    |     

++++++++++++++++++++++++++++++++

(H2O)2..Br-

BrH4O2  mw:114.940 fg:483 cnt:3830

HOF(A.)=  32.4/4.0               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 6.2/1.0 TDAs | HOF(A-)=-69.4/0.3 AfIN p:8

DaffH(X..Y-)= 11.6/0.3 TDAs

----

94MAR/POL    Datum: EA=4.44(10) eV LPES | HOF(A-)=-70.0/3.3 AfIN p:7

DaffH(AH)=  12.2/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

71PAY/YAM    Datum: DaffG= 5.4/1.4 TDAs | HOF(A-)=-70.1/1.0 AfIN p:7

DaffH(X..Y-)= 12.3/1.0 TDAs

----

70ARS/YAM    Datum: DaffG= 5.4/1.4 TDAs | HOF(A-)=-70.1/1.0 AfIN p:7

DaffH(X..Y-)= 12.3/1.0 TDAs

----

68KEB/ARS    Datum: DaffG= 5.7/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)2..BrO3-

BrH4O5  mw:162.925 fg:16 cnt:3269

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.0/0.3 IMRE | HOF(A-)=-194.4/12.1 AfIN p:8

DaffH(X..Y-)= 12.0/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)3..Br-

BrH6O3  mw:132.951 fg:483 cnt:3831

HOF(A.)= -24.8/3.3               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 4.7/1.1 TDAs | HOF(A-)=-138.6/0.4 AfIN p:8

DaffH(X..Y-)= 11.4/0.3 TDAs

----

71PAY/YAM    Datum: DaffG= 4.1/1.4 TDAs | HOF(A-)=-138.7/1.0 AfIN p:7

DaffH(X..Y-)= 11.5/1.0 TDAs

----

70ARS/YAM    Datum: DaffG= 4.1/1.4 TDAs | HOF(A-)=-138.7/1.0 AfIN p:7

DaffH(X..Y-)= 11.5/1.0 TDAs

----

94MAR/POL    Datum: EA=4.91(10) eV LPES | HOF(A-)=-138.0/2.3 AfIN p:6

DaffH(AH)=  10.8/2.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

68KEB/ARS    Datum: DaffG= 4.4/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)4..Br-

BrH8O4  mw:150.961 fg:483 cnt:3832

HOF(A.)= -83.1/3.3               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 3.1/0.7 TDAs | HOF(A-)=-207.4/0.5 AfIN p:8

DaffH(X..Y-)= 11.0/0.2 TDAs

----

94MAR/POL    Datum: EA=5.21(10) eV LPES | HOF(A-)=-203.3/2.3 AfIN p:7

DaffH(AH)=  6.9/2.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

70ARS/YAM    Datum: DaffG= 2.9/1.4 TDAs | HOF(A-)=-207.3/1.1 AfIN p:6

DaffH(X..Y-)= 10.9/1.0 TDAs

----

68KEB/ARS    Datum: DaffG= 3.3/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)5..Br-

BrH10O5  mw:168.972 fg:483 cnt:3833

HOF(A.)= -145.0/4.0              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 2.3/1.2 TDAs | HOF(A-)=-276.0/0.6 AfIN p:8

DaffH(X..Y-)= 10.8/0.3 TDAs

----

94MAR/POL    Datum: EA=5.48(10) eV LPES | HOF(A-)=-271.4/3.3 AfIN p:7

DaffH(AH)=  6.2/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)6..Br-

BrH12O6  mw:186.982 fg:483 cnt:3834

HOF(A.)= -207.4/4.0              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 1.8/2.1 TDAs | HOF(A-)=-344.1/0.8 AfIN p:8

DaffH(X..Y-)= 10.3/0.5 TDAs

----

94MAR/POL    Datum: EA=5.75(10) eV LPES | HOF(A-)=-340.0/3.3 AfIN p:7

DaffH(AH)=  6.2/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)7..Br-

BrH14O7  mw:204.993 fg:483 cnt:3835

HOF(A.)= -269.2/3.3              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 1.3 TDAs | HOF(A-)=-411.9/0.8 AfIN p:8

DaffH(X..Y-)= 10.0 TDAs

Entropy estimated.

----

94MAR/POL    Datum: EA=6.01(10) eV LPES | HOF(A-)=-407.9/2.4 AfIN p:6

DaffH(AH)=  6.0/2.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)8..Br-

BrH16O8  mw:223.003 fg:483 cnt:3836

HOF(A.)= -331.0/3.3              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=6.12(10) eV LPES | HOF(A-)=-472.2/2.4 AfIN p:7

DaffH(AH)=  2.5/2.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)9..Br-

BrH18O9  mw:241.014 fg:483 cnt:3837

HOF(A.)= -388.8/4.7              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=6.19(10) eV LPES | HOF(A-)=-531.6/4.1 AfIN p:8

DaffH(AH)=  1.6/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)10..Br-

BrH20O10  mw:259.025 fg:483 cnt:3838

HOF(A.)= -446.6/5.7              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=6.22(10) eV LPES | HOF(A-)=-590.1/5.2 AfIN p:8

DaffH(AH)=  0.7/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)11..Br-

BrH22O11  mw:277.035 fg:483 cnt:3839

HOF(A.)= -504.4/6.6              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=6.29(10) eV LPES | HOF(A-)=-649.5/6.2 AfIN p:8

DaffH(AH)=  1.6/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)12..Br-

BrH24O12  mw:295.046 fg:483 cnt:3840

HOF(A.)= -562.2/7.3              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=6.40(10) eV LPES | HOF(A-)=-709.9/7.0 AfIN p:8

DaffH(AH)=  2.5/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)13..Br-

BrH26O13  mw:313.056 fg:483 cnt:3841

HOF(A.)= -620.0/8.0              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=6.48(10) eV LPES | HOF(A-)=-769.5/7.7 AfIN p:8

DaffH(AH)=  1.8/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)14..Br-

BrH28O14  mw:331.067 fg:483 cnt:3842

HOF(A.)= -677.8/8.7              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=6.62(10) eV LPES | HOF(A-)=-830.6/8.4 AfIN p:8

DaffH(AH)=  3.2/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)15..Br-

BrH30O15  mw:349.077 fg:483 cnt:3843

HOF(A.)= -735.6/9.3              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=6.60(10) eV LPES | HOF(A-)=-887.8/9.0 AfIN p:8

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)16..Br-

BrH32O16  mw:367.088 fg:483 cnt:3844

HOF(A.)= -793.4/9.8              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=6.70(10) eV LPES | HOF(A-)=-947.9/9.5 AfIN p:8

DaffH(AH)=  2.3/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

IBr-.

BrI  mw:205.823 Anion CAS: Z-12524-61-7 fg:14 cnt:322

HOF(A.)=   9.8/0.1  89GUR/VEY    |

----

09SHE/MIL    Datum: EA=2.512(3) eV LPES | HOF(A-)=-48.2/0.2 R-EA p:9

DaffH(AH)=  29.9/0.2 A-IN

Vertical Detachment Energy:3.341 eV.

----

72BAE/       Datum: EA=2.55(10) eV NBIE p:7

----

73AUE/HUB    Datum: EA=2.55(10) eV NBIE p:6

----

71CHU/BER    Datum: EA=2.70(20) eV Endo p:6
###### the following are "below the line": evaluated as not accurate ####

----

76HUB/KLE    Datum: EA=1.62(5) eV NBIE p:3

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ibr.zz0]

M062X/Def2T|-49.8  |     |     | 2.628|       |10.6   |    |     

++++++++++++++++++++++++++++++++

I2Br-

BrI2  mw:332.728 Anion CAS: Z-14791-50-5 fg:15 cnt:8020

HOF(solv)=   9.8/0.1 neut 89GUR/VEY

----

20GIB/CAS    Datum: EA=4.15(5) eV PEPI p:8

----

11CRI/HAR    Datum: DaffH= 33.9/0.2 PDis | HOF(A-)=-69.1/0.3 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [brii.zc0]

M062X/Def2T|-68.1  | 35.1| 28.2| 23.1|10.6   |-43.7  | 4.363

++++++++++++++++++++++++++++++++

KBr-.

BrK  mw:117.883 Anion CAS: Z-71892-01-8 fg:14 cnt:278

HOF(A.)= -43.0/0.1  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.642(10) eV LPES | HOF(A-)=-57.8/0.4 R-EA p:9

DaffH(AH)=  28.3/0.4 A-IN

----

79DEV/WIJ    Datum: EA=0.61 eV NBAE p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [kbr.zzf]

CBS-QB3    |-58.6  |     |     | 0.563|       |-45.7  |    |     

G3MP2B3    |-60.1  |     |     | 0.758|       |-42.7  |    |     

G3MP2B3+   |-60.1  |     |     | 0.759|       |-42.6  |    |     

G4MP2      |-58.8  |     |     | 0.733|       |-41.9  |    |     

M062X/Def2T|-54.9  |     |     | 0.454|       |-44.5  |    |     

B3/6-311++G|-58.9  |     |     | 0.784|       |-40.9  |    |     

++++++++++++++++++++++++++++++++

Kr..Br-

BrKr  mw:162.830 Anion CAS: Z-205763-97-9 fg:483 cnt:1487

HOF(solv)=0.0 Defn

----

98YOU/LEN    Datum: DaffH= 1.1/0.1 ZEKE p:8

Given: 0.0795(10) eV.

----

07WAD/KIK    Datum: DaffH=<2.7 TDAs p:7

----

84GAT/       Datum: DaffH= 2.0 Mobl | HOF(A-)=-52.8/0.3 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [krbr.zcf]

G3MP2B3    |-53.9  |  1.4| -1.4|  9.2|       |-52.5  | 3.546

G3MP2B3+   |-54.0  |     |     |     |       |-52.5  | 3.564

G4MP2      |-52.9  |  0.8| -2.6| 11.5|       |-52.1  | 3.525

M062X/Def2T|-51.1  |  2.2| -1.6| 12.5|       |-49.0  | 3.306

B3/6-311++G|-56.7  |  0.6| -2.8| 11.6|       |-56.1  | 3.619

++++++++++++++++++++++++++++++++

LiBr-.

BrLi  mw:85.935 Anion CAS: N-7550-35-8 fg:14 cnt:3645

HOF(A.)= -36.8/3.0  98JANAF      |

----

86MIL/LEO    Datum: EA=0.66(4) eV Est4 | HOF(A-)=-52.0/3.2 R-EA p:9

DaffH(AH)=  39.3/3.2 A-IN

Extrapolated by polarizability and radius from experimental data for other alkali halides.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [libr.zzf]

CBS-QB3    |-53.8  |     |     | 0.676|       |-38.3  |    |     

G3MP2B3    |-53.1  |     |     | 0.792|       |-35.0  |    |     

G3MP2B3+   |-53.2  |     |     | 0.794|       |-35.0  |    |     

G4MP2      |-52.0  |     |     | 0.775|       |-34.2  |    |     

M062X/Def2T|-45.2  |     |     | 0.412|       |-35.7  |    |     

B3/6-311++G|-52.8  |     |     | 0.780|       |-34.9  |    |     

++++++++++++++++++++++++++++++++

NO..Br-

BrNO  mw:108.917 Anion CAS: Z-287481-21-4 fg:483 cnt:5493

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

18LAP/MCK    Datum: EA=3.51(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

00HIR/IIN    Datum: DaffG= -1.1/2.0 TDAs | HOF(A-)=-32.4/0.4 AfIN p:8

DaffH(X..Y-)= 3.4/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [brno.zaf]

CBS-QB3    |-40.2  |  5.7|  0.6| 17.0|20.7   |-55.2  | 2.437

G3MP2B3    |-32.5  |  1.5| -3.6| 17.0|21.5   |-52.5  | 2.309

G3MP2B3+   |-32.1  |  1.0| -4.2| 17.3|21.4   |-52.5  | 2.288

G4MP2      |-33.0  |  2.1| -3.0| 17.3|21.2   |-52.1  | 2.349

M062X/Def2T|-31.6  |  5.2|  0.4| 16.2|22.6   |-49.0  | 2.425

B3/6-311++G|-38.6  |  5.6|  0.4| 17.3|23.1   |-56.1  | 2.552

++++++++++++++++++++++++++++++++

N2..Br-

BrN2  mw:106.925

Core ion CAS: Z-24959-67-9 Solvent: 7727-37-9 fg:483 cnt:9202

HOF(solv)=0.0 Defn

----

15LAP/KET    Datum: EA=3.43(5) eV LPES p:8

DaffH(AH)=  1.5/1.2 dEA

The stated EA is for the 3P3/2 state of the halide. electron affinity(2P1/2) = 3.92 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [n2br.zcf]

G3MP2B3    |-53.2  |  1.2| -1.9| 10.3|0.5    |-52.5  | 3.536

M062X/Def2T|-49.6  |  2.2| -0.6|  9.3|1.5    |-49.0  | 3.322

++++++++++++++++++++++++++++++++

N2O..Br-

mw:122.919

Core ion CAS: Z-24959-67-9 Solvent: 10024-97-2 fg:483 cnt:12000

----

93HIR/ARU    Datum: DaffH= 5.6/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2)2..Br-

BrN4  mw:134.931 fg:483 cnt:9203

HOF(solv)=0.0 Defn

----

15LAP/KET    Datum: EA=3.50(5) eV LPES p:8

DaffH(AH)=  1.6/1.6 dEA

The stated EA is for the 2P3/2 state of the halide. electron affinity(3P1/2) = 3.98 eV.

++++++++++++++++++++++++++++++++

(N2O)2..Br-

mw:166.920 fg:483 cnt:12011

----

93HIR/ARU    Datum: DaffH= 5.4/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2)3..Br-

BrN6  mw:162.937 fg:483 cnt:9204

HOF(solv)=0.0 Defn

----

15LAP/KET    Datum: EA=3.58(5) eV LPES p:8

DaffH(AH)=  1.8/1.6 dEA

The stated EA is for the 2P3/2 state of the halide. electron affinity(2P1/2) = 4.08 eV.

++++++++++++++++++++++++++++++++

(N2O)3..Br-

mw:210.922 fg:483 cnt:12012

----

93HIR/ARU    Datum: DaffH= 5.0/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2)4..Br-

BrN8  mw:190.943 fg:483 cnt:9205

HOF(solv)=0.0 Defn

----

15LAP/KET    Datum: EA=3.64(5) eV LPES p:8

DaffH(AH)=  1.4/1.6 dEA

The stated EA is for the 2P3/2 state of the halide. electron affinity(2P1/2) = 4.14 eV.

++++++++++++++++++++++++++++++++

(N2)5..Br-

BrN10  mw:218.950 fg:483 cnt:9206

HOF(solv)=0.0 Defn

----

15LAP/KET    Datum: EA=3.70(5) eV LPES p:8

DaffH(AH)=  1.4/1.6 dEA

The stated EA is for the 2P3/2 state of the halide. electron affinity(2P1/2) = 4.20 eV.

++++++++++++++++++++++++++++++++

NaBr-.

BrNa  mw:101.909 Anion CAS: Z-70377-22-9 fg:14 cnt:273

HOF(A.)= -34.2/0.5  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.788(10) eV LPES | HOF(A-)=-52.4/0.6 R-EA p:9

DaffH(AH)=  27.2/0.6 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

79DEV/WIJ    Datum: EA=0.94 eV NBAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nabr.zzf]

CBS-QB3    |-58.2  |     |     | 0.885|       |-37.9  |    |     

G3MP2B3    |-56.5  |     |     | 0.882|       |-36.2  |    |     

G3MP2B3+   |-56.4  |     |     | 0.882|       |-36.2  |    |     

G4MP2      |-55.1  |     |     | 0.898|       |-34.5  |    |     

M062X/Def2T|-51.2  |     |     | 0.639|       |-36.6  |    |     

B3/6-311++G|-54.1  |     |     | 0.954|       |-32.1  |    |     

++++++++++++++++++++++++++++++++

BrO-

BrO  mw:94.914 Anion CAS: Z-14380-62-2 fg:5 cnt:113

HOF(A.)=  30.5/0.1  06KIM/DOO    | BDE(A-H)=<96.0/0.4 R-AH           

HOF(AH)=>-13.4/0.4  94RUS/BER2   |

DacidS=21.5/0.5 A-AH |  S(A-)=54.7/0.2 Isoe 82WAG/EVA |  S(AH)=59.2/0.5  76BEN

----

92GIL/POL    Datum: EA=2.353(6) eV LPES | HOF(A-)=-23.7/1.1 Acid p:9

DacidG(AH)= 350.3/0.4 H-TS| DacidH(AH)= 355.4/0.9 D-EA

DaffH(AH)=  32.5/1.1 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

77VOG/DRE    Datum: HOF(A-)=<-4.8/6.6 Endo p:3

EA(eV)= 1.531 DaffH(X..Y-)=>13.5/6.6 A-IN

Br- + O2 ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bro.zaf]

CBS-QB3    |-31.2  |355.9|349.5|      |-21.3  |       |21.4|     

G3MP2B3    |-24.3  |356.8|350.4| 2.475|-13.9  |32.7   |21.6|98.7 

G3MP2B3+   |-24.9  |356.3|349.9| 2.494|-14.0  |32.6   |21.5|98.7 

G4MP2      |-25.6  |356.1|349.6| 2.508|-14.5  |32.1   |21.5|98.8 

M062X/Def2T|-19.3  |358.6|352.2| 2.247|-13.2  |32.5   |21.4|97.8 

B3/6-311++G|-22.9  |354.7|348.3| 2.404|-10.3  |32.5   |21.4|94.9 

++++++++++++++++++++++++++++++++

BrO2-

BrO2  mw:110.909 Anion CAS: Z-15477-77-7 fg:6 cnt:8154

HOF(A.)=  36.3/6.0  02BIN/MIL    |

----

11WEN/HOU    Datum: EA=2.515(10) eV LPES | HOF(A-)=-21.7/6.0 R-EA p:9

At 12K. Vertical Detachment Energy:2.615(50) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bro2.zaf]

CBS-QB3    |-22.9  |337.7|330.9| 2.520|5.1    |35.1   |22.8|82.1 

G3MP2B3    |-20.6  |337.4|330.6| 2.589|9.2    |39.0   |22.8|81.9 

G3MP2B3+   |-20.7  |337.4|330.5| 2.600|9.1    |39.1   |22.9|82.1 

G4MP2      |-22.0  |337.0|330.2| 2.604|8.2    |38.0   |22.9|81.9 

M062X/Def2T|-10.2  |339.7|332.9| 2.461|14.8   |46.5   |22.9|83.8 

B3/6-311++G|-8.0   |336.9|330.1| 2.661|22.4   |53.3   |22.8|82.9 

++++++++++++++++++++++++++++++++

SO2..Br-

BrO2S  mw:142.881 Anion CAS: Z-32582-13-1 fg:483 cnt:1330

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

85CAL/KEB    Datum: DaffG= 12.7/2.6 TDAs | HOF(A-)=-141.1/2.0 AfIN p:8

DaffH(X..Y-)= 19.3/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so2br.zcf]

CBS-QB3    |-147.9 | 21.6| 14.9| 22.3|-71.1  |-55.2  

G3MP2B3    |-139.1 | 18.3| 11.9| 21.5|-68.3  |-52.5  

G3MP2B3+   |-139.2 | 18.5| 11.9| 22.0|-68.3  |-52.5  

G4MP2      |-140.6 | 18.2| 11.5| 22.3|-70.3  |-52.1  

M062X/Def2T|-135.9 | 23.4| 16.6| 23.0|-63.5  |-49.0  

B3/6-311++G|-111.2 | 21.4| 14.8| 22.1|-33.7  |-56.1  

++++++++++++++++++++++++++++++++

BrO3-

BrO3  mw:126.904 Anion CAS: Z-15541-45-4 fg:6 cnt:8155

HOF(A.)=  52.8/12.0  02BIN/MIL   |

----

11WEN/HOU    Datum: EA=4.60(5) eV LPES | HOF(A-)=-53.3/12.1 R-EA p:9

At 12 K. Vertical Detachment Energy:4.85(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bro3.zaf]

CBS-QB3    |-40.9  |318.1|311.7| 4.376|6.8    |60.1   |21.3|105.5

G3MP2B3    |-39.5  |317.9|311.3| 4.657|9.9    |68.0   |21.9|110.2

G3MP2B3+   |-38.6  |318.2|311.9| 4.651|10.4   |68.7   |20.9|110.4

G4MP2      |-41.0  |317.7|311.1| 4.640|8.5    |66.0   |22.2|109.7

M062X/Def2T|-26.8  |319.7|313.6| 4.511|18.1   |77.2   |20.7|111.2

B3/6-311++G|-11.7  |318.4|312.1| 4.587|37.2   |94.2   |21.1|109.1

++++++++++++++++++++++++++++++++

SO3..Br-

BrO3S  mw:158.876 Anion CAS: Z-44047-97-4 fg:483 cnt:6732

HOF(solv)= -94.6/0.2 neut 89GUR/VEY

----

05HAO/GIL    Datum: DaffH= 42.8/2.6 CIDT p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [brso3.zaf]

CBS-QB3    |-191.8 | 42.1| 35.0| 23.8|-94.4  |-55.2  | 5.595

G3MP2B3    |-181.0 | 39.3| 32.3| 27.0|-89.2  |-52.5  | 5.535

G3MP2B3+   |-181.3 | 39.6| 31.5| 27.3|-89.2  |-52.5  | 5.547

G4MP2      |-184.7 | 39.8| 31.6| 27.3|-92.9  |-52.1  | 5.440

M062X/Def2T|-180.5 | 44.5| 36.2| 27.8|-87.0  |-49.0  | 5.594

B3/6-311++G|-130.7 | 38.4| 30.3| 27.3|-36.2  |-56.1  | 5.437

++++++++++++++++++++++++++++++++

PbBr-.

BrPb  mw:286.896 Anion CAS: N-15576-47-3 fg:14 cnt:346

HOF(A.)=  15.5/4.8  91GUR/VEY    |
###### the following are "below the line": evaluated as not accurate ####

----

67HAS/BLO #  Datum: HOF(A-)=-40.0/6.6 EIAE p:4

EA(eV)= 2.406 DaffH(X..Y-)= 35.8/6.6 A-IN

From PbBr2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbbr-t.za0]

M062X/Def2T|-37.2  |     |     | 1.525|       |-2.1   |    |     

++++++++++++++++++++++++++++++++

RbBr-.

BrRb  mw:163.831 Anion CAS: N-12326-86-2 fg:14 cnt:3646

HOF(A.)= -43.7/0.5  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.63(4) eV Est4 | HOF(A-)=-58.2/1.1 R-EA p:9

DaffH(AH)=  26.7/1.1 A-IN

Extrapolated by polarizability and radius from experimental data for other alkali halides.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rbbr.zz0]

M062X/Def2T|-57.0  |     |     | 0.525|       |-44.9  |    |     

++++++++++++++++++++++++++++++++

Xe..Br-

BrXe  mw:210.823 Anion CAS: Z-151269-51-1 fg:483 cnt:1488

HOF(solv)=0.0 Defn

----

07WAD/KIK    Datum: DaffG= -1.2/0.3 TDAs | HOF(A-)=-54.4/0.4 AfIN p:8

DaffH(X..Y-)= 3.6/0.3 TDAs

----

98YOU/LEN    Datum: DaffH= 2.9/0.1 ZEKE p:8

Given: 0.12692(50) eV.

----

84GAT/       Datum: DaffH= 3.4 Mobl | HOF(A-)=-54.2/0.3 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [xebr.zc0]

M062X/Def2T|-52.3  |  3.3| -0.5| 12.9|       |-49.0  | 3.329

++++++++++++++++++++++++++++++++

ZnBr-

BrZn  mw:142.848 Anion CAS: N-13550-22-6 fg:14 cnt:9915

----

19MAS/EWI    Datum: EA=2.45(6) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [znbr-s.za0]

CBS-QB3    |-38.0  |     |     | 2.233|       |13.4   |    |     

M062X/Def2T|-33.6  |     |     | 2.028|       |13.0   |    |     

B3/6-311++G|-35.6  |     |     | 2.380|       |19.1   |    |     

++++++++++++++++++++++++++++++++

Br2-

Br2  mw:157.837 Anion CAS: Z-12595-70-9 fg:2 cnt:301

HOF(A.)=   7.4/0.1  89GUR/VEY    |

----

72BAE/       Datum: EA=2.55(10) eV NBIE | HOF(A-)=-51.4/2.3 R-EA p:8

DaffH(AH)=  27.3/2.3 A-IN

----

77DIS/LAC2   Datum: EA=2.6(2) eV NBIE p:6

----

73HUG/LIF    Datum: EA=2.62(20) eV Endo p:6

----

71CHU/BER    Datum: EA=2.51(10) eV Endo p:6

----

81AYA/WEN    Datum: EA=2.42 eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

71DEC/FRA #  Datum: HOF(A-)=<-52.7/6.6 EIAE p:4

EA(eV)= 2.606 DaffH(X..Y-)=>28.6/6.6 A-IN

From CBr4. Reworked with modern thermochemistry.

----

76HUB/KLE    Datum: EA=1.47(5) eV NBIE p:3

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [br2.zzf]

CBS-QB3    |-61.3  |     |     | 2.711|       |1.0    |    |     

G3MP2B3    |-51.6  |     |     | 2.596|       |8.1    |    |     

G3MP2B3+   |-51.8  |     |     | 2.605|       |8.1    |    |     

G4MP2      |-50.8  |     |     | 2.570|       |8.3    |    |     

M062X/Def2T|-53.7  |     |     | 2.610|       |6.4    |    |     

B3/6-311++G|-62.8  |     |     | 3.046|       |7.3    |    |     

++++++++++++++++++++++++++++++++

CaBr2-

Br2Ca  mw:197.800 Anion CAS: N-7789-41-5 fg:14 cnt:11364

----

21WEI/YAN    Datum: EA=1.18(6) eV LPES p:8

Vertical Detachment Energy:1.36(8) eV.

++++++++++++++++++++++++++++++++

H2O..CaBr2-

Br2CaH2O  mw:215.810

Core ion CAS: N-7789-41-5 Solvent: 7732-18-5 fg:21 cnt:11365

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.92(6) eV LPES p:8

Vertical Detachment Energy:1.17(8) eV.

++++++++++++++++++++++++++++++++

(H2O)2..CaBr2-

Br2CaH4O2  mw:233.821 fg:21 cnt:11366

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.76(6) eV LPES p:8

Vertical Detachment Energy:1.07(8) eV.

++++++++++++++++++++++++++++++++

(H2O)3..CaBr2-

Br2CaH6O3  mw:251.832 fg:21 cnt:11367

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.68(6) eV LPES p:8

Vertical Detachment Energy:0.96(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..CaBr2-

Br2CaH8O4  mw:269.842 fg:21 cnt:11368

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.56(6) eV LPES p:8

Vertical Detachment Energy:0.90(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..CaBr2-

Br2CaH10O5  mw:287.853 fg:21 cnt:11369

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.66(6) eV LPES p:8

DaffH(AH)=  2.3/2.0 dEA

Vertical Detachment Energy:1.01(8) eV.

++++++++++++++++++++++++++++++++

(H2O)6..CaBr2-

Br2CaH12O6  mw:305.863 fg:21 cnt:11370

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.70(6) eV LPES p:8

DaffH(AH)=  0.9/2.0 dEA

Vertical Detachment Energy:1.07(8) eV.

++++++++++++++++++++++++++++++++

PBr2Cl-.

Br2ClP  mw:223.780 Anion CAS: N-13550-32-8 fg:13 cnt:328

HOF(A.)= -45.1/3.0 Est5          |

----

76MAT/ROT    Datum: EA=1.63(20) eV NBIE | HOF(A-)=-82.7/5.5 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbr2cl.zzf]

CBS-QB3    |-93.1  |     |     | 1.749|       |-53.4  |    |     

G3MP2B3    |-80.9  |     |     | 1.707|       |-42.1  |    |     

G3MP2B3+   |-81.4  |     |     | 1.714|       |-42.5  |    |     

G4MP2      |-81.8  |     |     | 1.712|       |-42.9  |    |     

M062X/Def2T|-88.0  |     |     | 1.726|       |-48.8  |    |     

B3/6-311++G|-79.2  |     |     | 2.269|       |-27.5  |    |     

++++++++++++++++++++++++++++++++

CuBr2-.

Br2Cu  mw:220.767 Anion CAS: Z-18007-70-0 fg:14 cnt:5141

----

01WAN/WAN    Datum: EA=4.35(5) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cubr2-s.za0]

CBS-QB3    |-104.9 |     |     | 4.784|       |5.2    |    |     

M062X/Def2T|-85.2  |     |     | 4.487|       |18.0   |    |     

B3/6-311++G|-85.0  |     |     | 4.286|       |13.6   |    |     

++++++++++++++++++++++++++++++++

Fe2S2Br2-

Br2Fe2S2  mw:333.651 fg:18 cnt:10249

----

02YAN/WAN    Datum: EA=3.6(1) eV LPES p:7

Vertical Detachment Energy:4.0(1) eV.

++++++++++++++++++++++++++++++++

Fe4S4Br2-

Br2Fe4S4  mw:509.465 Anion CAS: Z-737762-04-8 fg:18 cnt:10364

----

04ZHA/YAN    Datum: EA=3.76(5) eV LPES p:8

Vertical Detachment Energy:4.08(6) eV.

++++++++++++++++++++++++++++++++

GeBr2-.

Br2Ge  mw:231.758 Anion CAS: Z-65319-79-1 fg:14 cnt:187

HOF(A.)= -18.3/1.4  19BEC/WAL    |

----

77PAB/MAR    Datum: EA=>1.7 eV EIAE | HOF(A-)=<-57.5/1.5 R-EA p:5

DaffH(AH)= >63.1/1.5 A-IN

From GeBr4; Composite computational methods(18BAR/) agree closely with this.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gebr2-d.zaf]

CBS-QB3    |-69.3  |     |     | 1.752|       |-29.1  |    |     

G3MP2B3    |-57.5  |     |     | 1.748|       |-17.3  |    |     

G3MP2B3+   |-59.8  |     |     | 1.748|       |-19.6  |    |     

G4MP2      |-56.6  |     |     | 1.762|       |-16.1  |    |     

M062X/Def2T|-60.7  |     |     | 1.723|       |-21.1  |    |     

B3/6-311++G|-61.2  |     |     | 1.818|       |-19.4  |    |     

++++++++++++++++++++++++++++++++

HBr..Br-

Br2H  mw:158.845 Anion CAS: Z-28038-01-9 fg:483 cnt:1335

HOF(solv)=  -8.7/0.1 neut 89GUR/VEY

----

85CAL/KEB    Datum: DaffG= 13.9/2.6 TDAs | HOF(A-)=-80.1/2.0 AfIN p:9

DaffH(X..Y-)= 20.6/2.0 TDAs

----

03GOM/MEL    Datum: EA=4.494(25) eV LPES p:8

DaffH(AH)= <26.1/0.6 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [brhbr.zcf]

CBS-QB3    |-91.5  | 22.9| 16.4| 22.0|-13.3  |-55.2  

G3MP2B3    |-82.6  | 21.2| 13.2| 26.9|-8.9   |-52.5  

G3MP2B3+   |-82.0  | 20.6| 14.0| 22.2|-8.9   |-52.5  

G4MP2      |-80.8  | 20.0| 13.3| 22.4|-8.7   |-52.1  

M062X/Def2T|-83.2  | 26.6| 18.5| 27.1|-7.6   |-49.0  

B3/6-311++G|-89.4  | 23.8| 15.8| 26.9|-9.5   |-56.1  

++++++++++++++++++++++++++++++++

(HBr)2..I-

Br2H2I  mw:286.757 fg:484 cnt:9467

HOF(solv)=  -8.7/0.1 neut 89GUR/VEY

----

03GOM/MEL    Datum: EA=4.430(25) eV LPES p:8

DaffH(AH)=  12.5/0.8 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [brhihbr.zc0]

M062X/Def2T|-88.5  |     |     |     |       |       | 4.238

++++++++++++++++++++++++++++++++

H2O..HBr..Br-

Br2H3O  mw:176.856 fg:483 cnt:9464

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03GOM/MEL    Datum: EA=4.949(25) eV LPES p:8

DaffH(AH)=  10.5/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

IBr2-

Br2I  mw:284.742 Anion CAS: Z-14791-49-2 fg:14 cnt:223

HOF(solv)=   9.8/0.1 neut 89GUR/VEY

----

20GIB/CAS    Datum: EA=4.00(5) eV PEPI p:8

See also 99SAN/SAN.
###### the following are "below the line": evaluated as not accurate ####

----

77FIN/GAT    Datum: HOF(A-)=-60.0/4.1 Latt p:3

DaffH(X..Y-)= 18.9/4.1 A-IN

Structure appears to be BrIBr-: 99SAN/SAN.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [bribr.zc0]

M062X/Def2T|-77.9  | 39.5| 32.1| 25.1|10.6   |-49.0  | 4.646

++++++++++++++++++++++++++++++++

LiBr2-

Br2Li  mw:164.853 Anion CAS: Z-50561-26-7 fg:14 cnt:5305

----

99WAN/DIN2   Datum: EA=5.42(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [libr2.zcf]

CBS-QB3    |-146.2 |     |     | 5.629|       |-16.1  |    |     

G3MP2B3    |-140.8 |     |     | 5.671|       |-9.9   |    |     

G3MP2B3+   |-140.8 |     |     | 5.664|       |-10.0  |    |     

G4MP2      |-138.7 |     |     | 5.624|       |-8.8   |    |     

B3/6-311++G|-142.7 |     |     | 4.901|       |-29.5  |    |     

++++++++++++++++++++++++++++++++

NaBr2-

Br2Na  mw:180.827 Anion CAS: Z-50417-30-6 fg:14 cnt:5306

----

99WAN/DIN2   Datum: EA=5.36(6) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nabr2#.zcf]

G3MP2B3    |-136.5 |     |     | 5.589|       |-7.5   |    |     

G3MP2B3+   |-136.4 |     |     | 5.589|       |-7.4   |    |     

M062X/Def2T|-136.3 |     |     | 5.217|       |-15.8  |    |     

B3/6-311++G|-135.3 |     |     | 4.761|       |-25.4  |    |     

++++++++++++++++++++++++++++++++

SiBr2-.

Br2Si  mw:185.814 Anion CAS: Z-823808-93-1 fg:14 cnt:185

HOF(A.)= -12.2/1.2  91GUR/VEY    |
###### the following are "below the line": evaluated as not accurate ####

----

77PAB/MAR    Datum: EA=>1.8 eV EIAE p:2

From SiBr4;  Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.35-1.50 eV, and a HOF(A-) of ca. -48 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sibr2-d.zaf]

CBS-QB3    |-55.3  |325.5|317.8| 1.488|-15.1  |-21.2  |26.0|46.0 

G3MP2B3    |-47.3  |328.3|320.5| 1.496|-8.4   |-13.0  |25.9|47.5 

G3MP2B3+   |-47.7  |328.0|320.3| 1.501|-8.5   |-13.2  |25.8|47.4 

G4MP2      |-46.8  |329.0|321.2| 1.508|-8.6   |-12.2  |25.9|48.5 

M062X/Def2T|-50.9  |327.3|319.6| 1.460|-13.5  |-17.4  |25.8|48.2 

B3/6-311++G|-45.7  |323.2|315.5| 1.739|-1.6   |-5.7   |25.8|48.0 

++++++++++++++++++++++++++++++++

SnBr2-.

Br2Sn  mw:277.739 Anion CAS: Z-1353847-35-4 fg:14 cnt:191

HOF(A.)= -28.4/0.7  91GUR/VEY    |
###### the following are "below the line": evaluated as not accurate ####

----

77PAB/PER #  Datum: HOF(A-)=-28.2 EIAE;EA(eV)=1.330 p:2

From SnBr4. Reworked as modern electron affinity(Br) less the difference in AEs. Composite computational methods(18BAR/) imply an electron affinity of ca. 1.8 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [snbr2.zz0]

M062X/Def2T|-73.5  |     |     | 1.830|       |-31.5  |    |     

++++++++++++++++++++++++++++++++

Br3-

Br3  mw:236.756 Anion CAS: Z-14522-80-6 fg:2 cnt:4347

HOF(solv)=   7.4/0.1 neut 89GUR/VEY

----

98NIZ/POM    Datum: DaffH= 30.4/1.7 CIDT | HOF(A-)=-73.8/1.7 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [br3#.zaf]

CBS-QB3    |-85.2  | 31.0| 24.0| 23.4|1.0    |-55.2  | 4.613

G3MP2B3    |-74.1  | 29.7| 22.7| 23.5|8.1    |-52.5  | 4.650

G3MP2B3+   |-74.2  | 29.8| 22.8| 23.5|8.1    |-52.5  | 4.654

G4MP2      |-72.3  | 28.5| 21.5| 23.5|8.3    |-52.1  | 4.589

M062X/Def2T|-74.3  | 31.7| 24.6| 23.8|6.4    |-49.0  | 4.538

B3/6-311++G|-81.6  | 32.7| 25.7| 23.5|7.3    |-56.1  | 4.634

++++++++++++++++++++++++++++++++

CaBr3-

Br3Ca  mw:276.718 Anion CAS: Z-14024-32-9 fg:14 cnt:8040

----

05ELL/KOY    Datum: EA=6.10(4) eV LPES p:8

DaffH(AH)=  63.1/0.9 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cabr3.zcf]

CBS-QB3    |-216.4 |     |     | 5.235|       |-95.6  |    |     

G3MP2B3    |-204.5 |     |     | 5.301|       |-82.2  |    |     

G3MP2B3+   |-203.7 |     |     | 5.276|       |-82.0  |    |     

G4MP2      |-207.8 |     |     | 5.221|       |-87.4  |    |     

M062X/Def2T|-206.8 |     |     | 5.167|       |-87.6  |    |     

B3/6-311++G|-205.3 |     |     | 5.132|       |-86.9  |    |     

++++++++++++++++++++++++++++++++

CoBr3-

Br3Co  mw:295.689 Anion CAS: Z-18904-76-2 fg:14 cnt:7910

----

03YAN/WAN    Datum: EA=4.60(10) eV LPES p:8

Vertical Detachment Energy:4.80(10) eV.

++++++++++++++++++++++++++++++++

FeBr3-

Br3Fe  mw:292.691 Anion CAS: Z-43561-07-5 fg:14 cnt:7908

----

03YAN/WAN    Datum: EA=4.26(6) eV LPES p:8

Vertical Detachment Energy:4.42(6) eV.

++++++++++++++++++++++++++++++++

Fe4S4Br3-

Br3Fe4S4  mw:588.384 Anion CAS: Z-737762-05-9 fg:18 cnt:10363

----

04ZHA/YAN    Datum: EA=4.23(5) eV LPES p:8

Vertical Detachment Energy:4.41(4) eV.

++++++++++++++++++++++++++++++++

GeBr3-

Br3Ge  mw:310.677 Anion CAS: Z-58832-63-6 fg:14 cnt:147

HOF(A.)= -28.4/12.0  91GUR/VEY   | BDE(A-H)= 73.5/12.0 R-AH          

HOF(AH)= -49.8/1.2  19BEC/WAL    |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

77PAB/MAR    Datum: EA=>0.9 eV EIAE p:2

DacidH(AH)=<366.3/4.9 D-EA

From GeBr4. Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.76-3.97 eV, and a .DELTA.acidH of ca. 302 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gebr3.zaf]

CBS-QB3    |-134.1 |301.9|293.2| 3.978|-70.3  |-42.6  |29.3|79.8 

G3MP2B3    |-116.5 |302.9|294.4| 3.929|-52.2  |-26.1  |28.4|78.3 

G3MP2B3+   |-119.3 |302.5|294.1| 3.936|-54.6  |-28.7  |28.4|78.0 

G4MP2      |-114.4 |303.9|295.3| 3.835|-51.2  |-26.2  |28.9|77.1 

M062X/Def2T|-120.4 |303.3|294.8| 3.616|-59.0  |-37.2  |28.5|73.9 

B3/6-311++G|-118.4 |295.0|286.6| 3.993|-46.2  |-26.5  |28.3|71.8 

++++++++++++++++++++++++++++++++

(HBr)2..Br-

Br3H2  mw:238.771 fg:483 cnt:9465

HOF(solv)=  -8.7/0.1 neut 89GUR/VEY

----

03GOM/MEL    Datum: EA=5.128(25) eV LPES p:8

DaffH(AH)=  14.6/0.8 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [brhbrhbr.zcf]

G3MP2B3    |-103.1 | 11.5|  6.3| 17.6|-8.9   |-82.6  | 4.671

M062X/Def2T|-102.3 | 11.6|  6.1| 18.6|-7.6   |-83.2  | 4.647

++++++++++++++++++++++++++++++++

MgBr3-

Br3Mg  mw:260.741 Anion CAS: Z-94569-26-3 fg:14 cnt:8039

----

05ELL/KOY    Datum: EA=6.00(4) eV LPES p:8

DaffH(AH)=  60.8/0.9 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mgbr3.zcf]

CBS-QB3    |-200.2 |     |     | 5.347|       |-76.9  |    |     

G3MP2B3    |-186.2 |     |     | 5.381|       |-62.0  |    |     

G3MP2B3+   |-186.3 |     |     | 5.370|       |-62.4  |    |     

G4MP2      |-187.6 |     |     | 5.314|       |-65.0  |    |     

M062X/Def2T|-185.4 |     |     | 5.260|       |-64.1  |    |     

B3/6-311++G|-180.5 |     |     | 5.122|       |-62.3  |    |     

++++++++++++++++++++++++++++++++

MnBr3-

Br3Mn  mw:291.694 Anion CAS: Z-15050-96-1 fg:14 cnt:7906

HOF(solv)= -41.9  02BIN/MIL        

----

03YAN/WAN    Datum: EA=5.03(6) eV LPES p:8

Vertical Detachment Energy:5.36(6) eV.

++++++++++++++++++++++++++++++++

NiBr3-

Br3Ni  mw:294.691 Anion CAS: Z-43625-46-3 fg:14 cnt:7912

HOF(solv)=   2.8  91KNA/KUB        

----

03YAN/WAN    Datum: EA=4.94(8) eV LPES p:8

Vertical Detachment Energy:5.10(10) eV.

++++++++++++++++++++++++++++++++

UO2Br3-

Br3O2U  mw:506.796 Anion CAS: Z-15225-59-9 fg:17 cnt:8493

----

13SU_/DAU    Datum: EA=6.27(5) eV LPES p:9

Vertical Detachment Energy:6.37(5) eV.

++++++++++++++++++++++++++++++++

PBr3-.

Br3P  mw:267.729 Anion CAS: N-7789-60-8 fg:14 cnt:344

HOF(A.)= -33.3/0.5  82WAG/EVA    |

----

76MAT/ROT    Datum: EA=1.59(15) eV NBIE | HOF(A-)=-70.0/3.5 R-EA p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbr3.zzf]

CBS-QB3    |-85.9  |     |     | 1.838|       |-44.0  |    |     

G3MP2B3    |-69.7  |     |     | 1.746|       |-30.0  |    |     

G3MP2B3+   |-70.8  |     |     | 1.769|       |-30.6  |    |     

G4MP2      |-70.0  |     |     | 1.762|       |-29.9  |    |     

M062X/Def2T|-77.0  |     |     | 1.776|       |-36.6  |    |     

B3/6-311++G|-72.4  |     |     | 2.296|       |-20.0  |    |     

++++++++++++++++++++++++++++++++

Br2Se..Br-

Br3Se  mw:316.672 Anion CAS: Z-110133-93-2 fg:483 cnt:6311

HOF(solv)=  -5.0/5.0  82WAG/EVA    

----

03LOB/HAO    Datum: DaffH= 26.3/1.4 CIDT | HOF(A-)=-82.1/5.2 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [sebr3.zcf]

CBS-QB3    |-83.6  | 27.2| 22.3| 16.6|-1.1   |-55.2  | 3.890

G3MP2B3    |-69.6  | 26.9| 21.5| 18.1|9.8    |-52.5  | 3.994

G3MP2B3+   |-69.8  | 27.0| 22.3| 15.7|9.6    |-52.5  | 3.990

G4MP2      |-67.2  | 25.4| 20.1| 17.8|10.3   |-52.1  | 3.907

B3/6-311++G|-77.8  | 30.6| 25.9| 15.9|8.9    |-56.1  | 4.001

++++++++++++++++++++++++++++++++

SiBr3-

Br3Si  mw:264.732 Anion CAS: Z-851521-17-0 fg:14 cnt:144

HOF(A.)= -37.5/6.0  91GUR/VEY    | BDE(A-H)= 90.5/6.0 R-AH           

HOF(AH)= -75.9/0.5  82WAG/EVA    |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

77PAB/MAR    Datum: EA=-1.5 eV EIAE | HOF(A-)=-76.7/7.8 Acid p:2

DacidH(AH)= 364.9/7.7 D-EA

From SiBr4. Composite computational methods(18BAR/) indicate an electron affinity ca. 3.2 eV, and a .DELTA.acidH of ca. 329 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sibr3.zaf]

CBS-QB3    |-124.6 |327.8|319.2| 3.265|-86.7  |-49.6  |28.9|89.2 

G3MP2B3    |-110.7 |329.6|321.0| 3.223|-73.0  |-36.6  |28.8|88.5 

G3MP2B3+   |-111.4 |329.1|320.7| 3.237|-73.3  |-37.0  |28.2|88.4 

G4MP2      |-109.0 |330.4|321.9| 3.139|-72.3  |-36.9  |28.8|87.5 

M062X/Def2T|-115.5 |325.6|317.1| 3.152|-76.4  |-43.0  |28.5|85.4 

B3/6-311++G|-103.4 |321.0|312.6| 3.388|-57.1  |-25.4  |28.2|83.8 

++++++++++++++++++++++++++++++++

SnBr3-

Br3Sn  mw:356.658 Anion CAS: Z-17192-58-4 fg:14 cnt:150

HOF(A.)= -44.7/4.6  77PAB/PER    |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

77PAB/PER    Datum: HOF(A-)=<-23.7/5.6 EIAE;EA(eV)=3.080 p:3

From SnBr4.

----

78PAB/MAR #  Datum: EA=1.764(100) eV EIAE p:1

From SnBr4. Reworked as modern electron affinity(Br) less the difference in AEs. Composite computational methods(18BAR/) imply an electron affinity of ca. 1.8 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [snbr3.za0]

M062X/Def2T|-133.6 |286.5|278.1| 3.878|-55.3  |-44.3  |27.9|63.1 

++++++++++++++++++++++++++++++++

TiBr3-

Br3Ti  mw:284.704 Anion CAS: Z-55522-39-9 fg:14 cnt:146

HOF(A.)= -90.0/10.0  74BEN/PAB   |

DacidS=26.0/2.0 Stat | 

----

78PAB/MAR #  Datum: EA=2.664(100) eV EIAE p:5

From TiBr4. Reworked with modern electron affinity(Br) less the difference in electron affinities.
###### the following are "below the line": evaluated as not accurate ####

----

74BEN/PAB #  Datum: HOF(A-)=-100.2/3.5 EIAE;EA(eV)=2.463 p:4

From TiBr4.  Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tibr3-t.za0]

CBS-QB3    |-154.0 |301.9|292.9| 2.561|-90.2  |-95.2  |30.1|47.1 

M062X/Def2T|-148.0 |286.9|277.5| 2.776|-70.1  |-84.2  |31.4|38.0 

B3/6-311++G|-145.5 |306.7|298.2| 2.479|-85.0  |-88.6  |28.6|48.5 

++++++++++++++++++++++++++++++++

ErBr4-

Br4Er  mw:481.604 Anion CAS: Z-1144031-64-0 fg:14 cnt:8114

HOF(solv)=-134.3/2.6  09BUT/KUD    

----

09BUT/KUD2*  Datum: DaffH= 75.8/4.6 TDEq | HOF(A-)=-260.9/5.3 AfIN p:8

++++++++++++++++++++++++++++++++

FeBr4-

Br4Fe  mw:371.609 Anion CAS: Z-20519-31-7 fg:14 cnt:7902

HOF(solv)= -29.6/0.5  82WAG/EVA    

----

03YAN/WAN    Datum: EA=5.50(8) eV LPES p:8

Vertical Detachment Energy:5.85(8) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [febr4-q.za0]

M062X/Def2T|-152.3 |     |     |     |       |       | 4.714

++++++++++++++++++++++++++++++++

Fe4S4Br4=

Br4Fe4S4  mw:667.303 Anion CAS: Z-65107-38-2 fg:18 cnt:10247

----

03WAN/NIU    Datum: EA=0.90(10) eV LPES p:8

Vertical Detachment Energy:1.13(6) eV. Reverse Coulomb barrier estimated as 1.9 eV.

----

02YAN/WAN    Datum: EA=0.7(1) eV LPES p:7

Vertical Detachment Energy:1.1(1) eV.

++++++++++++++++++++++++++++++++

Fe4S4Br4-

Br4Fe4S4  mw:667.302 Anion CAS: Z-737762-06-0 fg:18 cnt:10362

----

04ZHA/YAN    Datum: EA=4.56(5) eV LPES p:8

Vertical Detachment Energy:4.83(4) eV.

++++++++++++++++++++++++++++++++

GdBr4-

Br4Gd  mw:473.598 Anion CAS: Z-15698-68-7 fg:14 cnt:8103

HOF(solv)=-130.0/1.4  11KUD/MOT    

----

11KUD/MOT *  Datum: DaffH= 73.4/4.3 TDEq | HOF(A-)=-254.2/4.5 AfIN p:8

++++++++++++++++++++++++++++++++

(HBr)3..Br-

Br4H3  mw:318.697 fg:483 cnt:9466

HOF(solv)=  -8.7/0.1 neut 89GUR/VEY

----

03GOM/MEL    Datum: EA=5.515(25) eV LPES p:8

DaffH(AH)=  8.9/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HoBr4-

Br4Ho  mw:480.604 Anion CAS: Z-766444-98-8 fg:14 cnt:8112

HOF(solv)=-133.6/2.4  09BUT/KUD2   

----

09BUT/KUD *  Datum: DaffH= 74.8/5.0 TDEq | HOF(A-)=-259.3/5.5 AfIN p:8

++++++++++++++++++++++++++++++++

LaBr4-

Br4La  mw:454.580 Anion CAS: Z-33937-23-4 fg:14 cnt:8111

HOF(solv)=-139.6/3.3  08BUT/KUD2   

----

08BUT/KUD2*  Datum: DaffH= 72.2/1.5 TDAs | HOF(A-)=-262.6/3.7 AfIN p:8

++++++++++++++++++++++++++++++++

LuBr4-

Br4Lu  mw:490.615 Anion CAS: Z-866947-09-3 fg:14 cnt:8109

HOF(solv)=-128.6/3.6  08BUT/KUD    

----

08BUT/KUD *  Datum: DaffH= 78.4/4.2 TDEq | HOF(A-)=-257.8/5.5 AfIN p:8

++++++++++++++++++++++++++++++++

NdBr4-

Br4Nd  mw:457.582 Anion CAS: Z-751420-95-8 fg:14 cnt:8107

HOF(solv)=-135.3/1.4  09KUD/BUT    

----

09KUD/BUT *  Datum: DaffH= 72.9/6.3 TDEq | HOF(A-)=-259.0/6.5 AfIN p:8

++++++++++++++++++++++++++++++++

PBr4-

Br4P  mw:346.648 Anion CAS: Z-29962-23-0 fg:14 cnt:5989

HOF(solv)= -33.3/0.5 neut 82WAG/EVA

----

02HEI/CHE    Datum: DaffH= 15.5/1.4 CIDT | HOF(A-)=-99.6/1.5 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pbr4.zcf]

CBS-QB3    |-126.6 | 27.3| 20.8| 21.7|-44.0  |-55.2  

G3MP2B3    |-105.3 | 22.8| 16.6| 20.7|-30.0  |-52.5  

G3MP2B3+   |-107.2 | 24.1| 17.4| 22.3|-30.6  |-52.5  

G4MP2      |-104.2 | 22.2| 15.6| 22.2|-29.9  |-52.1  

M062X/Def2T|-111.6 | 26.1| 19.1| 23.4|-36.6  |-49.0  

B3/6-311++G|-98.7  | 22.6| 15.9| 22.3|-20.0  |-56.1  

++++++++++++++++++++++++++++++++

PdBr4=

Br4Pd  mw:421.578 Anion CAS: Z-14127-70-9 fg:14 cnt:4821

----

99WAN/WAN2   Datum: EA=0.65(5) eV LPES p:8

The stated EA is probably a kinetic threshold; dianion unbound. Lifetime of ca 8 sec in ion trap.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pdbr4.zd0]

M062X/Def2T|-74.1  |     |     | 0.941|       |-52.5  |    |     

++++++++++++++++++++++++++++++++

PtBr4=

Br4Pt  mw:510.639 Anion CAS: Z-14493-01-7 fg:14 cnt:4823

----

00WAN/WAN2   Datum: EA=-0.04(5) eV LPES p:8

Dianion unbound; The electron affinity is an estimated value. Lifetime ca. 60 sec in ion trap. See also 00WAN/WAN5.

++++++++++++++++++++++++++++++++

ScBr4-

Br4Sc  mw:360.630 Anion CAS: Z-634567-01-4 fg:14 cnt:7904

HOF(solv)=-101.6  91KNA/KUB        

----

03YAN/WAN    Datum: EA=6.13(8) eV LPES p:8

Vertical Detachment Energy:6.38(8) eV.

++++++++++++++++++++++++++++++++

TbBr4-

Br4Tb  mw:474.599 Anion CAS: Z-1289489-07-1 fg:14 cnt:8104

HOF(solv)=-132.2/1.4  11KUD/MOT    

----

11KUD/MOT *  Datum: DaffH= 73.9/6.2 TDEq | HOF(A-)=-256.8/6.4 AfIN p:8

++++++++++++++++++++++++++++++++

Br2..Br3-

Br5  mw:394.592 Anion CAS: Z-28712-15-4 fg:2 cnt:4348

HOF(solv)=   7.4/0.1 neut 89GUR/VEY

----

98NIZ/POM    Datum: DaffH= 9.1/1.7 CIDT | HOF(A-)=-75.5/2.4 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [br2br3.zcf]

G3MP2B3    |-80.2  | 14.2|  7.5| 22.2|8.1    |-74.1  

G3MP2B3+   |-80.5  | 14.3|  7.9| 21.5|8.1    |-74.2  

G4MP2      |-77.4  | 13.3|  6.8| 21.8|8.3    |-72.3  

M062X/Def2T|-80.7  | 12.7|  6.4| 21.2|6.4    |-74.3  

B3/6-311++G|-88.5  | 14.2|  7.8| 21.4|7.3    |-81.6  

++++++++++++++++++++++++++++++++

IrBr6=

Br6Ir  mw:666.474 Anion CAS: Z-54321-78-7 fg:14 cnt:6497

----

99WAN/WAN3   Datum: EA=0.96(6) eV LPES p:9

09REN/EHR time-resolved LPES indicates a Coulomb barrier of 0.93 eV to dissociation to Br- + IrBr5-. See also 00WAN/WAN5.

++++++++++++++++++++++++++++++++

PtBr6=

Br6Pt  mw:668.476 Anion CAS: Z-54321-78-7 fg:14 cnt:6498

----

99WAN/WAN3   Datum: EA=1.52(6) eV LPES p:9

See also 00WAN/WAN5 and 13KAU/WEB.

++++++++++++++++++++++++++++++++

ReBr6=

Br6Re  mw:660.467 Anion CAS: Z-54321-78-7 fg:14 cnt:6496

----

99WAN/WAN3   Datum: EA=0.76(6) eV LPES p:9

See also 00WAN/WAN5 and 13KAU/WEB.

++++++++++++++++++++++++++++++++

Er2Br7-

Br7Er2  mw:884.289 Anion CAS: Z-1144031-65-1 fg:15 cnt:8115

HOF(solv)=-318.6/7.2  09BUT/KUD    

----

09BUT/KUD2*  Datum: DaffH= 77.5/8.7 TDEq | HOF(A-)=-446.9/11.3 AfIN p:8

++++++++++++++++++++++++++++++++

Gd2Br7-

Br7Gd2  mw:868.277 Anion CAS: Z-702631-21-8 fg:15 cnt:8105

HOF(solv)=-309.7/7.2  11KUD/MOT    

----

11KUD/MOT *  Datum: DaffH= 50.2/12.0 TDEq | HOF(A-)=-410.8/13.9 AfIN p:8

++++++++++++++++++++++++++++++++

Ho2Br7-

Br7Ho2  mw:882.290 Anion CAS: Z-743378-89-4 fg:15 cnt:8113

HOF(solv)=-312.6/7.2  09BUT/KUD2   

----

09BUT/KUD *  Datum: DaffH= 72.2/6.4 TDEq | HOF(A-)=-435.6/9.6 AfIN p:8

++++++++++++++++++++++++++++++++

Lu2Br7-

Br7Lu2  mw:902.310 Anion CAS: Z-882535-52-6 fg:15 cnt:8110

HOF(solv)=-304.5/9.6  08BUT/KUD    

----

08BUT/KUD *  Datum: DaffH= 80.3/3.0 TDEq | HOF(A-)=-435.6/10.0 AfIN p:8

++++++++++++++++++++++++++++++++

Nd2Br7-

Br7Nd2  mw:836.244 Anion CAS: Z-785737-32-8 fg:15 cnt:8108

HOF(solv)=-318.6/4.3  09KUD/BUT    

----

09KUD/BUT *  Datum: DaffH= 77.2/9.6 TDEq | HOF(A-)=-446.6/10.5 AfIN p:8

++++++++++++++++++++++++++++++++

Tb2Br7-

Br7Tb2  mw:870.280 Anion CAS: Z-1289489-09-3 fg:15 cnt:8106

HOF(solv)=-309.7/7.2  11KUD/MOT    

----

11KUD/MOT *  Datum: DaffH= 46.6/5.5 TDEq | HOF(A-)=-407.2/9.0 AfIN p:8

++++++++++++++++++++++++++++++++

Mo6Br14=

Br14Mo6  mw:1692.29 Anion CAS: Z-52906-24-8 fg:15 cnt:10764

----

19LI_/YUA    Datum: EA=2.30(5) eV LPES p:8

Vertical Detachment Energy:2.62(5) eV.

++++++++++++++++++++++++++++++++

C-

C  mw:12.001 Anion CAS: Z-14337-00-9 fg:1 cnt:5

HOF(A.)= 171.3/0.1  89GUR/VEY    | BDE(A-H)= 81.0/0.2 R-AH           

HOF(AH)= 142.4/0.1  05RUS/BOG    |

DacidS=18.5/0.5 A-AH |  S(A-)=36.2/0.1  98JANAF |  S(AH)=43.7/0.5  98JANAF | S(A.)=37.8  82WAG/EVA

----

16BRE/DRA    Datum: EA=1.2621226(11) eV LPDM | HOF(A-)=142.2/0.6 Acid p:9

DacidG(AH)= 359.9/0.2 H-TS| DacidH(AH)= 365.5/0.6 D-EA

Given: 1.2621226(11) eV. For 12C.

----

16BRE/DRA    Datum: EA=1.2621136(12) eV LPDM p:9

Given: 1.2621136(12) eV. For 13C.

----

98SCH/BIL    Datum: EA=1.262119(20) eV IRPD p:9

Given: 1.262119(20) eV.

----

77FEL/       Datum: EA=1.2629(3) eV LPD  p:8

----

68HAL/SIE    Datum: EA=1.266(6) eV LPES p:7

Revised from the original article per a change in electron affinity(O) the reference standard used.
###### the following are "below the line": evaluated as not accurate ####

----

54HON/       Datum: EA=>1.2(1) eV EIAE p:3

From graphite.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c-q.zaf]

W1U        |142.3  |365.9|359.9| 1.256|142.3  |171.3  |19.9|81.1 

CBS-QB3    |143.9  |367.2|361.3| 1.186|142.5  |171.3  |19.9|80.9 

G3MP2B3    |140.7  |367.4|361.4| 1.326|140.5  |171.3  |19.9|82.8 

G3MP2B3+   |140.7  |367.3|361.4| 1.326|140.6  |171.3  |19.9|82.8 

M062X/Def2T|146.6  |367.6|361.6| 1.070|143.7  |171.3  |19.9|79.7 

++++++++++++++++++++++++++++++++

AgCN-

CAgN  mw:132.909 Anion CAS: Z-159096-13-6 fg:24 cnt:4747

----

10WU_/QIN2   Datum: EA=1.602(22) eV SEVI p:8

Vertical Detachment Energy:1.650(20) eV.

----

00BOL/LI     Datum: EA=1.588(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agcn-d.za0]

M062X/Def2T|57.1   |     |     | 1.540|       |92.4   |    |     

++++++++++++++++++++++++++++++++

CO2..Ag-

CAgO2  mw:150.895

Core ion CAS: Z-19498-54-5 Solvent: 124-38-9 fg:201 cnt:9945

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

15ZHA/LIM    Datum: EA=1.25(10) eV LPES p:8

Vertical Detachment Energy:1.40(5) eV.

++++++++++++++++++++++++++++++++

AlCGe-

CAlGe  mw:112.903 Anion CAS: Z-885605-50-5 fg:17 cnt:10537

----

06ZUB/LI 2   Datum: EA=2.41(3) eV LPES p:8

Vertical Detachment Energy:2.58(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alcge-s.zaf]

G3MP2B3    |91.5   |     |     | 2.699|       |153.7  |    |     

B3/6-311++G|104.4  |     |     | 2.556|       |163.3  |    |     

++++++++++++++++++++++++++++++++

AlCSi-

CAlSi  mw:66.959 Anion CAS: Z-251565-27-2 fg:17 cnt:5269

----

99BOL/SIM2   Datum: EA=2.64(4) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alcsi#.zaf]

W1U        |97.5   |     |     | 2.681|       |158.4  |    |     

CBS-QB3    |96.2   |     |     | 2.544|       |154.7  |    |     

G3MP2B3    |92.7   |     |     | 2.695|       |154.9  |    |     

G3MP2B3+   |92.8   |     |     | 2.696|       |155.0  |    |     

M062X/Def2T|99.6   |     |     | 2.308|       |152.4  |    |     

B3/6-311++G|107.4  |     |     | 2.572|       |166.8  |    |     

++++++++++++++++++++++++++++++++

CAlSi2-

CAlSi2  mw:94.936 Anion CAS: Z-269076-07-5 fg:17 cnt:10218

----

00BOL/LI 3   Datum: EA=2.54(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [calsi2.zaf]

W1U        |108.6  |     |     | 2.247|       |160.7  |    |     

CBS-QB3    |107.8  |     |     | 2.244|       |159.8  |    |     

G3MP2B3    |104.9  |     |     | 2.290|       |158.0  |    |     

G3MP2B3+   |105.0  |     |     | 2.292|       |158.1  |    |     

G4MP2      |104.9  |     |     | 2.284|       |157.8  |    |     

M062X/Def2T|106.4  |     |     | 2.051|       |154.1  |    |     

B3/6-311++G|131.1  |     |     | 1.989|       |177.2  |    |     

++++++++++++++++++++++++++++++++

Al3C-

CAl3  mw:92.945 Anion CAS: Z-151339-70-7 fg:19 cnt:5309

----

99BOL/SIM    Datum: EA=2.56(6) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al3c.zaf]

W1U        |108.7  |     |     | 2.551|       |167.7  |    |     

CBS-QB3    |107.2  |     |     | 2.545|       |166.0  |    |     

G3MP2B3    |104.2  |     |     | 2.673|       |166.0  |    |     

G3MP2B3+   |104.5  |     |     | 2.673|       |166.3  |    |     

G4MP2      |104.9  |     |     | 2.670|       |166.7  |    |     

M062X/Def2T|109.1  |     |     | 2.348|       |163.3  |    |     

B3/6-311++G|127.4  |     |     | 2.370|       |182.2  |    |     

++++++++++++++++++++++++++++++++

CAl3Ge-

CAl3Ge  mw:166.866 Anion CAS: Z-300550-42-9 fg:17 cnt:5273

----

02LI_/ZHA    Datum: EA=2.70(6) eV LPES p:9

Done colder than 00WAN/BOL.

----

00WAN/BOL    Datum: EA=2.78(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01BOL/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gecal3-p.zzf]

G3MP2B3    |110.0  |     |     | 2.842|       |175.7  |    |     

B3/6-311++G|143.0  |     |     | 2.498|       |200.9  |    |     

++++++++++++++++++++++++++++++++

CAl3Si-

CAl3Si  mw:120.922 Anion CAS: Z-292855-98-2 fg:17 cnt:5272

----

02LI_/ZHA    Datum: EA=2.77(6) eV LPES p:9

Done colder than 00WAN/BOL.

----

00WAN/BOL    Datum: EA=2.88(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01BOL/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sical3-p.zzf]

W1U        |117.4  |     |     | 2.689|       |179.7  |    |     

G3MP2B3    |112.4  |     |     | 2.811|       |177.5  |    |     

B3/6-311++G|147.9  |     |     | 2.481|       |205.5  |    |     

++++++++++++++++++++++++++++++++

Al4C-

CAl4  mw:119.927 Anion CAS: Z-230302-25-7 fg:19 cnt:4567

----

99LI_/WAN    Datum: EA=2.0(1) eV LPES p:6

Vertical Detachment Energy:2.65(6) eV. Anion is C-centered planar; neutral, tetrahedral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al4c-p.zzf]

W1U        |130.8  |     |     | 2.049|       |177.7  |    |     

CBS-QB3    |130.1  |     |     | 1.958|       |174.9  |    |     

G3MP2B3    |127.0  |     |     | 2.021|       |173.3  |    |     

G3MP2B3+   |127.5  |     |     | 2.018|       |173.7  |    |     

G4MP2      |126.7  |     |     | 2.055|       |173.8  |    |     

M062X/Def2T|130.4  |     |     | 1.800|       |171.9  |    |     

B3/6-311++G|160.1  |     |     | 1.881|       |203.1  |    |     

++++++++++++++++++++++++++++++++

NaCAl4-

CAl4Na  mw:142.916 fg:17 cnt:5274

----

00LI_/ZHA    Datum: EA=2.02(6) eV LPES p:9

Vertical Detachment Energy:2.12(3) eV. See also 01BOL/WAN.

++++++++++++++++++++++++++++++++

Al5C-

CAl5  mw:146.908 Anion CAS: Z-248918-99-2 fg:19 cnt:4518

----

99BOL/SIM3   Datum: EA=2.607(40) eV LPES p:9

Vertical Detachment Energy:2.67 eV.

----

01KAW/NEG    Datum: EA=2.50(20) eV LPES p:7

++++++++++++++++++++++++++++++++

Al6C-

CAl6  mw:173.890 Anion CAS: Z-956827-97-7 fg:19 cnt:7521

----

01KAW/NEG    Datum: EA=2.30(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al7C-

CAl7  mw:200.871 Anion CAS: Z-212518-65-5 fg:19 cnt:7522

----

01KAW/NEG    Datum: EA=2.75(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al8C-

CAl8  mw:227.853 Anion CAS: Z-289910-34-5 fg:19 cnt:7523

----

01KAW/NEG    Datum: EA=2.05(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9C-

CAl9  mw:254.834 Anion CAS: Z-351001-53-1 fg:19 cnt:7524

----

01KAW/NEG    Datum: EA=2.55(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10C-

CAl10  mw:281.816 Anion CAS: Z-351001-54-2 fg:19 cnt:7525

----

01KAW/NEG    Datum: EA=2.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11C-

CAl11  mw:308.797 Anion CAS: Z-351001-55-3 fg:19 cnt:7526

----

01KAW/NEG    Datum: EA=2.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12C-

CAl12  mw:335.779 Anion CAS: Z-351001-56-4 fg:19 cnt:7527

----

02LI_/WAN2   Datum: EA=2.94(5) eV LPES p:8

Vertical Detachment Energy:3.03(4) eV.

----

01KAW/NEG    Datum: EA=2.55(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al13C-

CAl13  mw:362.761 Anion CAS: Z-351001-57-5 fg:19 cnt:7528

----

01KAW/NEG    Datum: EA=3.20(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al14C-

CAl14  mw:389.742 Anion CAS: Z-351001-58-6 fg:19 cnt:7529

----

01KAW/NEG    Datum: EA=2.45(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al15C-

CAl15  mw:416.724 Anion CAS: Z-351001-59-7 fg:19 cnt:7530

----

01KAW/NEG    Datum: EA=2.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al16C-

CAl16  mw:443.705 Anion CAS: Z-351001-60-0 fg:19 cnt:7531

----

01KAW/NEG    Datum: EA=2.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al17C-

CAl17  mw:470.687 Anion CAS: Z-351001-61-1 fg:19 cnt:7532

----

01KAW/NEG    Datum: EA=2.60(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al18C-

CAl18  mw:497.668 Anion CAS: Z-351001-62-2 fg:19 cnt:7533

----

01KAW/NEG    Datum: EA=2.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al19C-

CAl19  mw:524.650 Anion CAS: Z-351001-63-3 fg:19 cnt:7534

----

01KAW/NEG    Datum: EA=2.55(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al20C-

CAl20  mw:551.631 Anion CAS: Z-351001-64-4 fg:19 cnt:7535

----

01KAW/NEG    Datum: EA=2.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al21C-

CAl21  mw:578.613 Anion CAS: Z-351001-65-5 fg:19 cnt:7536

----

01KAW/NEG    Datum: EA=2.75(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al22C-

CAl22  mw:605.594 Anion CAS: Z-351001-66-6 fg:19 cnt:7537

----

01KAW/NEG    Datum: EA=2.40(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al23C-

CAl23  mw:632.576 Anion CAS: Z-351001-67-7 fg:19 cnt:7538

----

01KAW/NEG    Datum: EA=2.75(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al24C-

CAl24  mw:659.557 Anion CAS: Z-351001-68-8 fg:19 cnt:7539

----

01KAW/NEG    Datum: EA=2.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al25C-

CAl25  mw:686.539 Anion CAS: Z-351001-69-9 fg:19 cnt:7540

----

01KAW/NEG    Datum: EA=2.85(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al26C-

CAl26  mw:713.521 Anion CAS: Z-351001-70-2 fg:19 cnt:7541

----

01KAW/NEG    Datum: EA=2.70(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al27C-

CAl27  mw:740.502 Anion CAS: Z-351001-71-3 fg:19 cnt:7542

----

01KAW/NEG    Datum: EA=2.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al28C-

CAl28  mw:767.484 Anion CAS: Z-351001-72-4 fg:19 cnt:7543

----

01KAW/NEG    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al29C-

CAl29  mw:794.465 Anion CAS: Z-351001-73-5 fg:19 cnt:7544

----

01KAW/NEG    Datum: EA=2.95(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al30C-

CAl30  mw:821.447 Anion CAS: Z-351001-74-6 fg:19 cnt:7545

----

01KAW/NEG    Datum: EA=2.75(10) eV LPES p:8

++++++++++++++++++++++++++++++++

AsF3..CN-

CAsF3N  mw:157.920 Anion CAS: Z-76829-86-2 fg:485 cnt:2109

HOF(solv)=-187.8/0.1  82WAG/EVA    

----

88LAR/SZU    Datum: DaffG= 16.6/0.5 IMRE | HOF(A-)=-196.0/2.0 AfIN p:8

DaffH(X..Y-)= 24.9/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [asf3cn.zcf]

CBS-QB3    |-204.8 | 28.5| 19.9| 28.8|-192.8 |16.5   

G3MP2B3    |-203.4 | 27.0| 17.4| 32.4|-190.8 |14.5   

G3MP2B3+   |-203.4 | 26.9| 17.7| 31.1|-191.0 |14.5   

G4MP2      |-207.2 | 25.9| 16.6| 31.3|-195.3 |14.1   

M062X/Def2T|-207.2 | 30.4| 20.9| 31.8|-195.2 |18.4   

B3/6-311++G|-188.2 | 31.6| 22.3| 31.1|-172.8 |16.2   

++++++++++++++++++++++++++++++++

AsCO-

CAsO  mw:102.917 Anion CAS: Z-1610714-08-3 fg:58 cnt:8997

----

17HOU/CHE    Datum: EA=2.414(2) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [asco#.zaf]

CBS-QB3    |-33.6  |327.2|321.5| 2.578|4.9    |25.9   |19.4|73.2 

G3MP2B3    |-34.6  |327.1|321.4| 2.550|5.4    |24.3   |19.5|71.0 

G3MP2B3+   |-34.5  |327.1|321.2| 2.555|5.6    |24.4   |19.7|70.9 

G4MP2      |-33.3  |327.8|322.0| 2.517|6.1    |24.8   |19.5|70.9 

M062X/Def2T|-24.4  |330.1|324.4| 2.157|10.1   |25.5   |19.4|67.4 

B3/6-311++G|-28.8  |327.6|321.7| 2.481|10.9   |28.5   |19.7|69.7 

++++++++++++++++++++++++++++++++

AsCS-

CAsS  mw:118.894 Anion CAS: Z-2230903-58-7 fg:56 cnt:10714

----

19YUA/TAM    Datum: EA=2.655(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ascs.zaf]

CBS-QB3    |17.8   |314.4|308.5| 2.719|69.1   |80.6   |19.9|63.6 

G3MP2B3    |15.9   |315.2|309.3| 2.903|67.8   |82.9   |19.8|67.1 

G4MP2      |16.8   |316.0|310.1| 2.882|67.9   |83.3   |19.8|67.5 

M062X/Def2T|28.8   |314.5|308.6| 2.433|79.0   |84.9   |19.7|58.0 

B3/6-311++G|27.1   |312.0|306.1| 2.657|82.3   |88.4   |20.1|58.2 

++++++++++++++++++++++++++++++++

AsCSe-

CAsSe  mw:166.839 Anion CAS: Z-2230903-77-0 fg:57 cnt:10715

----

19YUA/TAM    Datum: EA=2.670(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ascse.zaf]

CBS-QB3    |26.6   |312.4|306.7| 2.796|80.0   |91.2   |19.3|63.3 

G3MP2B3    |27.3   |313.5|307.7| 2.971|81.0   |95.8   |19.5|67.0 

G4MP2      |28.3   |314.1|308.3| 2.932|81.4   |96.0   |19.5|66.8 

M062X/Def2T|44.0   |311.6|305.8| 2.584|97.0   |103.6  |19.5|58.7 

B3/6-311++G|35.4   |311.6|305.7| 2.714|91.0   |98.0   |19.9|59.1 

++++++++++++++++++++++++++++++++

BrAuCN-

CAuBrN  mw:301.889 Anion CAS: Z-43650-15-3 fg:24 cnt:10605

----

11LIU/XIO    Datum: EA=5.27(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [braucn.za0]

M062X/Def2T|-13.0  |     |     | 5.406|       |111.7  |    |     

++++++++++++++++++++++++++++++++

ClAuCN-

CAuClN  mw:257.939 Anion CAS: Z-146265-44-3 fg:24 cnt:10604

----

11LIU/XIO    Datum: EA=5.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [claucn.za0]

M062X/Def2T|-19.2  |     |     | 5.490|       |107.5  |    |     

++++++++++++++++++++++++++++++++

IAuCN-

CAuIN  mw:349.875 Anion CAS: Z-744182-13-6 fg:24 cnt:10606

----

11LIU/XIO    Datum: EA=4.83(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iaucn.za0]

M062X/Def2T|-1.7   |     |     | 4.933|       |112.2  |    |     

++++++++++++++++++++++++++++++++

AuCN-

CAuN  mw:222.970 Anion CAS: Z-461411-18-7 fg:24 cnt:7946

----

10WU_/QIN2   Datum: EA=2.066(8) eV SEVI p:8

Vertical Detachment Energy:2.189(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aucn-d.za0]

M062X/Def2T|67.3   |     |     | 1.881|       |110.4  |    |     

++++++++++++++++++++++++++++++++

CO2..Au-

CAuO2  mw:240.957

Core ion CAS: Z-19498-55-6 Solvent: 124-38-9 fg:201 cnt:9943

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

22IWA/KOY    Datum: EA=2.52(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

21LIU/HE     Datum: EA=2.44(3) eV PVMI p:8

Vertical Detachment Energy: 2,.57(3) eV.

----

15ZHA/LIM    Datum: EA=2.30(10) eV LPES p:8

Vertical Detachment Energy:2.45(5) eV. Physisorbed isomer.

++++++++++++++++++++++++++++++++

AuCO2-

CAuO2  mw:240.957 Anion CAS: Z-858646-67-0 fg:24 cnt:9944

----

22IWA/KOY    Datum: EA=3.44(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

21LIU/HE     Datum: EA=3.00(8) eV PVMI p:8

Vertical Detachment Energy: 3.41(8) eV.

----

15ZHA/LIM    Datum: EA=3.00(10) eV LPES p:8

Vertical Detachment Energy:3.31(5) eV. Chemisorbed isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auco2.za0]

M062X/Def2T|-49.9  |     |     | 1.774|       |-8.9   |    |     

++++++++++++++++++++++++++++++++

Au2(CO)-

CAu2O  mw:421.929 Anion CAS: Z-445467-07-2 fg:22 cnt:10391

----

05ZHA/WAN    Datum: EA=1.25(5) eV LPES p:8

Vertical Detachment Energy:1.50(3) eV. See also 10WAN/ZHA.

++++++++++++++++++++++++++++++++

Au3(CO)-

CAu3O  mw:618.895 Anion CAS: Z-450408-37-4 fg:22 cnt:10394

----

05ZHA/WAN    Datum: EA=3.20(3) eV LPES p:8

Vertical Detachment Energy:3.25(3) eV.

++++++++++++++++++++++++++++++++

Au4(CO)-

CAu4O  mw:815.862 Anion CAS: Z-845664-66-6 fg:22 cnt:10399

----

05ZHA/WAN    Datum: EA=2.12(5) eV LPES p:8

Vertical Detachment Energy:2.38(3) eV.

++++++++++++++++++++++++++++++++

Au5(CO)-

CAu5O  mw:1012.83 Anion CAS: Z-845664-74-6 fg:22 cnt:10406

----

05ZHA/WAN    Datum: EA=3.91(5) eV LPES p:8

DaffH(AH)=  19.6/1.2 dEA

Vertical Detachment Energy:4.02(3) eV.

++++++++++++++++++++++++++++++++

Au6(CO)-

CAu6O  mw:1209.80 Anion CAS: Z-866226-11-1 fg:22 cnt:10413

----

05ZHA/KIR    Datum: EA=2.04(5) eV LPES p:8

Vertical Detachment Energy:2.20(3) eV.

++++++++++++++++++++++++++++++++

Au7CO-

CAu7O  mw:1406.76 Anion CAS: Z-1333116-57-6 fg:22 cnt:10607

----

11PAL/HUA    Datum: EA=3.32(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au16(CO)-

CAu16O  mw:3179.46 fg:22 cnt:10560

----

09HUA/BUL    Datum: EA=3.77(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au17(CO)-

CAu17O  mw:3376.43 fg:22 cnt:10561

----

09HUA/BUL    Datum: EA=4.08(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au18(CO)-

CAu18O  mw:3573.39 fg:22 cnt:10562

----

09HUA/BUL    Datum: EA=3.32(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au21CO-

CAu21O  mw:4164.29 fg:22 cnt:10676

----

18KHE/WAN    Datum: EA=3.92(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy 3.81 eV.

++++++++++++++++++++++++++++++++

Au22CO-

CAu22O  mw:4361.26 fg:22 cnt:10677

----

18KHE/WAN    Datum: EA=3.37(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy 3.45 eV.

++++++++++++++++++++++++++++++++

Au23CO-

CAu23O  mw:4558.23 fg:22 cnt:10678

----

18KHE/WAN    Datum: EA=3.69(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au24CO-

CAu24O  mw:4755.19 fg:22 cnt:10679

----

18KHE/WAN    Datum: EA=3.42(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au25CO-

CAu25O  mw:4952.16 fg:22 cnt:10680

----

18KHE/WAN    Datum: EA=3.98(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy 4.07 eV.

++++++++++++++++++++++++++++++++

BC-.

CB  mw:23.010 Anion CAS: Z-0167971-95-1 fg:19 cnt:2909

HOF(A.)= 197.8/7.2  96GUR/VEY    |

----

93REI/       Datum: EA=>2.4(3) eV CIEL | HOF(A-)=<142.5/10.0 R-EA p:6

Electron affinity "probably 64.6 kcal/mol.".

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc-t.zaf]

W1U        |158.9  |342.9|332.0| 2.080|181.8  |206.8  |36.7|77.2 

CBS-QB3    |160.6  |342.8|331.6| 2.079|183.5  |208.6  |37.6|77.2 

G3MP2B3    |154.9  |340.6|329.8| 2.074|181.4  |202.7  |36.3|73.4 

G3MP2B3+   |154.9  |340.0|332.2| 2.075|182.1  |202.7  |26.1|72.8 

M062X/Def2T|159.4  |341.7|333.8| 1.757|182.4  |199.9  |26.5|69.6 

B3/6-311++G|157.4  |341.2|333.4| 2.101|183.5  |205.8  |26.1|74.5 

++++++++++++++++++++++++++++++++

CB4-.

CB4  mw:56.038 Anion CAS: Z-1008798-09-1 fg:19 cnt:7915

----

10WAN/AVE    Datum: EA=2.64(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cb4-w.zaf]

W1U        |192.6  |     |     | 2.665|       |254.1  |    |     

CBS-QB3    |200.5  |     |     | 2.683|       |262.4  |    |     

G3MP2B3    |198.6  |     |     | 2.538|       |257.2  |    |     

G3MP2B3+   |198.6  |     |     | 2.540|       |257.1  |    |     

G4MP2      |198.2  |     |     | 2.549|       |257.0  |    |     

M062X/Def2T|187.2  |     |     | 2.727|       |250.2  |    |     

B3/6-311++G|199.1  |     |     | 2.640|       |260.0  |    |     

++++++++++++++++++++++++++++++++

CB6-

CB6  mw:78.056 Anion CAS: Z-1008798-11-5 fg:19 cnt:7156

----

08AVE/ZUB    Datum: EA=2.71(2) eV LPES p:8

Vertical Detachment Energy:2.78(3) eV.

++++++++++++++++++++++++++++++++

CB7-

CB7  mw:89.066 Anion CAS: Z-511303-07-4 fg:19 cnt:6915

----

25GAO/HUI    Datum: EA=3.044(1) eV LPEI p:9

----

07WAN/HUA    Datum: EA=2.99(3) eV LPES p:9

Vertical Detachment Energy:3.03(2) eV.

++++++++++++++++++++++++++++++++

CB8-

CB8  mw:100.075 Anion CAS: Z-1008798-12-6 fg:19 cnt:7846

----

09AVE/WAN    Datum: EA=3.2(1) eV LPES p:9

Vertical Detachment Energy:3.45(10) eV.

++++++++++++++++++++++++++++++++

CB9-

CB9  mw:111.084 Anion CAS: Z-1417198-35-6 fg:19 cnt:10616

----

12GAL/LI     Datum: EA=3.61(3) eV LPES p:8

Vertical Detachment Energy:3.61(3) eV.

++++++++++++++++++++++++++++++++

BrClC-.

CBrCl  mw:125.888 Anion CAS: Z-1133210-29-3 fg:117 cnt:4623 BDE(A-H)= 83.1/3.6 D-EA           

HOF(AH)=  30.4/3.6 d+ah          |

DacidS=27.9/3.0 Calc | 

----

00BOR/ING    Datum: EA=1.845(104) eV IMRB [178.0(100) kJ] p:8

Comparable to 2-Me-benzoquinone.

----

00BOR/ING    Datum: DacidG= 345.8/2.5 IMRB | HOF(A-)=18.8/4.5 Acid p:8

DacidH(AH)= 354.1/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [brclc-d.zaf]

CBS-QB3    |23.9   |361.1|352.8| 1.708|28.6   |63.0   |27.7|86.6 

G3MP2B3    |27.0   |360.7|352.5| 1.719|33.5   |66.4   |27.5|85.0 

G3MP2B3+   |26.1   |359.9|351.8| 1.746|33.4   |66.2   |27.2|84.8 

G4MP2      |26.4   |361.1|352.9| 1.731|32.5   |66.1   |27.5|85.7 

M062X/Def2T|26.2   |358.9|350.9| 1.806|32.0   |67.7   |26.9|87.7 

B3/6-311++G|26.4   |355.3|347.2| 2.087|38.4   |74.3   |27.2|88.0 

++++++++++++++++++++++++++++++++

CF3Br..Cl-

CBrClF3  mw:182.883 Anion CAS: Z-1378015-67-8 fg:482 cnt:6723

HOF(solv)=-155.1/0.7 neut 98JANAF  

----

06BOG/MCM    Datum: DaffG= 9.2/1.0 TDAs | HOF(A-)=-171.6/0.7 AfIN p:9

DaffH(X..Y-)= 16.5/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qbrcl.zcf]

CBS-QB3    |-222.8 |  3.4| -1.4| 16.0|-162.6 |-56.7  

G3MP2B3    |-214.4 |  2.4| -2.8| 17.4|-155.9 |-56.1  

G3MP2B3+   |-214.9 |  2.6| -2.3| 16.7|-156.1 |-56.1  

G4MP2      |-212.1 |  2.2| -3.0| 17.6|-154.9 |-55.0  

M062X/Def2T|-214.5 |  5.8|     | 19.5|-160.3 |-48.4  

B3/6-311++G|-199.5 | -9.0| -3.1| 16.8|-140.6 |-56.9  

++++++++++++++++++++++++++++++++

CF3Br-.

CBrF3  mw:147.914 Anion CAS: Z-062504-13-6 fg:101 cnt:294

HOF(A.)= -155.1/0.7  98JANAF     | | S(A.)=71.2/1.0  82WEG/EVA
###### the following are "below the line": evaluated as not accurate ####

----

78COM/REI2   Datum: EA=0.91(20) eV NBIE | HOF(A-)=-176.1/4.7 R-EA p:4

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.6-0.8 eV, but that the structure is an ion-molecule complex CF3.bullet..bullet..Br-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qbr.zzf]

CBS-QB3    |-181.1 |     |     | 0.831|       |-162.7 |    |     

G3MP2B3    |-173.0 |     |     | 0.775|       |-155.9 |    |     

G3MP2B3+   |-173.1 |     |     | 0.771|       |-156.1 |    |     

G4MP2      |-174.3 |     |     | 0.874|       |-154.9 |    |     

M062X/Def2T|-178.7 |     |     | 0.832|       |-160.3 |    |     

B3/6-311++G|-171.4 |     |     | 1.364|       |-140.6 |    |     

++++++++++++++++++++++++++++++++

CO2..IBr-

CBrIO2  mw:249.813

Core ion CAS: Z-12524-61-7 Solvent: 124-38-9 fg:214 cnt:7796

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

09SHE/MIL    Datum: EA=2.67(3) eV LPES p:8

DaffH(AH)=  3.6/0.7 dEA

Vertical Detachment Energy:3.504 eV.

++++++++++++++++++++++++++++++++

CO..Br-

CBrO  mw:106.914 Anion CAS: Z-205760-24-3 fg:483 cnt:8200

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

12LAP/LAM2   Datum: EA=3.50(5) eV LPES | HOF(A-)=-82.7/1.2 R-EA p:8

DaffH(AH)=  3.1/1.2 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [brco-a.zcf]

CBS-QB3    |-89.7  |  7.6|  3.0| 15.5|-26.8  |-55.2  | 3.802

G3MP2B3    |-82.4  |  2.2| -2.4| 15.4|-27.7  |-52.5  | 3.658

G3MP2B3+   |-82.3  |  2.0| -2.6| 15.7|-27.8  |-52.5  | 3.660

G4MP2      |-82.0  |  1.8| -2.9| 15.7|-28.1  |-52.1  | 3.634

M062X/Def2T|-79.9  |  4.3| -0.2| 15.2|-26.6  |-49.0  | 3.364

B3/6-311++G|-77.9  |  2.6| -2.1| 15.7|-19.2  |-56.1  | 3.564

++++++++++++++++++++++++++++++++

CO2..Br-

CBrO2  mw:122.909 Anion CAS: Z-952403-75-7 fg:483 cnt:3059

HOF(A.)= -67.3/0.7               |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA    Datum: EA=3.582(17) eV LPES | HOF(A-)=-149.9/0.5 AfIN p:8

DaffH(AH)=  5.0/0.4 dEA

The reported affinity is the shift in apparent electron affinity from the lesser-solvated ion. This ignores any neutral-neutral bond.

----

87HIR/MIZ3   Datum: DaffG= 1.8/2.0 TDAs p:8

DaffH(X..Y-)= 6.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [brco2.zcf]

CBS-QB3    |-160.2 |  9.2|  4.3| 16.5|-95.7  |-55.2  

G3MP2B3    |-153.2 |  4.7|  1.9|  9.3|-96.0  |-52.5  

G3MP2B3+   |-153.3 |  4.8|  3.0|  6.2|-96.0  |-52.5  

G4MP2      |-152.1 |  4.6|  3.3|  4.6|-95.4  |-52.1  

M062X/Def2T|-152.3 |  7.4|  4.4| 10.2|-95.9  |-49.0  

B3/6-311++G|-148.4 |  4.7| -0.6| 17.7|-87.6  |-56.1  

++++++++++++++++++++++++++++++++

CS2..Br-

CBrS2  mw:154.863

Core ion CAS: Z-24959-67-9 Solvent: 75-15-0 fg:483 cnt:2903

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= 4.4/1.0 TDAs | HOF(A-)=-31.2/0.4 AfIN p:8

DaffH(X..Y-)= 8.3/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [brcs2.zcf]

CBS-QB3    |-42.6  | 11.7|  7.2| 15.1|24.3   |-55.2  

G3MP2B3    |-38.1  |  8.0|  4.8| 10.9|22.4   |-52.5  

G3MP2B3+   |-38.6  |  8.5|  1.3| 24.1|22.4   |-52.5  

G4MP2      |-37.1  |  7.4|  4.0| 11.2|22.4   |-52.1  

M062X/Def2T|-33.7  |  9.3|  5.5| 12.7|24.6   |-49.0  

B3/6-311++G|-25.9  |  5.9| -2.1| 26.7|36.1   |-56.1  

++++++++++++++++++++++++++++++++

CBr2-.

CBr2  mw:169.837 Anion CAS: Z-0135226-15-2 fg:117 cnt:4591

HOF(A.)=  70.5/9.0 D+AH          | BDE(A-H)= 77.5/6.5 D-EA           

HOF(AH)=  45.1/6.2 d+ah          |

DacidS=26.0/3.0 Calc | 

----

09WRE/VOG    Datum: EA=1.78(10) eV LPES | HOF(A-)=29.4/9.3 R-EA p:9

Authors say 99SCH/DAV is contaminated with HCBr2-. Here, Vertical Detachment Energy:2.25 eV; Triplet >3 kcal/mol up, but uncertain.

----

00BOR/ING    Datum: DacidG= 341.8/4.6 IMRB p:8

DacidH(AH)= 349.6/4.7 G+TS

----

00BOR/ING    Datum: EA=1.928(83) eV IMRB [186.0(80) kJ] p:7

----

99SCH/DAV    Datum: EA=1.88(7) eV LPES p:5

Triplet 2/3 kcal/mol higher in energy than singlet.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbr2-d.zaf]

CBS-QB3    |28.1   |356.1|348.3| 1.983|37.8   |73.6   |26.1|87.9 

G3MP2B3    |35.9   |357.7|350.0| 1.891|45.4   |79.3   |26.0|86.0 

G3MP2B3+   |35.0   |356.9|349.2| 1.920|45.3   |79.1   |25.7|85.8 

G4MP2      |36.0   |358.1|350.3| 1.913|45.0   |79.8   |26.1|86.9 

M062X/Def2T|35.0   |354.9|347.3| 2.026|44.8   |81.5   |25.6|88.8 

B3/6-311++G|32.4   |352.6|344.9| 2.224|47.1   |83.5   |25.6|88.5 

++++++++++++++++++++++++++++++++

Cl3CBr..Br-

CBr2Cl3  mw:274.744

Core ion CAS: Z-24959-67-9 Solvent: 75-62-7 fg:483 cnt:10208

HOF(solv)=  -9.8/0.5  94PED/       

----

19ZHA/LIU    Datum: EA=3.87(5) eV LPES p:8

DaffH(AH)=  11.7/1.2 dEA

++++++++++++++++++++++++++++++++

CF3Br..Br-

CBr2F3  mw:226.832 Anion CAS: Z-1378015-68-9 fg:483 cnt:6725

HOF(solv)=-155.1/0.7 neut 98JANAF  

----

06BOG/MCM    Datum: DaffG= 7.3/1.0 TDAs | HOF(A-)=-219.8/0.8 AfIN p:9

DaffH(X..Y-)= 13.9/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qbrbr.zcf]

CBS-QB3    |-232.2 | 14.4|  8.5| 19.6|-162.6 |-55.2  

G3MP2B3    |-221.3 | 12.9|  7.2| 19.2|-155.9 |-52.5  

G3MP2B3+   |-221.3 | 12.7|  6.6| 20.3|-156.1 |-52.5  

G4MP2      |-219.3 | 12.3|  6.5| 19.6|-154.9 |-52.1  

M062X/Def2T|-223.6 | 14.3|  8.5| 19.4|-160.3 |-49.0  

B3/6-311++G|-210.0 | 13.2|  7.1| 20.4|-140.6 |-56.1  

++++++++++++++++++++++++++++++++

Br3C-

CBr3  mw:248.756 Anion CAS: Z-81193-44-4 fg:91 cnt:900

HOF(A.)=  57.1/3.6 D+AH          | BDE(A-H)= 96.0/1.6  71KIN/GOL2    

HOF(AH)=  13.2/0.8  82PAP/KOL    |

DacidS=26.0/3.0 Stat | 

----

00BOR/ING    Datum: DacidG= 342.0/2.0 IMRE | HOF(A-)=-2.7/2.3 Acid p:8

DacidH(AH)= 349.8/2.2 G+TS EA(ev)= 2.595
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=1.73(17) eV SI   [40.0(40) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbr3.zaf]

CBS-QB3    |-16.4  |350.6|341.9| 2.492|-1.2   |40.7   |29.0|94.1 

G3MP2B3    |-3.8   |352.5|343.9| 2.445|10.9   |52.3   |28.7|93.5 

G3MP2B3+   |-4.9   |351.6|343.2| 2.481|10.7   |52.1   |28.3|93.5 

G4MP2      |-2.6   |352.9|344.3| 2.364|11.7   |51.6   |28.8|92.0 

M062X/Def2T|-1.6   |351.7|343.3| 2.337|11.4   |52.0   |28.0|92.8 

B3/6-311++G|0.2    |347.7|339.2| 2.516|19.8   |58.0   |28.3|90.3 

++++++++++++++++++++++++++++++++

Br4C-.

CBr4  mw:327.674 Anion CAS: Z-050737-45-6 fg:101 cnt:354

HOF(A.)=  27.6/2.0  71KIN/GOL2   | | S(A.)=85.6/1.0  82WAG/EVA
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=2.06 eV SI   [47.5 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.0-1.4 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbr4.zzf]

CBS-QB3    |-15.5  |     |     | 0.927|       |5.0    |    |     

G3MP2B3    |-10.4  |     |     | 1.536|       |24.3   |    |     

G3MP2B3+   |-11.4  |     |     | 1.559|       |23.7   |    |     

G4MP2      |-10.4  |     |     | 1.581|       |25.3   |    |     

M062X/Def2T|-9.5   |     |     | 1.600|       |26.6   |    |     

B3/6-311++G|-9.2   |     |     | 2.161|       |39.8   |    |     

++++++++++++++++++++++++++++++++

CFCl-

CClF  mw:65.968 Anion CAS: Z-226407-20-1 fg:117 cnt:4956

HOF(A.)=   7.4/3.2  97POU/PAU    |

----

99JES/SQU    Datum: DaffH= 21.9/1.1 CIDT | HOF(A-)=40.6/1.6 AfIN p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cfcl.zaf]

W1U        |-16.6  |367.1|358.9| 1.011|-17.9  |6.4    |27.8|76.4 

CBS-QB3    |-16.2  |367.5|359.1| 0.980|-17.9  |6.1    |28.2|76.1 

G3MP2B3    |-15.0  |368.4|359.9| 0.958|-16.2  |6.8    |28.4|75.0 

G3MP2B3+   |-16.6  |366.9|358.6| 1.014|-16.3  |6.5    |27.8|74.9 

G4MP2      |-15.7  |368.8|360.4| 0.966|-17.3  |6.3    |28.1|75.7 

M062X/Def2T|-16.6  |366.9|358.8| 0.986|-18.9  |5.8    |27.4|76.8 

B3/6-311++G|-16.8  |360.9|352.6| 1.424|-10.4  |15.7   |27.8|78.3 

++++++++++++++++++++++++++++++++

CF2Cl-

CClF2  mw:84.966 Anion CAS: Z-53959-80-1 fg:89 cnt:891

HOF(A.)= -66.2/1.1 D+AH          | BDE(A-H)= 101.6/1.0  82MCM/GOL    

HOF(AH)= -115.7/0.5  94PED/      |

DacidS=26.0/3.0 Stat |  S(A-)=67.2/3.2 Acid |  S(AH)=67.2/1.0 GpAd 93SP

----

79ILL/SCH    Datum: EA=>1.87 eV EIAE p:5

From CF3Cl. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.05 eV.
###### the following are "below the line": evaluated as not accurate ####

----

78DIS/LAC    Datum: EA=1.6(3) eV NBAE p:3

DacidH(AH)= 378.3/7.1 D-EA

From CF2Cl2.

----

91PAU/SQU2   Datum: DaffH=<8.0 CIDT p:2

DacidH(AH)=>374.7 A-AH DacidG(AH)=>367.0/0.9 H-TS  EA(eV)= 1.755

Probably CF2.bullet..bullet.Cl- structure, non-covalent.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cf2cl.zaf]

W1U        |-113.8 |370.0|361.2| 2.014|-118.0 |-67.9  |29.5|102.2

CBS-QB3    |-114.4 |370.1|361.1| 2.014|-118.8 |-68.5  |30.4|102.4

G3MP2B3    |-112.5 |370.2|361.2| 2.050|-115.5 |-65.7  |30.3|101.9

G3MP2B3+   |-113.5 |369.4|360.5| 2.084|-115.6 |-65.9  |29.6|101.9

G4MP2      |-112.1 |370.4|361.4| 1.964|-115.3 |-67.3  |30.0|100.1

M062X/Def2T|-113.9 |369.6|361.0| 1.902|-118.8 |-70.5  |28.7|100.4

B3/6-311++G|-108.1 |362.2|353.4| 2.291|-103.0 |-55.7  |29.6|99.4 

++++++++++++++++++++++++++++++++

CF2O..Cl-

CClF2O  mw:100.961

Core ion CAS: Z-16887-00-6 Solvent: 353-50-4 fg:482 cnt:1013

HOF(solv)=-145.0/1.0  08MAT/NGU    

----

85LAR/MCM    Datum: DaffG= 6.6/2.0 IMRE | HOF(A-)=-157.5/2.2 AfIN p:9

DaffH(X..Y-)= 12.5/2.0 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

76KAR/KLE    Datum: HOF(A-)=<-174.0/12.3 IMRB p:3

ClCO- or ClF- + CF2O ->.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clcf2o.zcf]

W1U        |-213.3 | 10.9|  3.3| 25.4|-146.9 |-55.5  

CBS-QB3    |-215.2 | 11.0|  4.6| 21.2|-147.5 |-56.7  

G3MP2B3    |-211.5 |  9.9|  3.1| 22.9|-145.4 |-56.1  

G3MP2B3+   |-211.7 | 10.1|  2.8| 24.6|-145.4 |-56.1  

G4MP2      |-210.6 | 10.7|  3.9| 22.9|-144.9 |-55.0  

M062X/Def2T|-214.7 | 17.8| 10.4| 24.9|-148.4 |-48.4  

B3/6-311++G|-202.4 |  1.6|  5.1| 24.6|-133.1 |-56.9  

++++++++++++++++++++++++++++++++

CF3I..Cl-

CClF3I  mw:230.869 Anion CAS: Z-183862-46-6 fg:482 cnt:6724

HOF(solv)=-140.9/0.8 neut 98JANAF  

----

06BOG/MCM    Datum: DaffH= 23.6/0.2 TDAs | HOF(A-)=-164.5/0.8 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qicl.zc0]

M062X/Def2T|-219.8 | 27.6| 20.7| 22.9|-143.8 |-48.4  

++++++++++++++++++++++++++++++++

[Fe2S2Cl(CN)]-

CClFe2NS2  mw:236.787 Anion CAS: Z-849794-31-6 fg:24 cnt:11336

----

05FU_/YAN    Datum: EA=4.01(6) eV LPES p:8

Vertical Detachment Energy:4.19(5) eV.

++++++++++++++++++++++++++++++++

ClCO-

CClO  mw:62.964 Anion CAS: Z-41976-93-6 fg:85 cnt:1176

----

11LAP/LAM    Datum: EA=3.83(1) eV LPES | HOF(A-)=-93.2/0.3 R-EA p:8

DaffH(AH)=  5.0/0.2 dEA

----

76KAR/KLE    Datum: HOF(A-)=<-85.0/0.4 EIAE p:6

DaffH(X..Y-)=>58.6/0.4 A-IN

From Cl2CO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clco.zaf]

W1U        |-85.5  |325.7|316.3| 3.474|-45.3  |-5.8   |31.3|91.6 

CBS-QB3    |-87.1  |324.6|315.1| 3.521|-45.9  |-6.3   |31.9|91.7 

G3MP2B3    |-86.4  |325.3|316.1| 3.529|-44.5  |-5.4   |31.1|91.2 

G3MP2B3+   |-86.7  |325.1|315.6| 3.540|-44.6  |-5.5   |31.9|91.2 

G4MP2      |-85.6  |326.2|316.9| 3.456|-44.6  |-6.3   |31.0|90.4 

M062X/Def2T|-81.0  |328.8|319.4| 3.262|-45.1  |-6.3   |31.5|91.0 

B3/6-311++G|-79.7  |324.9|315.5| 3.492|-37.4  |0.3    |31.8|89.8 

++++++++++++++++++++++++++++++++

CO2..Cl-

CClO2  mw:78.959 Anion CAS: Z-88015-38-7 fg:482 cnt:1016

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA    Datum: EA=3.907(10) eV LPES | HOF(A-)=-132.6/0.2 R-EA p:8

DaffH(AH)=  6.7/0.2 dEA

The reported affinity is the shift in apparent electron affinity from the lesser-solvated ion. This ignores any neutral-neutral bond.

----

91MAR/GIN    Datum: EA=3.96(5) eV LPES p:8

DaffH(AH)=  8.0/1.2 dEA

The stated EA is the Vertical Detachment Energy. See also 91MAR/GIN2.

----

86HIR/SHO    Datum: DaffG= 2.1 TDEq | HOF(A-)=-101.6/0.1 AfIN p:7

DaffH(X..Y-)= 7.6 TDEq

----

80KEE/LEE    Datum: DaffG= 2.1/0.1 TDAs p:6

DaffH(X..Y-)= 8.0/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [co2cl.zcf]

W1U        |-157.4 |  7.0|  1.8| 17.5|-94.8  |-55.5  | 4.982

CBS-QB3    |-159.7 |  7.2|  2.2| 17.0|-95.7  |-56.7  | 4.997

G3MP2B3    |-156.6 |  4.5|  0.9| 11.6|-96.0  |-56.1  | 4.953

G3MP2B3+   |-157.9 |  5.7|  3.7|  6.7|-96.0  |-56.1  | 5.009

G4MP2      |-156.2 |  5.9|  4.2|  5.7|-95.4  |-55.0  | 4.918

M062X/Def2T|-154.4 | 10.1|  6.8| 10.8|-95.9  |-48.4  | 4.840

B3/6-311++G|-150.9 | -4.5|  0.9| 18.2|-87.6  |-56.9  | 4.932

++++++++++++++++++++++++++++++++

CS2..Cl-

CClS2  mw:110.914 Anion CAS: Z-281193-26-8 fg:482 cnt:1015

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= 4.6/2.2 TDAs | HOF(A-)=19.1/0.3 AfIN p:8

DaffH(X..Y-)= 8.8/0.2 TDAs

----

85LAR/MCM    Datum: DaffG= 5.7/2.0 IMRE p:7

DaffH(X..Y-)= 11.7/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clcs2.zcf]

W1U        |-29.2  |  0.6| -5.6| 21.1|27.0   |-55.5  

CBS-QB3    |-43.0  | 10.6|  6.0| 15.5|24.3   |-56.7  

G3MP2B3    |-43.2  |  9.4|  6.0| 11.7|22.4   |-56.1  

G3MP2B3+   |-33.0  | -0.8| -5.8| 16.8|22.4   |-56.1  

G3MP2B3+   |-43.6  |  9.8|  6.7| 10.5|22.4   |-56.1  

G4MP2      |-41.8  |  9.2|  5.7| 11.9|22.4   |-55.0  

M062X/Def2T|-35.8  | 12.0|  8.7| 11.1|24.6   |-48.4  

B3/6-311++G|-28.4  | -3.3|  4.5| 10.5|36.1   |-56.9  

++++++++++++++++++++++++++++++++

CCl2-.

CCl2  mw:81.938 Anion CAS: Z-118364-73-1 fg:117 cnt:514

HOF(A.)=  55.0/2.0  97POU/PAU    | BDE(A-H)= 84.8/2.2 R-AH           

HOF(AH)=  22.3/1.0  88HOL/LOS    |

DacidS=25.0/2.0 Stat | 

----

09WRE/VOG    Datum: EA=1.593(6) eV LPES | HOF(A-)=18.3/3.9 Acid p:9

DacidG(AH)= 354.2/2.3 H-TS| DacidH(AH)= 361.7/2.1 D-EA

DaffH(AH)=  87.6/3.9 A-IN

Revision: earlier report had a HCCl2- contaminant. Triplet is ca. 0.9(2) eV higher.

----

00BOR/ING    Datum: DacidG= 356.5/2.5 IMRB p:8

DacidH(AH)= 364.0/2.6 G+TS

----

99JES/SQU    Datum: DaffH= 33.4/2.3 CIDT p:8

----

00BOR/ING    Datum: EA=1.658(145) eV IMRB [160.0(140) kJ] p:7

Between oCHO-nitrobenzene, 3,5-diCF3-nitrobenzene.

----

99SCH/DAV    Datum: EA=1.59(7) eV LPES p:7
***Execution error on + : Concatenated string too large.

Authors say triplet is higher in energy than singlet by 3/3 kcal/mol. However, 00BAR/SCH say electron affinity(triplet) > laser energy here. See also 05DYK/LEE. Composite computational methods(18BAR/) indicate triplet higher in energy by ca. 20 kcal/m

----

88MUR/LEO    Datum: EA=1.603(8) eV LPES p:7

----

78DIS/LAC    Datum: EA=1.8(3) eV NBAE p:6

From CCl4,CFCl3,CHCl3.
###### the following are "below the line": evaluated as not accurate ####

----

87GRA/MEL    Datum: DacidG=<366.8 IMRB p:4

CCl2- + CH2Cl2 does not -> CHCl2-; O- + CH2Cl2 -> CCl2-.

----

80SCH/ILL    Datum: EA=2.50(57) eV EIAE p:2

From CCl4, CHCl3, CH2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ccl2-d.zaf]

W1U        |17.4   |363.7|356.0| 1.589|19.6   |53.8   |25.8|86.3 

CBS-QB3    |16.6   |363.3|355.5| 1.576|19.1   |52.6   |26.0|85.7 

G3MP2B3    |18.2   |364.0|356.2| 1.537|21.4   |53.4   |26.2|84.1 

G3MP2B3+   |17.6   |363.4|355.6| 1.559|21.4   |53.2   |26.0|83.9 

G4MP2      |17.1   |364.5|356.8| 1.537|19.7   |52.2   |25.9|84.6 

M062X/Def2T|18.2   |363.8|356.2| 1.555|19.2   |53.9   |25.3|86.8 

B3/6-311++G|21.0   |358.6|350.9| 1.930|29.7   |65.2   |26.0|87.7 

++++++++++++++++++++++++++++++++

CCl2F-

CCl2F  mw:100.937 Anion CAS: Z-70621-92-0 fg:89 cnt:892

HOF(A.)= -17.7/1.0 D+AH          | BDE(A-H)= 101.6/1.0  82MCM/GOL    

HOF(AH)= -67.2/0.1  78KUD/KUD    |

DacidS=26.0/2.0 Stat |  S(A-)=70.1/2.2 Acid |  S(AH)=70.1/1.0 GpAd 93SP

----

97POU/PAU    Datum: DacidG= 352.5/2.0 IMRB p:8

DacidH(AH)= 360.3/2.1 G+TS

----

97POU/PAU    Datum: DaffH= 25.2/1.5 CIDT | HOF(A-)=-19.2/3.4 AfIN p:8

DacidH(AH)= 413.7/3.4 A-AH DacidG(AH)= 352.3/0.6 H-TS  EA(eV)= 2.423

----

91PAU/SQU2   Datum: DaffH= 24.0/3.0 CIDT p:7
###### the following are "below the line": evaluated as not accurate ####

----

79ILL/SCH    Datum: EA=>2.40(20) eV EIAE p:4

DacidH(AH)=<359.9/4.8 D-EA

From CF2Cl2. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.04 to 2.17 eV.

----

78DIS/LAC    Datum: EA=1.1(3) eV NBAE p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2cf.zaf]

W1U        |-71.2  |365.1|356.4| 2.039|-70.4  |-24.6  |29.2|97.9 

CBS-QB3    |-72.9  |364.8|356.0| 2.057|-72.0  |-26.0  |29.5|98.1 

G3MP2B3    |-70.3  |365.1|356.2| 2.089|-68.3  |-22.7  |29.9|97.7 

G3MP2B3+   |-71.7  |363.9|355.1| 2.142|-68.4  |-22.8  |29.3|97.7 

G4MP2      |-69.9  |365.7|356.9| 1.988|-68.4  |-24.5  |29.5|96.0 

M062X/Def2T|-71.4  |364.3|355.9| 1.956|-71.0  |-26.7  |28.2|96.5 

B3/6-311++G|-64.1  |357.5|348.8| 2.321|-54.3  |-11.0  |29.3|95.4 

++++++++++++++++++++++++++++++++

CCl2=O..F-

CCl2FO  mw:116.932

Core ion CAS: Z-16984-48-8 Solvent: 75-44-5 fg:481 cnt:921

HOF(solv)= -52.5/0.2  89GUR/VEY    
###### the following are "below the line": evaluated as not accurate ####

----

76KAR/KLE    Datum: HOF(A-)=<-141.0/13.8 IMRB p:4

DaffH(X..Y-)=>29.1/13.8 A-IN

FCO- + CCl2O ->. Composite computational methods(18BAR/) indicate .DELTA.fH(A-) of ca. -167 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl2cof.zcf]

W1U        |-167.0 | 52.5| 44.9| 25.4|-54.4  |-60.1  

CBS-QB3    |-169.6 | 54.5| 47.1| 24.8|-56.1  |-59.0  

G3MP2B3    |-165.4 | 51.9| 44.4| 24.9|-53.4  |-60.1  

G3MP2B3+   |-166.3 | 52.7| 45.1| 25.5|-53.5  |-60.1  

G4MP2      |-164.2 | 48.5| 41.0| 25.2|-53.8  |-62.0  

M062X/Def2T|-168.3 | 66.9| 59.1| 26.3|-55.5  |-45.9  

B3/6-311++G|-156.4 | 44.1| 46.9| 25.5|-40.4  |-61.5  

++++++++++++++++++++++++++++++++

CCl2F2-.

CCl2F2  mw:119.935 Anion CAS: Z-066694-85-7 fg:101 cnt:281

HOF(A.)= -117.5/2.0  98JANAF     | | S(A.)=71.9/1.0  82WAG/EVA

----

78DIS/LAC    Datum: EA=0.4(3) eV NBIE | HOF(A-)=-126.7/7.2 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cf2cl2.zzf]

CBS-QB3    |-135.7 |     |     | 0.571|       |-123.5 |    |     

G3MP2B3    |-129.4 |     |     | 0.505|       |-118.8 |    |     

G3MP2B3+   |-131.8 |     |     | 0.596|       |-118.9 |    |     

G4MP2      |-130.5 |     |     | 0.572|       |-118.3 |    |     

B3/6-311++G|-127.1 |     |     | 1.246|       |-99.2  |    |     

++++++++++++++++++++++++++++++++

Cl3C-

CCl3  mw:116.907 Anion CAS: Z-14478-07-0 fg:90 cnt:894

HOF(A.)=  17.0/0.6  91HUD/JOH    | BDE(A-H)= 93.7/0.7 R-AH           

HOF(AH)= -24.5/0.3  94PED/       |

DacidS=26.0/1.0 Stat |  S(A-)=70.7/1.4 Acid |  S(AH)=70.7/1.0 GpAd 93SP

----

91PAU/SQU    Datum: DacidG= 349.9/2.0 IMRB | HOF(A-)=-32.6/2.9 Acid p:8

DacidH(AH)= 357.7/2.0 G+TS EA(ev)= 2.151 DaffH(X..Y-)= 87.6/2.9 A-IN

----

91PAU/SQU    Datum: DaffH= 30.8/2.7 CIDT | HOF(A-)=24.2/3.4 AfIN p:8

----

00BOR/ING    Datum: DacidG= 349.9/3.0 IMRB p:7

DacidH(AH)= 357.7/3.0 G+TS

----

72BOH/LEE #  Datum: DacidG= 349.3/6.0 IMRB p:6

DacidH(AH)= 357.1/6.0 G+TS

Stronger than acetone, weaker than cyclopentadiene.
###### the following are "below the line": evaluated as not accurate ####

----

79ILL/SCH #  Datum: EA=>1.89 eV EIAE p:4

From CFCl3. Reworked with modern thermochemical data. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.1-2.2 eV.

----

61CUR/    #  Datum: HOF(A-)= p:4

EA(eV)= 2.100 DaffH(X..Y-)= 32.1/10.3 A-IN

From CFCl3. Reworked with modern thermochemical data. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.1-2.2 eV.

----

80SCH/ILL #  Datum: EA=<3.10(20) eV EIAE p:3

From CCl4. Reworked with modern thermochemical data.

----

78DIS/LAC    Datum: EA=1.3(3) eV NBAE p:3

From CHCl3, CCl4.

----

66GAI/KAY    Datum: EA=1.44(5) eV SI   [33.1(11) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl3c.zaf]

W1U        |-31.8  |360.5|352.0| 2.045|-26.4  |15.0   |28.5|93.6 

CBS-QB3    |-35.3  |359.3|350.7| 2.104|-28.9  |12.8   |28.9|93.8 

G3MP2B3    |-32.4  |359.8|351.1| 2.142|-25.0  |16.6   |29.0|93.6 

G3MP2B3+   |-32.9  |359.3|350.7| 2.161|-25.0  |16.5   |29.0|93.6 

G4MP2      |-32.6  |360.2|351.6| 2.049|-25.6  |14.2   |28.7|92.0 

M062X/Def2T|-30.5  |360.8|352.5| 1.930|-26.6  |13.8   |27.8|92.5 

B3/6-311++G|-20.0  |355.0|346.4| 2.259|-7.7   |31.7   |28.9|91.5 

++++++++++++++++++++++++++++++++

CCl3F-.

CCl3F  mw:135.906 Anion CAS: Z-072346-72-6 fg:101 cnt:286

HOF(A.)= -69.0/1.5  98JANAF      | | S(A.)=74.1/1.0  82WAG/EVA

----

78DIS/LAC    Datum: EA=1.1(3) eV NBIE | HOF(A-)=-94.4/7.1 R-EA p:7

----

95STA/GRO    Datum: EA=<0.689(222) eV [66.5(214) kJ] p:6

Chloride transfer to MeSH observed.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cfcl3.zzf]

W1U        |-89.0  |     |     | 0.793|       |-71.6  |    |     

CBS-QB3    |-93.4  |     |     | 0.820|       |-75.3  |    |     

G3MP2B3    |-87.0  |     |     | 0.763|       |-70.3  |    |     

G3MP2B3+   |-88.0  |     |     | 0.801|       |-70.4  |    |     

G4MP2      |-88.3  |     |     | 0.828|       |-70.0  |    |     

M062X/Def2T|-90.1  |     |     | 0.780|       |-72.9  |    |     

B3/6-311++G|-80.6  |     |     | 1.446|       |-48.1  |    |     

++++++++++++++++++++++++++++++++

[Fe4S4Cl3(CN)]=

CCl3Fe4NS4  mw:482.539 Anion CAS: Z-727731-30-8 fg:24 cnt:10278

----

04FU_/YAN    Datum: EA=0.97(8) eV LPES p:8

Vertical Detachment Energy:1.17(6) eV.

++++++++++++++++++++++++++++++++

[Fe4S4Cl3(NCS)]=

CCl3Fe4NS5  mw:514.511 Anion CAS: Z-727731-33-1 fg:24 cnt:10282

----

04FU_/YAN    Datum: EA=1.06(8) eV LPES p:8

Vertical Detachment Energy:1.30(5) eV.

++++++++++++++++++++++++++++++++

CCl2=O..Cl-

CCl3O  mw:132.902 Anion CAS: Z-94295-07-5 fg:482 cnt:561

HOF(A.)=  -2.8/5.0  89LI_/FRA    |

HOF(solv)= -52.5/0.2  89GUR/VEY    

----

85LAR/MCM    Datum: DaffG= 6.5/2.0 IMRE | HOF(A-)=-64.9/2.0 AfIN p:9

DaffH(X..Y-)= 12.5/2.0 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

76KAR/KLE    Datum: HOF(A-)=-110.0/3.6 IMRB p:3

DaffH(X..Y-)= 57.5/3.6 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [cl3co.zaf]

W1U        |-121.9 | 12.0|  4.8| 24.0|-54.4  |-55.5  | 4.902

CBS-QB3    |-126.1 | 13.2|  6.1| 23.7|-56.1  |-56.7  | 4.897

G3MP2B3    |-121.5 | 12.0|  4.9| 23.7|-53.4  |-56.1  | 4.897

G3MP2B3+   |-122.1 | 12.4|  5.3| 23.9|-53.5  |-56.1  | 4.916

G4MP2      |-120.7 | 12.0|  4.8| 24.0|-53.8  |-55.0  | 4.788

M062X/Def2T|-122.6 | 18.6| 11.1| 25.0|-55.5  |-48.4  | 4.052

B3/6-311++G|-110.2 |  2.0|  5.8| 23.9|-40.4  |-56.9  | 5.071

++++++++++++++++++++++++++++++++

CCl4-.

CCl4  mw:151.876 Anion CAS: Z-059795-99-2 fg:101 cnt:297

HOF(A.)= -22.9/0.2  94PED/       | | S(A.)=74.1/1.0  82WAG/EVA

----

95STA/GRO    Datum: EA=0.803(337) eV [77.5(325) kJ] | HOF(A-)=<-41.4/7.8 R-EA p:7

Electron affinity > electron affinity(CH2S), and chloride affinity of CCl3.bullet. is less than that of CCl4.
###### the following are "below the line": evaluated as not accurate ####

----

83LAC/MAN    Datum: EA=2.0(2) eV NBIE p:3

See also 20REG/KUM.

----

78DIS/LAC    Datum: EA=2.0(2) eV NBIE p:3

----

66GAI/KAY    Datum: EA=2.12(10) eV SI   [48.9(24) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ccl4.zzf]

W1U        |-48.1  |     |     | 1.036|       |-25.0  |    |     

CBS-QB3    |-53.9  |     |     | 1.065|       |-30.1  |    |     

G3MP2B3    |-47.1  |     |     | 1.006|       |-24.7  |    |     

G3MP2B3+   |-47.7  |     |     | 1.029|       |-24.7  |    |     

G4MP2      |-49.1  |     |     | 1.071|       |-25.1  |    |     

M062X/Def2T|-47.9  |     |     | 0.994|       |-25.7  |    |     

B3/6-311++G|-35.3  |     |     | 1.648|       |1.9    |    |     

++++++++++++++++++++++++++++++++

CCl4..Cl-

CCl5  mw:186.845 Anion CAS: Z-1378015-71-4 fg:482 cnt:1168

HOF(solv)= -22.9/0.2 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 5.1/2.8 TDAs | HOF(A-)=-36.3/0.3 AfIN p:8

DaffH(X..Y-)= 13.4/0.2 TDAs

----

74DOU/DAL    Datum: DaffG= 5.9/0.9 TDAs p:7

DaffH(X..Y-)= 14.2/0.7 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ccl5.zcf]

CBS-QB3    |-98.4  | 11.5|  5.0| 21.9|-30.1  |-56.7  

G3MP2B3    |-91.1  | 10.3|  3.8| 18.4|-24.7  |-56.1  

G3MP2B3+   |-84.9  |  4.0| -0.5| 15.2|-24.7  |-56.1  

G4MP2      |-90.3  | 10.3|  3.7| 22.2|-25.1  |-55.0  

M062X/Def2T|-87.3  | 13.2|  6.8| 21.5|-25.7  |-48.4  

B3/6-311++G|-57.0  | -8.9| -2.5| 15.2|1.9    |-56.9  

++++++++++++++++++++++++++++++++

Co(CO)(NO)-

CCoNO2  mw:116.927 Anion CAS: Z-99632-75-4 fg:22 cnt:1784
###### the following are "below the line": evaluated as not accurate ####

----

86MCE/ALL    Datum: EA=< 1.80 eV IMRB [41.5 kcal] p:4

Order: Cr(CO)3 < Co(CO)2 < Co(CO)(NO) < Co(CO)3 < Fe(CO)3 = 41.5 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cocono-d.za0]

M062X/Def2T|21.5   |     |     | 1.574|       |57.8   |    |     

++++++++++++++++++++++++++++++++

Co(CO2)-

CCoO2  mw:102.924 Anion CAS: Z-223584-81-4 fg:24 cnt:9959

----

15GRA/BUY2   Datum: EA=2.2(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cocoo-t.zan]

B3/6-311++G|-17.8  |     |     | 1.745|       |22.3   |    |     

++++++++++++++++++++++++++++++++

CuCN-

CCuN  mw:88.933 Anion CAS: Z-131069-87-9 fg:24 cnt:4746

----

00BOL/LI     Datum: EA=1.466(10) eV LPES p:9

----

10WU_/QIN2   Datum: EA=1.468(26) eV SEVI p:8

Vertical Detachment Energy:1.468(260) eV.

----

00NEG/YAS    Datum: EA=1.44(12) eV LPES p:7

Isomer with adiabatic electron affinity = 1.63 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cucn.zz0]

CBS-QB3    |50.4   |     |     | 1.388|       |82.2   |    |     

M062X/Def2T|63.4   |     |     | 1.347|       |94.4   |    |     

B3/6-311++G|60.0   |     |     | 1.546|       |95.6   |    |     

++++++++++++++++++++++++++++++++

CuCO2-

CCuO2  mw:106.920 Anion CAS: Z-223584-83-6 fg:24 cnt:9946

----

15ZHA/LIM    Datum: EA=2.10(10) eV LPES p:8

Vertical Detachment Energy:2.37(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cuco2.za0]

CBS-QB3    |-57.8  |     |     | 3.451|       |22.3   |    |     

M062X/Def2T|-40.2  |     |     | 1.071|       |-15.5  |    |     

B3/6-311++G|-46.0  |     |     | 1.684|       |-6.8   |    |     

++++++++++++++++++++++++++++++++

Cu3(CO)-

CCu3O  mw:216.784

Core ion CAS: Z-69670-04-8 Solvent: 630-08-0 fg:22 cnt:5090

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

00SPA/LEE    Datum: DaffH= 18.7/6.9 CIDT | HOF(A-)=71.6/11.3 AfIN p:7

0K dissociation energy for Cu3(CO)- -> Cu3- + CO.

++++++++++++++++++++++++++++++++

Cu4(CO)-

CCu4O  mw:279.714

Core ion CAS: Z-108658-51-1 Solvent: 630-08-0 fg:22 cnt:5091

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

00SPA/LEE    Datum: DaffH= 14.8/3.5 CIDT | HOF(A-)=-41.2/3.5 AfIN p:7

0K dissociation energy for Cu4(CO)- -> Cu4- + CO.

++++++++++++++++++++++++++++++++

Cu5(CO)-

CCu5O  mw:342.643

Core ion CAS: Z-108658-52-2 Solvent: 630-08-0 fg:22 cnt:5092

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

00SPA/LEE    Datum: DaffH= 28.4/5.1 CIDT | HOF(A-)=-54.8/5.1 AfIN p:7

0K dissociation energy for Cu5(CO)- -> Cu5- + CO.

++++++++++++++++++++++++++++++++

Cu6(CO)-

CCu6O  mw:405.573

Core ion CAS: Z-108658-53-3 Solvent: 630-08-0 fg:22 cnt:5093

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

00SPA/LEE    Datum: DaffH= 20.1/5.3 CIDT | HOF(A-)=-46.5/5.3 AfIN p:7

0K dissociation energy for Cu6(CO)- -> Cu6- + CO.

++++++++++++++++++++++++++++++++

Cu7(CO)-

CCu7O  mw:468.503

Core ion CAS: Z-108658-54-4 Solvent: 630-08-0 fg:22 cnt:5094

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

00SPA/LEE    Datum: DaffH= 14.1/3.9 CIDT | HOF(A-)=-40.5/3.9 AfIN p:7

0K dissociation energy for Cu7(CO)- -> Cu7- + CO.

++++++++++++++++++++++++++++++++

CF-.

CF  mw:30.999 Anion CAS: Z-033412-12-3 fg:8 cnt:155

HOF(A.)=  62.5/1.1  97ASH/RUS    | BDE(A-H)= 80.4/3.2 R-AH           

HOF(AH)=  34.2/3.0  97POU/PAU    |

----

10ROG/SIM    Datum: HOF(A-)=41.5/4.6 TIPP p:7

Value assumes other products from MeF are H+ + 2 H.
###### the following are "below the line": evaluated as not accurate ####

----

70THY/MAC2   Datum: EA=>3.3(3) eV EIAE p:1

From C2F4. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.37-0.43 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cf-t.zaf]

W1U        |48.4   |379.3|372.2| 0.438|34.9   |58.4   |23.8|75.6 

CBS-QB3    |49.5   |380.4|373.4| 0.392|34.8   |58.4   |23.7|75.8 

G3MP2B3    |48.5   |381.3|374.2| 0.389|34.4   |57.4   |23.8|75.1 

G3MP2B3+   |48.2   |381.0|373.9| 0.399|34.5   |57.4   |23.7|75.0 

G4MP2      |49.3   |382.0|374.9| 0.356|34.5   |57.5   |23.7|75.1 

M062X/Def2T|50.1   |379.4|372.3| 0.327|35.4   |57.6   |23.7|74.3 

B3/6-311++G|44.7   |372.3|365.2| 0.716|39.7   |61.1   |23.7|73.6 

++++++++++++++++++++++++++++++++

FCN-.

CFN  mw:45.002 Anion CAS: Z-357426-78-9 fg:101 cnt:241

HOF(A.)=   8.6/4.0  02BIN/MIL    | | S(A.)=53.7/1.0  82WAG/EVA
###### the following are "below the line": evaluated as not accurate ####

----

86HEN/ILL    Datum: HOF(A-)=-33.0/5.0 EIAE p:1

EA(eV)= 1.804

From CF3NC. Composite computational methods(18BAR/) indicate an .DELTA.fH(A-) of ca. -4 to -5 kcal/mol, and an electron affinity of 0.2-0.3 eV.

----

74HAR/RAN    Datum: HOF(A-)=<13.0/4.6 EIAE p:1

From PF2CN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fcn.zzf]

W1U        |-4.5   |     |     | 0.291|       |1.8    |    |     

CBS-QB3    |-4.3   |     |     | 0.260|       |1.2    |    |     

G3MP2B3    |-4.9   |     |     | 0.249|       |0.6    |    |     

G3MP2B3+   |-5.0   |     |     | 0.284|       |1.1    |    |     

G4MP2      |-5.5   |     |     | 0.340|       |2.0    |    |     

M062X/Def2T|-1.4   |     |     | 0.111|       |0.8    |    |     

B3/6-311++G|-8.2   |     |     | 0.709|       |7.7    |    |     

++++++++++++++++++++++++++++++++

FCO-

CFO  mw:46.994 Anion CAS: Z-62227-71-8 fg:85 cnt:848

HOF(A.)= -36.3/2.9  95BUC/JOH    | BDE(A-H)= 105.8/3.1 R-AH          

HOF(AH)= -90.0/1.0  71STU/PRO    |

DacidS=26.2/1.0 A-AH |  S(A-)=59.2/0.2 Isoe 82WAG/EVA |  S(AH)=59.0/1.0  98JANAF
###### the following are "below the line": evaluated as not accurate ####

----

77KAR/KLE    Datum: DacidH(AH)= 352.6/4.6 EIAE | HOF(A-)=-103.1/4.8 Acid p:4

EA(eV)= 2.897 DaffH(X..Y-)= 17.2/4.8 A-IN

From HCOF. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.3 eV, .DELTA.fH(A-) ca. -97 kcal/mol, and .DELTA.acidH = 362 kcal/mol.

----

70THY/MAC    Datum: HOF(A-)=-103.5/2.3 EIAE;EA(eV)=2.700 p:2

DacidH(AH)= 358.7/2.7 A-AH

From CF2O.

----

70HAR/THY #  Datum: EA=3.3 eV EIAE p:2

From (CF3)2CO.  Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fco.zaf]

W1U        |-96.9  |361.6|353.3| 2.345|-92.7  |-43.1  |27.9|101.6

CBS-QB3    |-96.9  |362.1|353.8| 2.328|-93.2  |-43.4  |27.8|101.9

G3MP2B3    |-96.6  |362.6|354.4| 2.337|-92.0  |-43.0  |27.3|101.2

G3MP2B3+   |-97.8  |361.5|353.0| 2.392|-92.1  |-43.0  |28.6|101.2

G4MP2      |-97.1  |361.7|353.5| 2.340|-91.6  |-43.4  |27.4|100.3

M062X/Def2T|-91.7  |365.1|356.7| 2.112|-92.1  |-43.3  |28.0|100.9

B3/6-311++G|-95.2  |356.6|348.1| 2.533|-84.5  |-37.1  |28.6|99.5 

++++++++++++++++++++++++++++++++

FCOS-

CFOS  mw:78.966 Anion CAS: Z-94295-05-3 fg:56 cnt:969

HOF(solv)= -33.9/0.1 neut 94PED/   

----

85LAR/MCM    Datum: DaffG= 24.6/2.0 IMRE | HOF(A-)=-125.2/2.1 AfIN p:9

DaffH(X..Y-)= 31.8/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fcos.zcf]

W1U        |-132.4 | 37.1| 31.5| 18.8|-35.2  |-60.1  

CBS-QB3    |-134.4 | 39.1| 32.1| 23.7|-36.3  |-59.0  

G3MP2B3    |-132.9 | 35.5| 30.3| 19.9|-37.3  |-60.1  

G3MP2B3+   |-133.0 | 35.6| 30.5| 17.4|-37.3  |-60.1  

G4MP2      |-132.2 | 33.4| 28.2| 17.2|-36.9  |-62.0  

M062X/Def2T|-132.2 | 49.5| 44.5| 16.6|-36.8  |-45.9  

B3/6-311++G|-123.4 | 25.2| 29.7| 19.6|-26.4  |-61.5  

++++++++++++++++++++++++++++++++

FCO2-

CFO2  mw:62.989 Anion CAS: Z-67228-77-7 fg:38 cnt:92

HOF(A.)= -85.2/2.8  95ARN/BRA    | BDE(A-H)= 112.9/4.1 R-AH          

HOF(AH)= -146.0/3.0 Est5         |

DacidS=24.4/3.0 Stat | 

----

95ARN/BRA    Datum: EA=4.225(30) eV LPES | HOF(A-)=-182.6/4.3 Acid p:9

DacidG(AH)= 322.6/4.3 H-TS| DacidH(AH)= 329.1/3.0 D-EA

DaffH(AH)=  29.1/4.3 A-IN

----

87HIR/MIZ3   Datum: DaffH= 32.3/2.0 TDAs | HOF(A-)=-185.8/2.1 AfIN p:8

DaffG(X..Y-)= 24.3/2.0 TDAs DacidH(AH)= 325.9/3.7 A-AH

----

85LAR/MCM    Datum: DaffG= 24.5/2.0 IMRB p:7

DaffH(X..Y-)= 31.7/2.0 G+TS

----

78MCM/NOR    Datum: DaffH= 33.0/3.0 IMRE p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fco2.zcf]

W1U        |-187.2 |326.9|319.6| 4.291|-148.3 |-88.3  |24.4|112.2

CBS-QB3    |-188.5 |326.0|318.8| 4.276|-148.8 |-89.9  |24.3|111.0

G3MP2B3    |-186.5 |327.2|320.0| 4.271|-146.5 |-88.0  |24.2|110.6

G3MP2B3+   |-186.6 |327.2|319.9| 4.275|-146.5 |-88.0  |24.4|110.7

G4MP2      |-186.1 |327.0|319.8| 4.249|-146.0 |-88.1  |24.2|110.0

M062X/Def2T|-187.0 |327.0|319.8| 4.298|-149.3 |-87.7  |24.1|113.7

B3/6-311++G|-180.9 |321.1|313.9| 4.248|-134.7 |-82.9  |24.4|103.9

++++++++++++++++++++++++++++++++

FCS2-

CFS2  mw:94.943 Anion CAS: Z-94295-06-4 fg:56 cnt:970

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= 26.5/1.5 TDAs | HOF(A-)=-66.5/1.7 AfIN p:9

DaffH(X..Y-)= 35.0/1.5 TDAs

----

85LAR/MCM    Datum: DaffG= 24.1/2.0 IMRE p:6

DaffH(X..Y-)= 31.3/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fcs2.zcf]

W1U        |-71.1  | 37.5| 31.7| 19.6|26.5   |-60.1  

CBS-QB3    |-74.2  | 39.5| 32.3| 24.0|24.3   |-59.0  

G3MP2B3    |-73.4  | 35.7| 29.7| 20.0|22.4   |-60.1  

G3MP2B3+   |-73.5  | 35.8| 29.9| 19.8|22.4   |-60.1  

G4MP2      |-72.6  | 33.0| 27.0| 20.1|22.4   |-62.0  

M062X/Def2T|-71.3  | 50.0| 44.1| 19.8|24.6   |-45.9  

B3/6-311++G|-60.1  | 24.3| 28.8| 19.8|36.1   |-61.5  

++++++++++++++++++++++++++++++++

CF2-.

CF2  mw:49.997 Anion CAS: Z-066212-40-6 fg:117 cnt:510

HOF(A.)= -44.0/2.0  97POU/PAU    | BDE(A-H)= 65.2/2.3 R-AH           

HOF(AH)= -57.1/1.0 d+ah          |

DacidS=26.0/2.0 Stat | 

----

99SCH/DAV    Datum: EA=0.18(2) eV LPES | HOF(A-)=-48.1/2.4 R-EA p:9

DacidG(AH)= 364.3/1.3 H-TS| DacidH(AH)= 374.7/2.2 D-EA

DaffH(AH)=  51.2/2.4 A-IN

Neutral carbene triplet 54/3 kcal/mol above singlet.

----

88MUR/LEO    Datum: EA=0.179(5) eV LPES p:8

Singlet-triplet splitting in neutral > 50 kcal/mol.

----

94BOR/ING    Datum: DacidG= 369.5/1.4 IMRB p:7

DacidH(AH)= 377.3/1.5 G+TS EA(ev)= 0.067
###### the following are "below the line": evaluated as not accurate ####

----

70THY/MAC2   Datum: HOF(A-)=<-46.5/6.8 EIAE;EA(eV)=0.000 p:4

DaffH(AH)=  49.6/6.8 A-IN

From C2F4.

----

76DAW/JEN    Datum: HOF(A-)=<-24.5/5.3 IMRB p:3

DaffH(X..Y-)=>27.6/5.3 A-IN

O- + CH2F2 ->. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of -51 kcal/mol, and an electron affinity of 0.15 eV.

----

72HAR/THY2   Datum: HOF(A-)=-137.3/4.0 EIAE;EA(eV)=1.300 p:2

From cyclo-C4F8. Reworked from AE=4.0(4) eV with modern neutral thermochemistry (94PED/).

----

69PAG/GOO    Datum: EA=2.65 eV SI   [61.1 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cf2-d.zaf]

W1U        |-51.0  |374.7|367.1| 0.161|-59.8  |-47.4  |25.2|64.5 

CBS-QB3    |-50.7  |374.7|367.2| 0.150|-59.7  |-47.5  |25.2|64.3 

G3MP2B3    |-50.2  |375.7|368.2| 0.144|-58.7  |-47.0  |25.2|63.8 

G3MP2B3+   |-50.5  |375.4|367.9| 0.154|-58.7  |-47.1  |25.2|63.7 

G4MP2      |-51.2  |375.1|367.7| 0.179|-59.2  |-47.2  |25.1|64.1 

M062X/Def2T|-49.2  |376.6|369.2| 0.060|-61.1  |-47.9  |24.9|65.3 

B3/6-311++G|-51.2  |369.5|362.0| 0.613|-53.4  |-37.2  |25.2|68.3 

++++++++++++++++++++++++++++++++

CF2N-

CF2N  mw:64.000 Anion CAS: Z-1133210-32-8 fg:52 cnt:1734

HOF(AH)= -88.0/4.0 Est3          |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

86HEN/ILL    Datum: HOF(A-)=<-53.0 EIAE p:2

DacidH(AH)=<400.7/4.0 A-AH

Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of -94 to -96 kcal/mol, and a .DELTA.acidH of ca. 359 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2cn.zaf]

W1U        |-95.0  |359.2|351.6| 2.673|-88.3  |-33.5  |25.3|106.9

CBS-QB3    |-95.6  |358.4|350.9| 2.678|-88.3  |-34.0  |25.3|106.4

G3MP2B3    |-94.7  |359.0|351.5| 2.691|-86.5  |-32.8  |25.1|105.9

G3MP2B3+   |-94.9  |358.9|351.4| 2.699|-86.6  |-32.8  |25.3|105.9

G4MP2      |-94.3  |359.1|351.6| 2.639|-86.2  |-33.6  |25.0|104.8

M062X/Def2T|-94.8  |359.7|352.3| 2.576|-89.8  |-35.5  |24.9|106.5

B3/6-311++G|-91.7  |354.4|346.9| 2.808|-78.8  |-27.1  |25.3|103.8

++++++++++++++++++++++++++++++++

F2SO..CN-

CF2NOS  mw:111.967

Core ion CAS: Z-57-12-5 Solvent: 7783-42-8 fg:485 cnt:2100

HOF(solv)=-139.8/12.0  89GUR/VEY   

----

88LAR/SZU    Datum: DaffG= 6.9/0.5 IMRE | HOF(A-)=-139.0/12.1 AfIN p:8

DaffH(X..Y-)= 15.8/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ncsf2o.zcf]

W1U        |-142.6 | 16.1|  7.4| 29.3|-142.8 |16.3   

CBS-QB3    |-139.2 | 17.3|  8.3| 30.1|-138.5 |16.5   

G3MP2B3    |-137.7 | 16.6|  7.8| 29.5|-135.6 |14.5   

G3MP2B3+   |-136.9 | 16.5|  7.7| 29.5|-134.8 |14.5   

G4MP2      |-142.1 | 15.2|  6.1| 30.3|-141.0 |14.1   

M062X/Def2T|-138.4 | 19.8| 10.8| 30.2|-137.0 |18.4   

B3/6-311++G|-105.5 | 23.9| 15.1| 29.5|-97.8  |16.2   

++++++++++++++++++++++++++++++++

CF3-

CF3  mw:68.996 Anion CAS: Z-54128-17-5 fg:89 cnt:886

HOF(A.)= -112.4/1.0  98JANAF     | BDE(A-H)= 105.9/1.2 R-AH          

HOF(AH)= -166.2/0.6  94PED/      |

DacidS=26.0/0.2 Stat |  S(A-)=62.0/0.1 Isoe |  S(AH)=62.0/0.1  82WAG/EVA

----

01DEY/ALC    Datum: EA=1.82(5) eV LPES p:9

DacidH(AH)= 377.5/1.9 D-EA

Adiabatic electron affinity, from vibrational structure of spectrum.

----

79BAR/SCO #  Datum: DacidG= 369.2/2.0 IMRE | HOF(A-)=-154.9/3.0 Acid p:9

DacidH(AH)= 377.0/2.0 G+TS DaffH(X..Y-)= 51.5/3.0 A-IN

91PAU/SQU suggests that this acidity may be too weak by ca. 5 kcal/mol. Composite computational methods(18BAR/) give .DELTA.acidH ca. 381, .DELTA.acidG ca. 373.

----

75RIC/STE4   Datum: EA=2.82(1) eV PD   p:7

The stated EA is the Vertical Detachment Energy.

----

91PAU/SQU    Datum: DaffH= 55.9/2.7 CIDT | HOF(A-)=-159.3/3.4 AfIN p:6

Neutral heat is based on a fluoroform acidity that may be too weak by up to 5 kcal/mol.

----

90GRA/SQU    Datum: DacidH(AH)= 376.0/4.5 CIDT p:6

----

78DIS/LAC #  Datum: EA=1.9(3) eV NBAE p:6

From CF4. Reworked with modern thermochemistry.

----

73WAN/MAR #  Datum: HOF(A-)=-155.6/8.7 EIAE;EA(eV)=1.870 p:5

DaffH(AH)=  52.2/8.7 A-IN

From CF4. Reworked with modern thermochemistry.

----

70THY/MAC #  Datum: HOF(A-)=-159.9/9.5 EIAE p:5

EA(eV)= 2.701 DaffH(X..Y-)= 56.4/9.5 A-IN

From CF3OF.

----

69LIF/GRA    Datum: EA=2.0 eV EIAE p:5

From C3F8. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.0 eV.
###### the following are "below the line": evaluated as not accurate ####

----

83SPY/SAU    Datum: EA=2.80(20) eV EIAE p:4

From CF4, relative to F- appearance energy.

----

74FRA/WAN #  Datum: HOF(A-)=-163.3/8.7 EIAE p:3

EA(eV)= 2.200 DaffH(X..Y-)= 59.9/8.7 A-IN

From CF4. Reworked with modern thermochemistry.

----

74HAR/FRA #  Datum: EA=<2.05(20) eV R-A  | HOF(A-)=>-154.0/3.4 EIAE p:2

From C3F8. AE=2.55(10). Reworked with modern thermochemistry.

----

74HAR/FRA #  Datum: EA=>2.40(50) eV EIAE p:2

From C2F6. AE=2.8 eV. Reworked using modern thermochemical data.

----

74HAR/FRA #  Datum: HOF(A-)=-163.1/11.1 EIAE;EA(eV)=1.570 p:2

DaffH(AH)=  59.7/11.1 A-IN

From CF4. Reworked with modern thermochemistry.

----

72LIF/GRA #  Datum: EA=3.15(20) eV EIAE p:2

From CF4. Reworked with modern thermochemistry.

----

70THY/MAC2   Datum: EA=2.1(3) eV EIAE p:2

From C2F4.

----

70MAC/THY #  Datum: HOF(A-)=<120.5/2.3 EIAE;EA(eV)=2.701 p:2

From CF4. Reworked with modern thermochemistry.

----

70HAR/THY #  Datum: HOF(A-)=-125.0/9.0 EIAE p:2

DaffH(X..Y-)= 21.6/9.0 A-IN

From (CF3)2CO.  Reworked with modern thermochemistry.

----

69MAC/THY #  Datum: EA=<2.6 eV EIAE p:2

From C2F6. AE=1.6 eV. Reworked with modern thermochemistry.

----

63BIB/CAR #  Datum: HOF(A-)=-144.3/10.0 EIAE p:2

EA(eV)= 1.385 DaffH(X..Y-)= 40.9/10.0 A-IN

From C2F6. AE=2.8 eV. Reworked using modern thermochemical data.

----

69PAG/GOO    Datum: EA=1.97(23) eV SI   [45.5(54) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q.zaf]

W1U        |-154.2 |380.7|372.0| 1.755|-169.1 |-114.0 |29.2|107.2

CBS-QB3    |-154.5 |380.7|372.6| 1.760|-169.4 |-114.1 |27.1|107.4

G3MP2B3    |-152.8 |381.0|372.9| 1.777|-166.7 |-112.1 |27.0|106.7

G3MP2B3+   |-153.2 |380.7|372.6| 1.792|-166.7 |-112.1 |27.1|106.7

G4MP2      |-153.2 |380.2|372.1| 1.739|-166.3 |-113.3 |27.0|105.0

M062X/Def2T|-152.6 |381.8|373.8| 1.563|-169.6 |-116.7 |26.7|105.1

B3/6-311++G|-146.9 |374.0|365.9| 1.974|-153.6 |-101.6 |27.0|104.1

++++++++++++++++++++++++++++++++

CF3I-.

CF3I  mw:195.900 Anion CAS: Z-059001-16-0 fg:101 cnt:317

HOF(A.)= -140.9/0.8  98JANAF     | | S(A.)=73.5/1.0  82WAG/EVA

----

76TAN/MAT    Datum: EA=1.4(2) eV NBIE | HOF(A-)=-173.2/4.7 R-EA p:5
###### the following are "below the line": evaluated as not accurate ####

----

78COM/REI2   Datum: EA=1.57(20) eV NBIE p:4

----

73MCN/LAC    Datum: EA=2.20(20) eV NBIE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qi.zz0]

M062X/Def2T|-171.9 |     |     | 1.245|       |-143.8 |    |     

++++++++++++++++++++++++++++++++

CF3I..I-

CF3I2  mw:322.805

Core ion CAS: Z-20461-54-5 Solvent: 2314-97-8 fg:484 cnt:10188

HOF(solv)=-140.9/0.8 neut 98JANAF  

----

19MEN/TOZ    Datum: EA=3.8(1) eV LPES p:8

DaffH(AH)=  17.1/2.3 dEA

Vertical Detachment Energy:4.03(5) eV.

++++++++++++++++++++++++++++++++

CF3N-.

CF3N  mw:82.999 Anion CAS: N-338-66-9 fg:117 cnt:1733
###### the following are "below the line": evaluated as not accurate ####

----

86HEN/ILL    Datum: HOF(A-)=<34.6/9.2 EIAE p:1

Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) ca. -127 kcal/mol, and an electron affinity of ca. 4.1 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qn.zaf]

W1U        |-127.8 |354.5|346.8| 4.098|-116.5 |-33.5  |25.9|135.2

CBS-QB3    |-128.2 |353.9|346.1| 4.078|-116.4 |-34.4  |26.1|134.2

G3MP2B3    |-126.3 |355.2|347.4| 4.110|-114.3 |-31.7  |26.2|134.7

G3MP2B3+   |-126.3 |355.1|347.3| 4.095|-114.2 |-32.0  |26.2|134.3

G4MP2      |-127.9 |355.2|347.5| 4.194|-115.9 |-31.3  |25.9|136.7

M062X/Def2T|-129.4 |353.3|345.5| 4.126|-118.1 |-34.5  |26.4|135.7

B3/6-311++G|-123.7 |346.6|338.9| 4.501|-103.0 |-20.0  |26.2|135.1

++++++++++++++++++++++++++++++++

CF3NO-. | trifluoronitrosomethane

CF3NO  mw:98.994 Anion CAS: Z-037979-31-0 fg:101 cnt:269

HOF(A.)= -130.0/3.0 Est3         |
###### the following are "below the line": evaluated as not accurate ####

----

77HAR/       Datum: EA=>2.0(2) eV EIAE | HOF(A-)=<-176.1/5.5 R-EA p:4

From(CF3)2NO;  Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.7 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qno.zzf]

CBS-QB3    |-174.2 |     |     | 1.714|       |-134.7 |    |     

G3MP2B3    |-169.7 |     |     | 1.674|       |-131.1 |    |     

G3MP2B3+   |-169.8 |     |     | 1.677|       |-131.1 |    |     

G4MP2      |-171.9 |     |     | 1.765|       |-131.1 |    |     

M062X/Def2T|-174.4 |     |     | 1.756|       |-133.8 |    |     

B3/6-311++G|-161.9 |     |     | 2.155|       |-112.2 |    |     

++++++++++++++++++++++++++++++++

F3PO..CN-

CF3NOP  mw:129.968

Core ion CAS: Z-57-12-5 Solvent: 13478-20-1 fg:485 cnt:2108

HOF(solv)=-299.2/1.9  89GUR/VEY    

----

88LAR/SZU    Datum: DaffG= 14.6/0.5 IMRE | HOF(A-)=-306.1/2.8 AfIN p:8

DaffH(X..Y-)= 23.5/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f3pocn.zcf]

CBS-QB3    |-313.8 | 28.0| 18.2| 33.1|-302.2 |16.5   

G3MP2B3    |-308.4 | 27.8| 18.0| 33.1|-295.1 |14.5   

G3MP2B3+   |-307.8 | 27.8| 18.1| 32.5|-294.5 |14.5   

G4MP2      |-312.9 | 25.9| 16.0| 33.4|-301.0 |14.1   

M062X/Def2T|-312.8 | 29.3| 19.5| 33.0|-301.8 |18.4   

B3/6-311++G|-260.9 | 32.9| 22.5| 34.7|-244.2 |16.2   

++++++++++++++++++++++++++++++++

PF3..CN-

CF3NP  mw:113.973

Core ion CAS: Z-57-12-5 Solvent: 7783-55-3 fg:485 cnt:2099

HOF(solv)=-228.8/0.3  89GUR/VEY    

----

88LAR/SZU    Datum: DaffG= 6.4/0.5 IMRE | HOF(A-)=-227.5/2.0 AfIN p:8

DaffH(X..Y-)= 15.3/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f3pcn.zcf]

CBS-QB3    |-227.5 | 16.4|  7.1| 31.4|-227.6 |16.5   

G3MP2B3    |-225.1 | 16.1|  7.4| 29.2|-223.5 |14.5   

G3MP2B3+   |-224.2 | 15.9|  7.3| 29.0|-222.7 |14.5   

G4MP2      |-229.2 | 14.7|  6.0| 29.2|-228.6 |14.1   

M062X/Def2T|-230.7 | 19.0| 10.4| 28.8|-230.0 |18.4   

B3/6-311++G|-199.0 | 20.8| 12.2| 28.9|-194.3 |16.2   

++++++++++++++++++++++++++++++++

CF3O-

CF3O  mw:84.991 Anion CAS: Z-57178-38-8 fg:32 cnt:556

HOF(A.)= -151.8/1.5  97ASH/APP   | BDE(A-H)= 117.5/1.8 R-AH          

HOF(AH)= -217.2/0.9  97ASH/APP   |

DacidS=23.0/3.0 Stat | 

----

96HUE/DUN    Datum: DacidG= 323.0/1.6 IMRB | HOF(A-)=-253.0/2.4 Acid p:8

DacidH(AH)= 329.9/1.8 G+TS EA(ev)= 4.390 DaffH(X..Y-)= 48.6/2.4 A-IN

Agrees with G2 calculation: 97SEG/VEN, 00BUR/KOP, 96CHY/SQU.

----

96HUE/DUN    Datum: EA=> 3.87 eV IMRB [89.2 kcal] p:5

DacidH(AH)=<341.9/1.9 D-EA

Electron affinity > NO3.

----

90TAF/KOP    Datum: DacidG= 340.7/1.5 IMRB p:5

DacidH(AH)= 347.6/1.8 G+TS EA(ev)= 3.623 DaffH(X..Y-)= 20.3/2.8 A-IN

In conflict with 96HUE/DUN. Bracketing here may be for CF3O- + AH -> CF2=O + HF + A-.
###### the following are "below the line": evaluated as not accurate ####

----

84SPY/HUN    Datum: EA=3.7(5) eV EIAE p:4

From CF3OCF2H.

----

83LAR/MCM    Datum: DaffG= 33.9/2.0 IMRE p:4

DaffH(X..Y-)= 42.6/2.0 G+TS DacidH(AH)= 335.8 A-AH DacidG(AH)= 329.0/1.2 H-TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 41-43 kcal/mol.

----

78MCM/NOR    Datum: DaffH= 35.0/3.0 IMRB p:3

----

76KAR/KLE    Datum: HOF(A-)=-224.0/12.8 IMRB p:3

DaffH(X..Y-)= 19.6/12.8 A-IN

----

72MAC/THY #  Datum: HOF(A-)=<-197.0/10.0 EIAE;EA(eV)=1.900 p:2

From CF3OOCF3. Reworked with modern thermochemistry.

----

70THY/MAC    Datum: EA=1.9(1) eV EIAE p:2

From CF3OF.

----

69PAG/GOO    Datum: EA=1.35 eV SI   [31.1 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qo.zaf]

W1U        |-257.3 |329.2|321.9| 4.539|-220.7 |-152.6 |24.7|120.2

CBS-QB3    |-258.5 |328.3|320.9| 4.578|-221.1 |-152.9 |24.9|120.3

G3MP2B3    |-255.2 |329.4|322.0| 4.529|-217.4 |-150.7 |24.7|118.8

G3MP2B3+   |-255.2 |329.3|321.8| 4.532|-217.3 |-150.7 |25.2|118.8

G4MP2      |-254.7 |329.4|322.1| 4.440|-216.9 |-152.2 |24.4|116.8

M062X/Def2T|-257.7 |329.0|321.7| 4.396|-222.0 |-156.1 |24.6|117.9

B3/6-311++G|-244.8 |321.0|313.5| 4.719|-198.5 |-136.0 |25.2|114.6

++++++++++++++++++++++++++++++++

CF3SO3-

CF3O3S  mw:148.953 Anion CAS: Z-37181-39-8 fg:40 cnt:1420 BDE(A-H)= 77.5/6.5 D-EA           

HOF(AH)= -277.0/4.0 Est3         |

DacidS=19.8/3.0 Stat | 

----

25LEE/KAL    Datum: DacidG= 292.2/2.0 IMRE | HOF(A-)=-344.6/4.6 Acid p:8

DacidH(AH)= 298.1/2.2 G+TS

----

92VIG/HEN    Datum: DacidG= 298.8/2.5 IMRB p:6

----

89HER/SMI    Datum: EA=>5.3 eV LPD  p:6

No detachment with 5.49 eV photons.

----

94KOP/TAF    Datum: DacidG= 299.5/2.0 IMRE p:5

Per 09LEI/RAA, .DELTA.acidG here is likely too weak by at least 1.3 kcal/mol, and possibly 5.3, due to problems in the ladder at .DELTA.acidG = 299 kcal/mol. Composite computational methods(18BAR/) place it ca. 2 kcal/mol stronger.
###### the following are "below the line": evaluated as not accurate ####

----

87VIG/PAU    Datum: EA=>4.9(2) eV IMRB p:3

.DELTA.acidG: CF3SO3H<FSO3H<H2SO4<HPO3<HI, .DELTA.acidG(CF3SO3H)<313.6 kcal.

----

86ADA/SMI    Datum: DacidH(AH)=<313.6/2.0 EIAE p:3

From CF3SO3H, anhydride.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qso3.zaf]

W1U        |-340.0 |299.5|292.4| 5.429|-273.7 |-214.3 |23.9|111.5

CBS-QB3    |-342.2 |297.9|290.8| 5.419|-274.3 |-216.7 |23.7|109.7

G3MP2B3    |-333.0 |299.4|292.6| 5.477|-265.3 |-206.1 |23.0|111.3

G3MP2B3+   |-332.8 |299.7|292.6| 5.468|-265.3 |-206.0 |23.7|111.4

G4MP2      |-335.8 |299.6|292.6| 5.342|-268.3 |-212.0 |23.6|108.4

M062X/Def2T|-333.9 |299.2|292.2| 5.509|-268.4 |-205.8 |23.7|114.7

B3/6-311++G|-264.0 |299.2|292.2| 5.176|-196.0 |-144.0 |23.7|104.1

++++++++++++++++++++++++++++++++

CF3S-

CF3S  mw:100.968 Anion CAS: Z-83193-05-9 fg:54 cnt:657

DacidS=23.6/3.0 Calc | 

----

94KOP/PIH    Datum: DacidG= 327.5/2.0 IMRE p:6

DacidH(AH)= 334.5/2.2 G+TS

Possibly dissociative protonation -> CF2S + HF + A-. See CF3O-. 00BUR/KOP calculate .DELTA.acidH = 321.0 at the G2 level.
###### the following are "below the line": evaluated as not accurate ####

----

84SPY/HUN    Datum: EA=3.2(5) eV EIAE p:4

From CF3SCF3, CF3SCH3.

----

69PAG/GOO    Datum: EA=1.80 eV SI   [41.5 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qs.zaf]

W1U        |-196.9 |327.2|320.8| 3.378|-158.2 |-118.9 |21.3|91.5 

CBS-QB3    |-199.2 |326.2|319.2| 3.420|-159.7 |-120.2 |23.6|91.6 

G3MP2B3    |-196.0 |327.4|320.3| 3.389|-156.2 |-117.8 |23.6|90.6 

G3MP2B3+   |-196.1 |327.4|320.3| 3.392|-156.3 |-117.8 |23.8|90.6 

G4MP2      |-195.0 |327.9|320.9| 3.297|-155.7 |-118.8 |23.5|89.0 

M062X/Def2T|-197.4 |326.9|319.9| 3.270|-159.6 |-122.0 |23.3|89.7 

B3/6-311++G|-180.7 |322.8|315.7| 3.457|-136.2 |-100.8 |23.7|87.4 

++++++++++++++++++++++++++++++++

SF4..CN-

CF4NS  mw:133.969

Core ion CAS: Z-57-12-5 Solvent: 7783-60-0 fg:485 cnt:2110

HOF(solv)=-182.4/5.0 neut 87HER/   

----

88LAR/SZU    Datum: DaffG= 16.9/0.5 IMRE | HOF(A-)=-191.5/5.4 AfIN p:8

DaffH(X..Y-)= 25.8/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sf4cnb.zcf]

CBS-QB3    |-201.7 | 38.1| 27.9| 34.4|-180.1 |16.5   

G3MP2B3    |-199.9 | 37.9| 28.1| 33.2|-176.4 |14.5   

G3MP2B3+   |-198.5 | 37.6| 27.6| 33.4|-175.4 |14.5   

G4MP2      |-203.1 | 33.1| 22.8| 34.5|-184.1 |14.1   

M062X/Def2T|-197.6 | 33.5| 23.2| 34.5|-182.4 |18.4   

B3/6-311++G|-168.8 | 50.2| 40.7| 32.0|-134.8 |16.2   

++++++++++++++++++++++++++++++++

SiF4..CN-

CF4NSi  mw:129.974 Anion CAS: Z-75061-93-7 fg:485 cnt:2112

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

88LAR/SZU    Datum: DaffG= 18.3/0.5 IMRE | HOF(A-)=-396.5/2.0 AfIN p:8

DaffH(X..Y-)= 27.2/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sif4cn.zcf]

CBS-QB3    |-409.4 | 38.2| 27.9| 34.8|-387.7 |16.5   

G3MP2B3    |-405.8 | 37.3| 28.4| 29.8|-383.0 |14.5   

G3MP2B3+   |-405.2 | 37.1| 26.8| 34.4|-382.6 |14.5   

G4MP2      |-407.6 | 35.7| 25.3| 34.7|-386.0 |14.1   

M062X/Def2T|-407.2 | 39.7| 29.4| 34.5|-385.9 |18.4   

B3/6-311++G|-361.4 | 42.5| 32.2| 34.4|-335.0 |16.2   

++++++++++++++++++++++++++++++++

Fe(CO)-

CFeO  mw:83.930 Anion CAS: Z-71765-17-8 fg:22 cnt:163

HOF(A.)=  61.5/3.5  92SUN/WAN    |

----

93VIL/LEO    Datum: EA=1.157(5) eV LPES | HOF(A-)=34.8/4.1 R-EA p:9

DaffH(AH)=  32.2/4.1 A-IN

----

79ENG/LIN2   Datum: EA=1.26(21) eV LPES p:8

----

92SUN/WAN    Datum: DaffH= 33.7/3.5 CIDT p:7
###### the following are "below the line": evaluated as not accurate ####

----

76COM/STO    Datum: HOF(A-)=33.2/9.6 EIAE p:3

DaffH(X..Y-)= 33.9/9.6 A-IN

From Fe(CO)5.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [feco-q.za0]

CBS-QB3    |38.3   |     |     | 1.382|       |70.1   |    |     

M062X/Def2T|35.9   |     |     | 0.926|       |57.4   |    |     

B3/6-311++G|42.3   |     |     | 0.666|       |58.1   |    |     

++++++++++++++++++++++++++++++++

Ge3C-

CGe3  mw:233.764 Anion CAS: N-61349-30-2 fg:19 cnt:11475

----

21ZHA/YAN    Datum: EA=1.36(3) eV LPES p:8

Vertical Detachment Energy:1.51(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge3c.zzf]

CBS-QB3    |88.3   |     |     | 1.633|       |125.9  |    |     

G3MP2B3    |100.1  |     |     | 1.592|       |136.7  |    |     

G4MP2      |100.8  |     |     | 1.593|       |137.5  |    |     

M062X/Def2T|111.8  |     |     | 1.385|       |143.8  |    |     

B3/6-311++G|117.7  |     |     | 1.441|       |150.9  |    |     

++++++++++++++++++++++++++++++++

CI-.

CI  mw:138.905 Anion CAS: Z-060454-96-8 fg:14 cnt:178

HOF(A.)= 132.0/5.0  76REF/FRA2   | BDE(A-H)= 81.8/5.8 R-AH           

HOF(AH)= 102.3/2.9 d+ah          |
###### the following are "below the line": evaluated as not accurate ####

----

77VOG/MIS    Datum: EA=>1.96 eV Endo p:3

I- + CO ->.

----

76REF/FRA2   Datum: HOF(A-)=53.0/5.0 Endo p:2

EA(eV)= 3.426 DaffH(X..Y-)= 73.3/5.0 A-IN

I- + CO ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ci-t.zz0]

M062X/Def2T|92.7   |     |     | 1.903|       |136.4  |    |     

++++++++++++++++++++++++++++++++

ICN-.

CIN  mw:152.908 Anion CAS: Z-1356929-44-6 fg:101 cnt:8165

HOF(A.)=  54.0/1.5  02BIN/MIL    | | S(A.)=61.4/1.0  82WAG/EVA

----

12MIL/SHE    Datum: EA=1.345(40) eV LPES | HOF(A-)=23.0/1.8 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [icn.zz0]

M062X/Def2T|16.9   |     |     | 1.664|       |54.6   |    |     

++++++++++++++++++++++++++++++++

ICO-

CIO  mw:154.900 Anion CAS: Z-205760-25-4 fg:85 cnt:133

HOF(A.)= -24.0/2.4  76REF/       |

----

12LAP/LAM    Datum: EA=3.16(5) eV LPES | HOF(A-)=-96.9/2.7 R-EA p:9

DaffH(AH)=  2.3/1.2 dEA

----

76REF/       Datum: DaffH= 27.1 Endo | HOF(A-)=-98.5/0.2 AfIN p:6

EA(eV)= 3.230

I- + COS ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ico.za0]

M062X/Def2T|-73.2  |306.9|297.3| 3.038|-15.4  |-3.1   |32.2|64.5 

++++++++++++++++++++++++++++++++

CO2..I-

CIO2  mw:170.895

Core ion CAS: Z-20461-54-5 Solvent: 124-38-9 fg:484 cnt:1538

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

87HIR/MIZ3   Datum: DaffG= 0.7/2.0 TDAs | HOF(A-)=-143.7/2.0 AfIN p:9

DaffH(X..Y-)= 4.7/2.0 TDAs

----

08PIA/BEC    Datum: EA=3.22(4) eV PEPI p:8

DaffH(AH)=  3.7/0.9 dEA

The stated EA is the Vertical Detachment Energy.

----

05BOW/BEC    Datum: EA=3.24(4) eV PEPI p:8

----

95ARN/BRA2   Datum: EA=3.224(35) eV LPES p:8

DaffH(AH)=  3.8/0.8 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

91MAR/GIN    Datum: EA=3.27(5) eV LPES p:8

DaffH(AH)=  4.9/1.2 dEA

The stated EA is the Vertical Detachment Energy. See also 91MAR/GIN2.

----

02GOM/TAY    Datum: EA=3.374(7) eV LPES p:7

DaffH(AH)=  7.3/0.2 dEA

The stated EA is the Vertical Detachment Energy. The ion affinity is the stepwise difference in electron affinities.

----

85BAN/IRI    Datum: DaffG= 0.8/0.1 IMRE p:6

----

80KEE/LEE    Datum: DaffG= 0.4/0.1 TDAs p:6

DaffH(X..Y-)= 5.6/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [co2i.zc0]

M062X/Def2T|-144.7 |  5.8|  1.5| 14.4|-95.2  |-43.7  

++++++++++++++++++++++++++++++++

CS2..I-

CIS2  mw:202.849

Core ion CAS: Z-20461-54-5 Solvent: 75-15-0 fg:484 cnt:2904

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= 2.4/1.0 TDAs | HOF(A-)=-24.5/0.3 AfIN p:8

DaffH(X..Y-)= 7.4/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cs2i.zc0]

M062X/Def2T|-25.9  |  7.3| -0.4| 26.0|25.1   |-43.7  

++++++++++++++++++++++++++++++++

CI2-.

CI2  mw:265.809 Anion CAS: Z-0135226-16-3 fg:117 cnt:4592

----

99SCH/DAV    Datum: EA=2.09(7) eV LPES p:7

Singlet 1/3 kcal/mol higher in energy than triplet. Calculations (00HAJ/NGU) say singlet 7 kcal < triplet.

----

09WRE/VOG    Datum: EA=<3.0 eV LPES p:6

Authors say 99SCH/DAV was really HCI2-. Upper limit only determined here, and true value may be appreciably less. 00HAJ/NGU calculation: singlet more stable than triplet by ca. 7 kcal.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ici.za0]

M062X/Def2T|59.2   |     |     | 2.377|       |113.8  |    |     

++++++++++++++++++++++++++++++++

IrC-

CIr  mw:204.963 Anion CAS: Z-1007551-90-7 fg:14 cnt:11540

----

22BLA/CHI    Datum: EA=2.4(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [irc-s.za0]

M062X/Def2T|141.3  |     |     | 1.557|       |177.3  |    |     

++++++++++++++++++++++++++++++++

LiOCO-

CLiO2  mw:51.006 Anion CAS: Z-1159853-78-7 fg:20 cnt:7031

----

08TIA/CHA    Datum: EA=0.52(12) eV IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lioco.zaf]

W1U        |-87.7  |     |     | 0.548|       |-75.1  |    |     

CBS-QB3    |-89.9  |     |     | 0.647|       |-75.1  |    |     

G3MP2B3    |-92.3  |     |     | 0.798|       |-74.0  |    |     

G3MP2B3+   |-92.1  |     |     | 0.784|       |-74.0  |    |     

G4MP2      |-92.8  |     |     | 0.818|       |-74.0  |    |     

M062X/Def2T|-82.2  |     |     | 0.303|       |-75.3  |    |     

B3/6-311++G|-81.5  |     |     | 0.632|       |-66.9  |    |     

++++++++++++++++++++++++++++++++

MoC-.

CMo  mw:109.906 Anion CAS: Z-906062-54-2 fg:19 cnt:5472

----

15LIU/HU 2   Datum: EA=1.360(3) eV PVMI p:9

----

99LI_/LIU    Datum: EA=1.358(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [moc-q.za0]

M062X/Def2T|178.1  |     |     | 1.197|       |205.7  |    |     

++++++++++++++++++++++++++++++++

CN-

CN  mw:26.004 Anion CAS: Z-57-12-5 fg:92 cnt:73

HOF(A.)= 105.8/1.0 D+AH          | BDE(A-H)= 126.4/0.1 D-EA          

HOF(AH)=  31.6/1.0  89GUR/VEY    |

DacidS=24.6/0.1 Stat |  S(A-)=46.8/0.1 Isoe |  S(AH)=48.2  82WAG/EVA

----

20SIM/NOT    Datum: EA=3.864(2) eV LPD  | HOF(A-)=16.7/1.9 Acid p:9

DacidG(AH)= 343.5/0.2 H-TS| DacidH(AH)= 350.8/1.7 D-EA

----

06HU_/ZHA    Datum: DacidH(AH)= 350.9/0.1 TIPP | HOF(A-)=16.7/1.0 Acid p:9

DacidG(AH)= 343.6/0.1 H-TS  EA(eV)= 3.861

Given: 122244(4) cm-1 at 0K. Correction to 298K via computations.

----

93BRA/KIM    Datum: EA=3.862(5) eV LPES p:9

----

79BAR/SCO #  Datum: DacidG= 343.8/2.0 IMRE p:9

DacidH(AH)= 351.1/2.0 G+TS

----

06AKI/ERV    Datum: DacidH(AH)= 349.8/1.0 CIDT p:8

DacidG(AH)= 342.5/1.0 H-TS

----

69BER/CHU    Datum: DacidH(AH)= 350.1/0.5 TIPP p:8

----

69BER/CHU    Datum: EA=3.82(20) eV PD   p:7

----

77REF/FRA    Datum: HOF(A-)=17.6 Endo p:6

I- + (CN)2 -> CN- + ICN thermochemical limit.
###### the following are "below the line": evaluated as not accurate ####

----

71DEC/BAF    Datum: HOF(A-)=-25.1/4.6 EIAE p:2

EA(eV)= 5.675

From MeCN.

----

74CHA/PAG    Datum: EA=3.16 eV SI   [305. kJ] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

72PAG/       Datum: EA=2.78 eV SI   [64.2 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

71TSU/YOK #  Datum: HOF(A-)=<29.1/2.3 EIAE p:1

From MeCN. Reworked with modern thermochemistry.

----

63NAP/PAG    Datum: EA=2.78(2) eV SI   [64.0(5) kcal] p:1

New Bond Dissociation Energy(H-CN) used. The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cn.zaf]

W1U        |16.3   |351.1|343.6| 3.876|31.1   |105.7  |25.1|126.7

CBS-QB3    |16.5   |350.6|343.1| 3.905|31.7   |106.5  |25.2|127.0

G3MP2B3    |14.5   |351.1|343.7| 3.896|30.5   |104.3  |25.0|125.9

G3MP2B3+   |14.5   |351.2|343.8| 3.897|30.5   |104.3  |24.9|126.0

G4MP2      |14.1   |350.6|343.1| 3.961|30.7   |105.4  |25.0|126.9

M062X/Def2T|18.4   |350.6|343.2| 3.947|32.4   |109.4  |25.0|129.0

B3/6-311++G|16.2   |349.6|342.2| 4.073|33.8   |110.1  |24.9|128.3

++++++++++++++++++++++++++++++++

NaSCN-.

CNNaS  mw:80.965 Anion CAS: N-540-72-7 fg:17 cnt:11184

----

20GON/WAN    Datum: EA=1.05(5) eV LPES p:8

Vertical Detachment Energy:1.11(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nancs.zzf]

W1U        |-10.7  |     |     | 1.110|       |14.8   |    |     

CBS-QB3    |-13.6  |     |     | 1.206|       |14.1   |    |     

G3MP2B3    |-15.9  |     |     | 1.170|       |11.0   |    |     

G3MP2B3+   |-16.0  |     |     | 1.169|       |10.9   |    |     

G4MP2      |-15.7  |     |     | 1.233|       |12.6   |    |     

M062X/Def2T|-10.3  |     |     | 0.914|       |10.6   |    |     

B3/6-311++G|-5.2   |     |     | 1.236|       |23.2   |    |     

++++++++++++++++++++++++++++++++

NiCN-

CNNi  mw:83.939 Anion CAS: Z-866036-00-2 fg:24 cnt:9392

----

05CHA/AKI    Datum: EA=1.771(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nicn-t.za0]

CBS-QB3    |77.3   |     |     | 1.557|       |113.0  |    |     

M062X/Def2T|84.8   |     |     | 1.277|       |114.2  |    |     

B3/6-311++G|78.4   |     |     | 1.572|       |114.5  |    |     

++++++++++++++++++++++++++++++++

CNO- | cyanate

CNO  mw:41.999 Anion CAS: Z-28269-67-2 fg:20 cnt:77

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

69TSU/YOK2   Datum: HOF(A-)=45.4/8.5 EIAE p:2

DaffH(X..Y-)= 30.8/8.5 A-IN

From MeNO2.

----

72DID/FRA #  Datum: HOF(A-)=<88.4/5.2 EIAE p:1

From MeNO2. Reworked with modern thermochemistry.  Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) = 14 to 15 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cno#.zaf]

W1U        |14.9   |340.5|330.1| 3.417|40.3   |93.9   |34.9|105.7

G3MP2B3    |13.2   |340.5|332.3| 3.426|39.9   |92.4   |27.6|104.6

G3MP2B3+   |13.1   |340.1|333.3| 3.432|40.2   |92.4   |22.8|104.3

G4MP2      |13.1   |339.8|330.9| 3.416|40.5   |92.1   |29.9|103.7

M062X/Def2T|14.8   |339.5|330.7| 3.252|40.0   |89.9   |29.5|102.0

B3/6-311++G|15.6   |341.0|332.6| 3.342|41.8   |92.8   |28.3|103.1

++++++++++++++++++++++++++++++++

NCO- | isocyanate

CNO  mw:41.999 Anion CAS: Z-661-20-1 fg:52 cnt:703

HOF(A.)=  31.7/0.7 D+AH          | BDE(A-H)= 110.8/0.6  96BRO/BER    

HOF(AH)= -27.0/0.4  96BRO/BER    |

DacidS=21.6/0.2 Stat |  S(A-)=52.5/0.1 Isoe |  S(AH)=56.9/0.1  82WAG/EVA

----

93BRA/KIM    Datum: EA=3.609(5) eV LPES | HOF(A-)=-51.5/1.2 Acid p:8

DacidH(AH)= 341.2/1.1 D-EA

See also 92CYR/CON for .DELTA.fH(NCO.).

----

80WIG/BEA    Datum: DacidG= 338.3/2.0 IMRE p:6

DacidH(AH)= 344.7/2.0 G+TS DaffH(X..Y-)= 123.4 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

88OST/ILL    Datum: EA=3.8(2) eV EIAE p:4

----

72THY/       Datum: EA=>2.6(4) eV EIAE p:3

From PF2NCO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nco.zaf]

W1U        |-53.1  |341.6|335.1| 3.626|-28.8  |30.6   |21.5|111.5

CBS-QB3    |-54.0  |340.9|334.5| 3.611|-29.1  |29.4   |21.5|110.6

G3MP2B3    |-54.2  |341.7|338.2| 3.601|-28.7  |28.9   |11.6|109.7

G3MP2B3+   |-54.3  |341.6|335.2| 3.605|-28.8  |28.9   |21.5|109.7

G4MP2      |-53.7  |341.6|335.2| 3.607|-28.1  |29.5   |21.4|109.8

M062X/Def2T|-52.8  |341.9|335.5| 3.549|-30.0  |29.1   |21.4|111.2

B3/6-311++G|-52.7  |341.3|334.9| 3.565|-26.8  |29.5   |21.5|108.4

++++++++++++++++++++++++++++++++

SO2..CN-

CNO2S  mw:89.966 Anion CAS: Z-80475-45-2 fg:485 cnt:2105

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

88LAR/SZU    Datum: DaffG= 13.4/0.2 TDAs | HOF(A-)=-76.0/2.1 AfIN p:8

DaffH(X..Y-)= 21.7/0.8 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so2cn.zcf]

W1U        |-78.5  | 23.8| 15.2| 28.9|-71.1  |16.3   

CBS-QB3    |-78.6  | 24.1| 15.4| 28.9|-71.1  |16.5   

G3MP2B3    |-77.5  | 23.6| 15.0| 28.9|-68.3  |14.5   

G3MP2B3+   |-77.3  | 23.5| 14.9| 28.9|-68.3  |14.5   

G4MP2      |-79.5  | 23.2| 14.5| 29.4|-70.3  |14.1   

M062X/Def2T|-73.7  | 28.5| 19.3| 30.7|-63.5  |18.4   

B3/6-311++G|-42.3  | 24.8| 16.1| 28.9|-33.7  |16.2   

++++++++++++++++++++++++++++++++

CO2..NO2-

CNO4  mw:89.983 Anion CAS: Z-53003-07-9 fg:488 cnt:1540

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= 2.1/2.0 TDAs | HOF(A-)=-145.6/0.3 AfIN p:8

DaffH(X..Y-)= 7.3/0.2 TDAs

----

80KEE/LEE    Datum: DaffG= 2.0/0.2 TDAs p:7

DaffH(X..Y-)= 9.3/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [no2co2.zcf]

W1U        |-145.9 |  6.9| -1.4| 27.8|-94.8  |-44.2  

CBS-QB3    |-149.3 |  7.0| -1.3| 27.8|-95.7  |-46.5  

G3MP2B3    |-146.0 |  5.6| -1.0| 21.7|-96.0  |-44.4  

G3MP2B3+   |-146.2 |  5.5|  0.5| 16.6|-96.0  |-44.6  

G4MP2      |-145.5 |  5.1|  0.4| 15.9|-95.4  |-45.0  

M062X/Def2T|-145.6 | 12.1|  5.1| 23.5|-95.9  |-37.6  

B3/6-311++G|-138.8 |  6.9| -1.4| 27.9|-87.6  |-44.3  

++++++++++++++++++++++++++++++++

CO2..NO3-

CNO5  mw:105.978 Anion CAS: Z-174754-77-9 fg:489 cnt:3995

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

85BAN/IRI    Datum: DaffG= 2.7/0.1 IMRE | HOF(A-)=-166.9/0.4 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [co2no3.zcf]

W1U        |-176.6 |  8.1|  1.4| 22.3|-94.8  |-73.7  

CBS-QB3    |-181.4 |  8.1|  1.2| 23.0|-95.7  |-77.5  

G3MP2B3    |-175.7 |  6.8|  1.8| 16.6|-96.0  |-72.8  

G3MP2B3+   |-176.2 |  7.1|  4.0| 10.5|-96.0  |-73.0  

G4MP2      |-175.3 |  6.7|  3.3| 11.4|-95.4  |-73.2  

M062X/Def2T|-176.8 |  9.2|  4.2| 16.8|-95.9  |-71.8  

B3/6-311++G|-165.7 |  6.0| -0.6| 22.0|-87.6  |-72.1  

++++++++++++++++++++++++++++++++

PdCN-

CNPd  mw:131.907 Anion CAS: Z-866036-01-3 fg:24 cnt:4514

----

05CHA/AKI    Datum: EA=2.543(8) eV LPES p:9

----

99KLO/MOR    Datum: EA=2.543(7) eV LPES p:8

Detachment from a non-bonding orbital on Pd.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pdcn-s.za0]

M062X/Def2T|70.8   |     |     | 2.130|       |119.8  |    |     

++++++++++++++++++++++++++++++++

PtCN-

CNPt  mw:220.968 Anion CAS: Z-97223-71-7 fg:24 cnt:9393

----

05CHA/AKI    Datum: EA=3.191(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptcn-s.za0]

M062X/Def2T|78.8   |     |     | 2.986|       |147.8  |    |     

++++++++++++++++++++++++++++++++

RhCN-

CNRh  mw:128.909 fg:18 cnt:11749

----

25WAN/CHE    Datum: EA=2.04(2) eV PVMI [2.04(2) eV] p:8

The Vertical Detachment Energy is the same as the Adiabatic Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rhcn-d.za0]

M062X/Def2T|107.0  |     |     | 1.439|       |140.2  |    |     

++++++++++++++++++++++++++++++++

NCS- | isothiocyanate

CNS  mw:57.976 Anion CAS: Z-302-04-5 fg:17 cnt:88

HOF(A.)= <72.2/1.3 D+AH          | BDE(A-H)=<93.3/1.1  94RUS/BER3    

HOF(AH)=  31.0/0.7  94RUS/BER3   |

DacidS=26.0/3.0 Stat | 

----

15DEN/KON2   Datum: EA=3.54(1) eV LPES | HOF(A-)=-9.4/1.7 Acid p:9

DacidG(AH)= 317.5/1.4 H-TS| DacidH(AH)= 325.3/1.5 D-EA

----

93BRA/KIM    Datum: EA=3.537(5) eV LPES p:9

Acid HNCS. HSCN higher in energy by ca. 8 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

84BIE/GRA    Datum: DacidG= 320.9/5.0 IMRB p:4

DacidH(AH)= 328.7/5.1 G+TS

Acid: HNCS.

----

72PAG/       Datum: EA=1.99 eV SI   [46.0 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

63NAP/PAG    Datum: EA=2.15(2) eV SI   [49.5(5) kcal] p:1

From (SCN)2. The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [scn#.zaf]

W1U        |-12.9  |322.2|315.7| 3.549|30.8   |69.0   |21.8|90.4 

G3MP2B3    |-15.2  |322.8|316.4| 3.581|29.2   |67.5   |21.7|90.4 

G3MP2B3+   |-15.3  |322.8|316.2| 3.585|29.1   |67.5   |21.9|90.4 

G4MP2      |-14.7  |323.0|316.5| 3.564|29.4   |67.5   |21.8|90.2 

M062X/Def2T|-13.0  |323.0|316.5| 3.495|28.7   |67.7   |21.6|91.1 

B3/6-311++G|-8.6   |324.2|317.7| 3.507|34.5   |72.4   |21.9|90.0 

++++++++++++++++++++++++++++++++

NCSe- | isoselenocyanate

CNSe  mw:105.920 Anion CAS: Z-5749-48-4 fg:17 cnt:118

DacidS=26.0/2.0 Stat | 

----

19YUA/TAM    Datum: EA=3.330(5) eV LPES p:8
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=2.64 eV SI   [60.9 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.4 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [secn#.zaf]

G3MP2B3    |-7.0   |311.4|305.5| 3.454|48.8   |72.7   |19.8|76.0 

G3MP2B3+   |-6.9   |311.4|305.5| 3.466|48.9   |73.1   |19.8|76.3 

G4MP2      |-6.4   |311.9|306.0| 3.439|48.9   |72.9   |19.7|76.2 

M062X/Def2T|-1.7   |308.7|302.8| 3.321|54.3   |75.0   |19.6|72.8 

B3/6-311++G|-3.2   |309.4|303.5| 3.425|54.6   |75.8   |19.8|73.3 

++++++++++++++++++++++++++++++++

SnCN-

CNSn  mw:145.906 Anion CAS: N-2346618-56-0 fg:17 cnt:4869

----

00MOR/JAR    Datum: EA=1.922(6) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sncn-t.za0]

M062X/Def2T|42.1   |     |     | 1.936|       |86.8   |    |     

++++++++++++++++++++++++++++++++

Sn2CN-

CNSn2  mw:265.808 fg:17 cnt:4873

----

00MOR/JAR    Datum: EA=2.27(5) eV LPES p:9

++++++++++++++++++++++++++++++++

CNN-.

CN2  mw:40.007 Anion CAS: Z-0205498-92-6 fg:19 cnt:157

HOF(A.)= 141.8/4.0 D+AH          | BDE(A-H)= 79.0/4.0  98CLI/WEN3    

HOF(AH)= 114.9/0.5  06FAU/GAS    |

DacidS=26.0/3.0 Stat | 

----

98CLI/WEN3   Datum: EA=1.761(10) eV LPES p:9

----

98CLI/WEN3   Datum: DacidG= 344.3/4.0 IMRB | HOF(A-)=101.3/4.1 Acid p:7

DacidH(AH)= 352.1/4.1 G+TS

Between pyrazole, tBuSH.
###### the following are "below the line": evaluated as not accurate ####

----

79DAW/NOE    Datum: HOF(A-)=<155.0 IMRB p:3

O- + CH2N2 or (CN)2 ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cnn#.zaf]

W1U        |97.5   |352.1|345.8| 1.755|111.3  |138.1  |21.1|78.9 

CBS-QB3    |96.9   |351.7|345.4| 1.767|111.0  |137.8  |21.1|78.9 

G3MP2B3    |95.1   |351.1|344.7| 1.832|111.3  |137.5  |21.2|78.3 

G3MP2B3+   |95.1   |351.1|344.8| 1.833|111.2  |137.5  |21.2|78.4 

G4MP2      |94.7   |351.0|344.7| 1.875|110.9  |138.0  |21.1|79.3 

M062X/Def2T|97.5   |351.6|345.3| 1.542|110.6  |133.2  |21.0|74.7 

B3/6-311++G|90.4   |350.8|344.5| 1.808|106.9  |132.3  |21.1|77.4 

++++++++++++++++++++++++++++++++

NCN-.

CN2  mw:40.007 Anion CAS: Z-0189879-95-6 fg:19 cnt:4570

HOF(A.)= 113.0/5.0  98JANAF      | BDE(A-H)= 87.6/6.3 R-AH           

HOF(AH)=  77.5/3.8 d+ah          |

----

97CLI/WEN    Datum: EA=2.484(6) eV LPES | HOF(A-)=55.7/5.2 Acid p:9

DacidH(AH)= 343.9/3.6 D-EA

----

99TAY/BIS    Datum: EA=2.481(8) eV LPES p:8

Singlet state 1.01 eV up from triplet.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncn#.zzf]

W1U        |50.9   |340.4|334.6| 2.461|76.4   |107.8  |19.6|83.5 

CBS-QB3    |50.3   |340.0|334.2| 2.463|76.1   |107.2  |19.4|83.3 

G3MP2B3    |49.5   |340.9|335.1| 2.478|75.8   |106.8  |19.4|83.1 

G3MP2B3+   |49.3   |340.8|334.9| 2.483|75.7   |106.7  |19.6|83.1 

G4MP2      |49.8   |340.9|335.1| 2.545|76.1   |108.6  |19.5|84.6 

M062X/Def2T|52.1   |340.2|334.4| 2.395|76.6   |107.4  |19.5|82.9 

B3/6-311++G|44.0   |338.9|333.1| 2.527|72.3   |102.4  |19.6|82.1 

++++++++++++++++++++++++++++++++

(NO2)3C-

CN3O6  mw:149.979 Anion CAS: Z-16454-47-0 fg:70 cnt:777

HOF(AH)=  -0.1/0.5  94PED/       |
###### the following are "below the line": evaluated as not accurate ####

----

67JAE/HEN #  Datum: EA=2.9745 eV EIAE p:2

From C(NO2)4. Reworked with modern thermochemistry. Composite computational methods(18BAR/) indicate an electron affinity of ca. 4.6-4.7 eV, and a .DELTA.acidH of ca. 316 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o2n3c.zaf]

G3MP2B3    |-49.3  |316.2|309.4| 4.563|1.7    |56.3   |22.9|106.8

G3MP2B3+   |-49.7  |315.9|308.7| 4.574|1.7    |56.2   |24.1|106.6

G4MP2      |-49.0  |316.1|308.9| 4.416|2.0    |53.2   |24.2|103.2

B3/6-311++G|-39.7  |303.6|296.4| 4.863|24.0   |72.8   |24.2|101.0

++++++++++++++++++++++++++++++++

NaCS2-

CNaS2  mw:98.934 Anion CAS: Z-713518-68-4 fg:17 cnt:6428

----

04MIS/TSU    Datum: EA=0.80(5) eV LPES p:8

Vertical Detachment Energy:1.05(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nascs.zzf]

W1U        |13.4   |     |     | 0.954|       |35.3   |    |     

CBS-QB3    |8.4    |     |     | 1.063|       |32.8   |    |     

G3MP2B3    |2.8    |     |     | 1.221|       |30.9   |    |     

G3MP2B3+   |2.8    |     |     | 1.220|       |30.8   |    |     

G4MP2      |1.0    |     |     | 1.264|       |30.0   |    |     

M062X/Def2T|15.2   |     |     | 0.734|       |32.1   |    |     

B3/6-311++G|25.8   |     |     | 0.999|       |48.8   |    |     

++++++++++++++++++++++++++++++++

Na2CS2-

CNa2S2  mw:121.924 Anion CAS: Z-713518-74-2 fg:17 cnt:6429

----

04MIS/TSU    Datum: EA=0.25(5) eV LPES p:8

Vertical Detachment Energy:0.50(5) eV.

++++++++++++++++++++++++++++++++

NiC-

CNi  mw:69.936 Anion CAS: Z-616209-28-0 fg:14 cnt:11522

----

22LIU/LIN    Datum: EA=1.046(19) eV LPES p:8

The Vertical Detachment Energy is the same as the adiabatic electron affinity. Doublet anion to singlet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nic-d.za0]

CBS-QB3    |156.6  |     |     | 1.047|       |180.6  |    |     

M062X/Def2T|210.0  |     |     | 1.524|       |245.0  |    |     

M062X/Def2T|223.7  |     |     | 1.085|       |248.7  |    |     

B3/6-311++G|174.1  |     |     | 1.291|       |203.8  |    |     

++++++++++++++++++++++++++++++++

Ni(CO)-

CNiO  mw:85.931 Anion CAS: Z-82639-17-6 fg:22 cnt:1836

HOF(A.)=  35.1/5.8  92SUN/WAN    |

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

24LI_/YAN    Datum: EA=0.8(3.0) eV [0.775(3) eV] | HOF(A-)=17.2/6.1 R-EA p:8

DaffH(AH)=  31.8/6.1 A-IN

----

82STE/FEI    Datum: EA=0.804(12) eV LPES p:8

----

92SUN/WAN    Datum: DaffH= 32.4/5.8 CIDT p:7

Affinity: CO.bullet..bullet.Ni-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nico-d.za0]

CBS-QB3    |17.5   | 28.9| 22.4| 21.9|-26.8  |73.3   | 0.690

M062X/Def2T|73.3   |-12.5|-21.7| 30.9|-26.6  |87.5   | 0.265

B3/6-311++G|36.9   | 20.1| 12.8| 24.4|-19.2  |76.2   | 0.617

++++++++++++++++++++++++++++++++

NiCO2-

CNiO2  mw:101.926 Anion CAS: Z-223584-82-5 fg:24 cnt:9940

----

19LIU/CIB3   Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.33(5) eV.

++++++++++++++++++++++++++++++++

CO-.

CO  mw:27.995 Anion CAS: Z-012539-63-8 fg:102 cnt:232

HOF(A.)= -26.4/0.1  89GUR/VEY    | BDE(A-H)= 15.7/0.1  24SUN/QIN     

HOF(AH)=  10.0/1.2  89GUR/VEY    |

DacidS=23.0/0.2 A-AH |  S(A-)=50.6/0.2 Isoe 98JANAF |  S(AH)=53.6  91GUR/VEY | S(A.)=47.2  91GUR/VEY
###### the following are "below the line": evaluated as not accurate ####

----

76REF/FRA2   Datum: HOF(A-)=-57.0 Endo p:2

EA(eV)= 1.326

Composite computational methods(18BAR/) indicate an electron affinity of ca.-1.6 to -1.5 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [co.zzf]

W1U        |7.6    |363.9|357.6|-1.488|9.6    |-26.7  |21.4|15.8 

CBS-QB3    |10.4   |366.4|360.1|-1.613|9.7    |-26.8  |21.3|15.6 

G3MP2B3    |10.3   |368.4|362.0|-1.648|9.1    |-27.7  |21.4|15.3 

G3MP2B3+   |8.5    |366.6|360.2|-1.570|9.1    |-27.8  |21.2|15.3 

G4MP2      |8.2    |366.3|360.0|-1.575|9.1    |-28.1  |21.4|15.0 

M062X/Def2T|16.7   |371.0|364.6|-1.879|10.4   |-26.6  |21.3|15.1 

B3/6-311++G|7.3    |363.2|356.9|-1.151|11.4   |-19.2  |21.2|21.5 

++++++++++++++++++++++++++++++++

PCO-

COP  mw:58.969 Anion CAS: Z-1899867-27-6 fg:58 cnt:8995

----

17HOU/CHE    Datum: EA=2.670(5) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pco#.zaf]

W1U        |-42.2  |330.7|324.7| 2.673|-7.0   |19.5   |20.0|78.7 

CBS-QB3    |-44.6  |329.8|323.9| 2.693|-8.6   |17.6   |19.8|78.3 

G3MP2B3    |-45.4  |330.3|324.4| 2.697|-8.5   |16.9   |19.8|77.5 

G3MP2B3+   |-45.5  |330.2|324.3| 2.701|-8.5   |16.8   |19.9|77.4 

G4MP2      |-44.2  |331.2|325.3| 2.658|-8.3   |17.2   |19.8|77.5 

M062X/Def2T|-43.2  |332.1|326.2| 2.491|-10.6  |14.3   |19.8|77.0 

B3/6-311++G|-39.5  |329.3|323.4| 2.667|-1.6   |22.1   |19.8|75.7 

++++++++++++++++++++++++++++++++

PdCO-

COPd  mw:133.899 Anion CAS: Z-367952-56-5 fg:22 cnt:4513

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

03CHA/AKI    Datum: EA=0.606(10) eV LPES p:9

----

99KLO/MOR    Datum: EA=0.604(10) eV LPES p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [pdco-d.za0]

M062X/Def2T|31.1   |     |     |     |       |       | 0.191

++++++++++++++++++++++++++++++++

PtCO-

COPt  mw:222.960 Anion CAS: Z-647838-60-6 fg:22 cnt:6353

----

03CHA/AKI    Datum: EA=1.212(10) eV LPES p:9

----

12LIU/XIE    Datum: EA=1.196(34) eV LPES p:8

Vibrationally resolved.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptco-d.za0]

M062X/Def2T|31.7   |     |     | 0.790|       |49.6   |    |     

++++++++++++++++++++++++++++++++

CO..Pt3-.

COPt3  mw:612.890 Anion CAS: Z-171823-46-4 fg:22 cnt:4282

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 53.0/6.9 CIDT | HOF(A-)=108.8/11.9 AfIN p:8

++++++++++++++++++++++++++++++++

CO..Pt4-.

COPt4  mw:807.855

Core ion CAS: Z-151247-64-2 Solvent: 630-08-0 fg:22 cnt:4289

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 60.0/9.2 CIDT | HOF(A-)=-86.4/9.2 AfIN p:8

++++++++++++++++++++++++++++++++

CO..Pt5-.

COPt5  mw:1002.82

Core ion CAS: Z-151247-65-3 Solvent: 630-08-0 fg:22 cnt:4291

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 57.7/9.2 CIDT | HOF(A-)=-84.1/9.2 AfIN p:8

++++++++++++++++++++++++++++++++

CO..Pt6-.

COPt6  mw:1197.78

Core ion CAS: Z-151247-66-4 Solvent: 630-08-0 fg:22 cnt:4292

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 53.0/6.9 CIDT | HOF(A-)=-58.8 AfIN p:8

++++++++++++++++++++++++++++++++

COS-.

COS  mw:59.968 Anion CAS: Z-037237-63-1 fg:102 cnt:247

HOF(A.)= -33.9/0.1  94PED/       | | S(A.)=55.4/1.0  82WAG/EVA
###### the following are "below the line": evaluated as not accurate ####

----

75COM/REI    Datum: EA=0.35(20) eV NBIE | HOF(A-)=-42.0/4.6 R-EA p:4

See 02SUR/ANA, for a claim that EA<0; Composite computations(18BAR/) indicate an EA of ca. -0.05 eV, unbound. At the bent geometry of the anion, those give Vertical Detachment Energy=0.35 eV bound. The experimental value appears to be the VDE.

----

83CHE/WEN    Datum: EA=>0.40(10) eV ECD  p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ocs.zzf]

W1U        |-34.3  |     |     |-0.003|       |-34.6  |    |     

G3MP2B3    |-35.1  |     |     |-0.060|       |-36.7  |    |     

G3MP2B3+   |-35.4  |     |     |-0.049|       |-36.7  |    |     

G4MP2      |-35.5  |     |     |-0.024|       |-36.3  |    |     

M062X/Def2T|-32.3  |     |     |-0.161|       |-36.2  |    |     

B3/6-311++G|-31.0  |     |     | 0.232|       |-25.8  |    |     

++++++++++++++++++++++++++++++++

CO2-.

CO2  mw:43.990 Anion CAS: Z-014485-07-5 fg:102 cnt:1719

HOF(A.)= -94.0/0.1  24GON/WAN    |

HOF(AH)= -46.5/0.7  00RUS/LIT    | | S(A.)=51.1/1.0  82WAG/EVA

----

88BOW/EAT    Datum: EA=1.4(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

86KNA/ECH    Datum: EA=-0.6 eV EIAE p:5

Unbound but in -0.3 eV well, from (CO2)n.
###### the following are "below the line": evaluated as not accurate ####

----

75COM/REI    Datum: EA=-0.60(20) eV NBIE p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [co2.zzf]

W1U        |-81.5  |329.2|322.2|-0.570|-44.8  |-94.8  |23.3|2.1  

CBS-QB3    |-82.8  |328.1|321.2|-0.551|-45.2  |-95.7  |23.2|1.5  

G3MP2B3    |-81.1  |330.4|323.4|-0.612|-44.3  |-95.4  |23.3|1.0  

G3MP2B3+   |-81.8  |329.7|322.8|-0.581|-44.3  |-95.4  |23.2|1.0  

G4MP2      |-81.9  |330.0|323.1|-0.540|-44.7  |-94.6  |23.3|2.3  

M062X/Def2T|-78.1  |331.1|324.2|-0.734|-44.4  |-95.2  |23.2|1.3  

B3/6-311++G|-80.8  |325.7|318.8|-0.286|-39.2  |-87.6  |23.2|3.7  

++++++++++++++++++++++++++++++++

PdCO2-

CO2Pd  mw:149.894 Anion CAS: N-2338849-99-1 fg:24 cnt:9941

----

19LIU/CIB3   Datum: EA=1.3(1) eV LPES p:8

Vertical Detachment Energy:1.60(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pdco2.za0]

M062X/Def2T|-31.9  |     |     | 0.698|       |-8.1   |    |     

++++++++++++++++++++++++++++++++

PtCO2-

CO2Pt  mw:238.955 Anion CAS: N-2338850-00-1 fg:24 cnt:9942

----

19LIU/CIB3   Datum: EA=3.0(1) eV LPES p:8

Vertical Detachment Energy:3.43(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptco2.za0]

M062X/Def2T|0.0    |     |     | 3.284|       |75.8   |    |     

++++++++++++++++++++++++++++++++

CO..O2-.

CO3  mw:59.985

Core ion CAS: Z-11062-77-4 Solvent: 630-08-0 fg:491 cnt:1716

HOF(solv)= -26.4/0.1 neut 89GUR/VEY
###### the following are "below the line": evaluated as not accurate ####

----

70ADA/BOH    Datum: DaffH=<13.6 IMRB | HOF(A-)=>-50.3/1.7 AfIN p:3

CO.bullet..bullet.O2- + O2 -> O4- + CO. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 2 - 3 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [coo2.zcf]

W1U        |-38.4  |  1.8| -7.0| 29.3|-26.7  |-10.0  

CBS-QB3    |-40.7  |  2.7| -6.1| 29.3|-26.8  |-11.2  

G3MP2B3    |-37.9  |  2.6| -6.1| 29.2|-27.7  |-7.5   

G3MP2B3+   |-38.0  |  2.7| -6.0| 29.3|-27.8  |-7.6   

G4MP2      |-39.1  |  2.6| -6.1| 29.3|-28.1  |-8.4   

M062X/Def2T|-36.3  |  5.1| -3.8| 29.9|-26.6  |-4.5   

B3/6-311++G|-35.7  |  3.1| -5.6| 29.3|-19.2  |-13.4  

++++++++++++++++++++++++++++++++

CO3-.

CO3  mw:59.985 Anion CAS: Z-16518-46-0 fg:201 cnt:159

HOF(A.)= -40.0/4.0  76BEN/       | BDE(A-H)= 98.2/5.1 R-AH           

HOF(AH)= -86.1/3.2 d+ah          |

----

16HRO/HOU    Datum: EA=4.06(3) eV LPES | HOF(A-)=-133.6/4.6 Acid p:9

DacidH(AH)= 318.2/3.3 D-EA

DaffH(AH)=  65.5/4.6 A-IN

Triplet state is 17.8/0.9 kcal/mol higher.

----

90SNO/ROE    Datum: DaffH= 52.4/4.0 PDis | HOF(A-)=-120.5/4.0 AfIN p:6

DacidH(AH)= 331.3/5.1 A-AH

Authors say many articles incorrectly assume electron detachment, not dissociation. Composite computations(18BAR/) indicate EA = ca. 4.1-4.3 eV, a CO2.bullet..bullet.O- affinity of 2.75 eV, and a bond energy for  CO2-O. of ca. 0.05 eV to 3O.

----

85HUN/HOF    Datum: DaffH=>52.3 PDis | HOF(A-)=<-120.5/0.2 AfIN p:6

EA(eV)= 3.490

----

79NOV/ENG    Datum: EA=>3.27(17) eV LPES p:6

----

83COM/REI    Datum: HOF(A-)=-119.9/2.2 NBAE p:5

DaffH(X..Y-)= 51.7/2.2 A-IN

From ethylene carbonate.

----

80HIL/VES    Datum: DaffH= 52.0/1.0 PDis p:5

Long lived excited state: 81WU_/TIE, 0.6 eV higher.

----

78TIE/WU     Datum: DacidH(AH)= | HOF(A-)=-112.4/2.3 AfIN p:5

EA(eV)= 3.139 DaffH(X..Y-)= 46.1/2.3 CIDT

The 0K affinity is for CO3- -> CO2 + O-.
###### the following are "below the line": evaluated as not accurate ####

----

77VES/MAU    Datum: DaffH= 43.8/2.3 PDis | HOF(A-)=-112.0/2.3 AfIN p:4

----

77VES/MAU    Datum: EA=3.25(15) eV PD   p:4

----

77HON/WOO    Datum: EA=2.69(14) eV PD   p:4

----

77DOT/DAV    Datum: EA=>2.80 eV IMRE p:4

DaffH(AH)= >30.9 dEA

O3- + CO2 <=> CO3- + O2.

----

76MOS/COS    Datum: DaffH= 41.5/2.3 PDis p:4

----

72BUR/       Datum: EA=1.80(20) eV PD   p:4

Actually photodissociation, 90SNO/ROE.

----

79SMI/LEE    Datum: DaffH= 43.8 PDis | HOF(A-)=-112.0/0.2 AfIN p:3

----

78SMI/LEE    Datum: DaffH= 40.4 PDis | HOF(A-)=-108.6/0.2 AfIN p:3

----

70ADA/BOH    Datum: DaffG= 48.0/5.0 IMRE | HOF(A-)=-124.2/5.1 AfIN p:3

DaffH(X..Y-)= 56.0/5.1 G+TS

O3- + CO2 <=> CO3- + O2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [co2o.zcf]

W1U        |-132.1 |321.9|314.1| 4.275|-88.1  |-33.4  |26.0|106.8

CBS-QB3    |-136.5 |319.6|311.8|      |-90.4  |       |26.0|     

G3MP2B3    |-130.9 |324.1|316.3| 3.967|-87.8  |-39.6  |26.1|100.3

G3MP2B3+   |-130.9 |324.1|316.4| 3.963|-87.8  |-39.7  |25.9|100.2

G4MP2      |-131.5 |323.9|316.1|      |-88.2  |       |26.2|     

M062X/Def2T|-128.0 |323.9|316.6| 3.944|-87.2  |-37.1  |24.7|102.2

M062X/Def2T|-128.1 |     |     | 3.944|       |-37.3  |    |     

B3/6-311++G|-132.6 |317.0|309.3| 5.115|-82.4  |-14.6  |25.9|119.9

++++++++++++++++++++++++++++++++

CO3=

CO3  mw:59.986 Anion CAS: Z-3812-32-6 fg:38 cnt:11599
###### the following are "below the line": evaluated as not accurate ####

----

80HOU/    #  Datum: DacidH(AH)= 537.4/10.0 Latt p:4

From the lattice energy of ammonium carbonate, corrected with the current PA(NH3)=204.0 kcal/mol. Composite computational methods (18BAR/) give values ca. 50 kcal/mol more strongly acidic, but unbound by ca. 3 eV with respect to electron detachment.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [co3.zdf]

W1U        |-55.5  |485.3|477.8|-3.332|-174.9 |-132.1 |24.9|95.0 

CBS-QB3    |-56.3  |485.8|478.4|-3.493|-176.3 |-136.5 |24.8|91.8 

G3MP2B3    |-54.3  |487.0|479.6|-3.331|-174.1 |-130.9 |24.9|95.3 

G3MP2B3+   |-54.8  |486.7|479.2|-3.312|-174.2 |-130.9 |24.9|95.5 

G4MP2      |-55.7  |485.1|477.6|-3.299|-173.6 |-131.5 |24.9|94.2 

M062X/Def2T|-43.8  |493.8|486.4|-3.665|-172.9 |-128.1 |25.0|96.9 

B3/6-311++G|-49.9  |483.0|475.6|-3.600|-165.6 |-132.6 |24.9|85.1 

++++++++++++++++++++++++++++++++

CO2..O2-.

CO4  mw:75.980

Core ion CAS: Z-11062-77-4 Solvent: 124-38-9 fg:491 cnt:261

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= 11.7/2.0 TDAs | HOF(A-)=-123.3/1.7 AfIN p:8

DaffH(X..Y-)= 19.0/0.2 TDAs

----

66PAC/PHE2   Datum: DaffG= 12.2/1.2 H-TS p:7

DaffH(X..Y-)= 18.4/1.8 TDAs

Corrected with more recent electron affinity(O2) = 0.45 eV.

----

70ADA/BOH    Datum: DaffG= | HOF(A-)=-120.8/2.9 AfIN p:6

DaffH(X..Y-)= 16.5/2.4 IMRE

O4- + CO2 <=> CO4- + O2.
###### the following are "below the line": evaluated as not accurate ####

----

77VES/MAU    Datum: DaffH= 25.4/4.6 PDis p:4

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [co2o2.zcf]

W1U        |-127.3 | 22.5| 14.4| 27.0|-94.8  |-10.0  

CBS-QB3    |-130.0 | 23.1| 15.0| 27.1|-95.7  |-11.2  

G3MP2B3    |-127.1 | 23.6| 17.4| 20.4|-96.0  |-7.5   

G3MP2B3+   |-127.2 | 23.6| 18.5| 16.8|-96.0  |-7.6   

G4MP2      |-127.9 | 24.1| 19.6| 15.1|-95.4  |-8.4   

M062X/Def2T|-129.1 | 28.8| 22.6| 20.5|-95.9  |-4.5   

B3/6-311++G|-123.2 | 22.2| 13.8| 28.3|-87.6  |-13.4  

++++++++++++++++++++++++++++++++

CO2..SO3-.

CO5S  mw:123.947

Core ion CAS: Z-12210-38-7 Solvent: 124-38-9 fg:206 cnt:1541

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

80KEE/LEE    Datum: DaffG= 0.3/0.2 TDAs | HOF(A-)=-246.3/0.3 AfIN p:8

DaffH(X..Y-)= 6.5/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [co2so3.zcf]

CBS-QB3    |-248.2 |  5.6| -0.5| 20.3|-95.7  |-146.9 

G3MP2B3    |-240.3 |  4.2| -0.2| 14.5|-96.0  |-140.1 

G3MP2B3+   |-241.9 |  5.9|  2.8| 10.7|-96.0  |-139.9 

M062X/Def2T|-237.2 |  5.8|  2.2| 12.1|-95.9  |-135.6 

B3/6-311++G|-102.4 |-84.8|-91.5| 22.5|-87.6  |-99.6  

++++++++++++++++++++++++++++++++

CP-

CP  mw:42.974 Anion CAS: Z-90623-33-9 fg:92 cnt:9081

----

18CZE/CHE    Datum: EA=2.6328(6) eV PVMI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cp.zaf]

W1U        |56.2   |369.3|360.9| 2.805|52.8   |120.9  |28.2|120.2

G3MP2B3    |51.8   |367.9|360.4| 2.994|51.1   |120.8  |25.2|121.8

G3MP2B3+   |51.8   |368.5|360.2| 2.994|50.4   |120.8  |27.8|122.5

G4MP2      |52.2   |368.9|358.4| 3.002|50.5   |121.4  |35.1|123.0

M062X/Def2T|60.2   |372.2|362.3| 2.706|52.6   |122.6  |33.4|122.1

B3/6-311++G|59.6   |368.8|360.5| 2.973|58.2   |128.2  |27.6|122.1

++++++++++++++++++++++++++++++++

PCS-

CPS  mw:74.946 Anion CAS: Z-156466-84-1 fg:56 cnt:8996

----

17HOU/CHE    Datum: EA=2.850(5) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcs#.zaf]

W1U        |7.9    |318.0|312.0| 2.832|55.7   |73.3   |20.3|69.7 

CBS-QB3    |4.5    |317.2|311.2| 2.857|53.0   |70.4   |20.1|69.5 

G3MP2B3    |3.0    |318.2|312.2| 2.992|52.1   |72.1   |20.1|72.1 

G3MP2B3+   |3.0    |318.1|312.1| 2.995|52.0   |72.1   |20.1|72.1 

G4MP2      |3.7    |319.0|313.0| 2.968|51.8   |72.2   |20.1|72.5 

M062X/Def2T|7.1    |319.1|313.1| 2.702|52.7   |69.5   |20.1|68.9 

B3/6-311++G|13.7   |318.5|312.5| 2.796|62.5   |78.2   |20.1|67.8 

++++++++++++++++++++++++++++++++

PCSe-

CPSe  mw:122.891 Anion CAS: Z-2923113-23-7 fg:57 cnt:10713

----

19YUA/TAM    Datum: EA=2.795(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcse.zaf]

CBS-QB3    |12.8   |314.5|308.7| 2.855|64.1   |78.7   |19.5|66.7 

G3MP2B3    |13.9   |315.3|309.5| 2.998|65.8   |83.1   |19.5|69.4 

G3MP2B3+   |14.2   |315.2|309.4| 3.007|66.1   |83.5   |19.8|69.5 

G4MP2      |14.8   |316.1|310.2| 2.979|65.9   |83.5   |19.6|69.8 

M062X/Def2T|21.4   |314.3|308.5| 2.760|71.8   |85.1   |19.6|65.4 

B3/6-311++G|21.9   |313.3|307.4| 2.824|75.9   |87.0   |19.8|63.2 

++++++++++++++++++++++++++++++++

PtC-

CPt  mw:206.965 Anion CAS: Z-1007551-91-8 fg:19 cnt:11906 BDE(A-H)= 144.4/0.5 LPI 25TOM/MOR 

----

24LIU/YAN2   Datum: EA=1.164(11) eV PVMI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptc-d.za0]

M062X/Def2T|161.4  |349.9|343.5| 0.831|176.2  |180.5  |21.4|56.4 

++++++++++++++++++++++++++++++++

CPt2-

CPt2  mw:401.930 Anion CAS: N-97005-31-7 fg:19 cnt:11057

----

19LU_/XU     Datum: EA=1.63(8) eV LPES p:8

Vertical Detachment Energy:1.91(8) eV.

++++++++++++++++++++++++++++++++

RhC-

CRh  mw:114.906 Anion CAS: Z-214402-41-2 fg:19 cnt:4967 BDE(A-H)= 138.5/0.1 LPI 25TOM/MOR 

----

98LI_/WAN    Datum: EA=1.46(2) eV LPES p:8

++++++++++++++++++++++++++++++++

CS-.

CS  mw:43.973 Anion CAS: Z-012121-99-2 fg:102 cnt:239

HOF(A.)=  64.0/0.5  79HUB/HER    | | S(A.)=50.3/1.0  82WAG/EVA

----

82BUR/FEI    Datum: EA=0.205(21) eV LPES | HOF(A-)=59.3/0.7 R-EA p:8
###### the following are "below the line": evaluated as not accurate ####

----

72THY/       Datum: EA=>1.6(3) eV EIAE p:2

From COS.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cs.zzf]

W1U        |65.5   |363.7|357.2| 0.079|67.7   |67.3   |21.8|51.7 

CBS-QB3    |65.0   |363.6|357.1| 0.057|67.2   |66.3   |21.6|51.2 

G3MP2B3    |63.9   |364.4|357.9|-0.006|66.6   |63.7   |21.7|49.2 

G3MP2B3+   |63.5   |364.0|357.6| 0.012|66.6   |63.7   |21.7|49.2 

G4MP2      |63.8   |364.1|357.7|-0.009|66.8   |63.5   |21.7|48.9 

M062X/Def2T|70.0   |365.2|358.7|-0.038|69.5   |69.1   |21.6|51.7 

B3/6-311++G|68.9   |362.7|356.2| 0.298|73.5   |75.8   |21.6|54.4 

++++++++++++++++++++++++++++++++

CS2-.

CS2  mw:75.945 Anion CAS: Z-012122-00-8 fg:102 cnt:262

HOF(A.)=  27.9/0.2  94PED/       | | S(A.)=56.9/1.0  82WAG/EVA

----

12CAV/GIB    Datum: EA=0.5525(13) eV SEVI | HOF(A-)=15.2/0.2 R-EA p:9

Poor Franck-Condon overlap makes previous LPES studies too bound.

----

04MIS/TSU    Datum: EA=0.58(5) eV LPES p:8

Vertical Detachment Energy:1.27(10) eV.

----

86CHO/HEI    Datum: EA=0.512(87) eV [11.8(20) kcal] p:8

.DELTA.eaG(423 K) = -12.7 kcal/mol; .DELTA.eaS(estimated) = +2.0 eu.

----

97SCH/WEI2   Datum: EA=<0.8 eV LPES p:7

----

96COM/DUN    Datum: EA=0.0007 eV Rydb p:7

Quadrupole-bound state.

----

73HUG/LIF    Datum: EA=0.50(20) eV Endo p:6

----

83CHE/WEN    Datum: EA=0.60(10) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

97TSU/HIR2   Datum: EA=1.46(2) eV LPES p:4

The stated EA is the Vertical Detachment Energy. Poor Franck-Condon overlap.

----

86OAK/ELL    Datum: EA=0.895(20) eV LPES p:4

The discrepancy with equilibrium has not been resolved. Poor Franck-Condon overlap.

----

75COM/REI    Datum: EA=1.00(20) eV NBIE p:3

----

61KRA/MUL    Datum: EA=0.94(32) eV IMRB p:3

Between NH2-, C-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cs2.zzf]

W1U        |16.5   |     |     | 0.463|       |27.0   |    |     

CBS-QB3    |13.9   |     |     | 0.461|       |24.3   |    |     

G3MP2B3    |13.9   |     |     | 0.394|       |22.8   |    |     

G3MP2B3+   |13.8   |     |     | 0.398|       |22.8   |    |     

G4MP2      |13.6   |     |     | 0.411|       |22.9   |    |     

M062X/Def2T|18.1   |     |     | 0.312|       |25.1   |    |     

B3/6-311++G|23.1   |     |     | 0.588|       |36.5   |    |     

++++++++++++++++++++++++++++++++

CS3-.

CS3  mw:107.917 Anion CAS: Z-126900-74-1 fg:56 cnt:8989

----

16NAK/KAT    Datum: EA=3.22(2) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [scs2.zzf]

W1U        |2.8    |314.7|307.0| 3.285|54.0   |78.8   |25.7|76.9 

CBS-QB3    |-4.7   |311.6|304.0| 3.321|49.5   |72.1   |25.5|74.7 

G3MP2B3    |-2.5   |314.4|306.8| 3.132|50.3   |69.8   |25.5|71.7 

G3MP2B3+   |-2.6   |314.4|306.8| 3.132|50.3   |69.8   |25.4|71.6 

G4MP2      |-2.7   |315.6|307.9| 3.154|48.9   |70.3   |25.8|73.5 

M062X/Def2T|4.1    |315.2|307.9| 2.312|53.5   |57.3   |24.7|55.9 

B3/6-311++G|12.0   |310.6|303.0| 3.632|68.7   |95.9   |25.4|79.3 

++++++++++++++++++++++++++++++++

SCSS-

CS3  mw:107.917 Anion CAS: Z-126900-75-2 fg:56 cnt:8990

----

16NAK/KAT    Datum: EA=2.80(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy. This is for the singlet state; triplet state Vertical Detachment Energy: 3.02(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [scss.zzf]

W1U        |23.9   |338.2|330.6| 2.186|51.5   |74.1   |25.6|74.7 

CBS-QB3    |21.1   |337.3|329.6| 2.184|49.5   |71.3   |25.8|73.9 

G3MP2B3    |21.7   |337.0|329.4| 2.105|52.0   |70.2   |25.3|70.3 

G3MP2B3+   |21.7   |336.9|329.3| 2.107|52.0   |70.2   |25.4|70.3 

G4MP2      |19.7   |337.3|329.7| 2.150|49.6   |69.2   |25.6|71.7 

M062X/Def2T|24.2   |338.0|330.4| 2.125|50.9   |73.1   |25.6|74.3 

B3/6-311++G|41.3   |336.9|329.3| 2.394|71.7   |96.4   |25.4|76.8 

++++++++++++++++++++++++++++++++

CS2..S2-

CS4  mw:139.889

Core ion CAS: Z-12185-15-8 Solvent: 75-15-0 fg:202 cnt:7026

HOF(solv)=  27.9/0.2 neut 94PED/   

----

94HIR/FUJ2   Datum: DaffH= 19.1/1.5 TDAs | HOF(A-)=1.0/4.8 AfIN p:9

DaffG(X..Y-)= 10.5/1.7 H-TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cs4.zcf]

CBS-QB3    |-4.9   | 19.3| 11.3| 26.7|24.3   |-9.9   

G3MP2B3    |-3.5   | 17.2| 10.6| 22.2|22.4   |-8.7   

G3MP2B3+   |-3.6   | 17.3| 10.6| 22.3|22.4   |-8.7   

G4MP2      |-5.8   | 19.1| 12.4| 22.5|22.4   |-9.2   

M062X/Def2T|-0.1   | 18.4| 11.9| 21.9|24.6   |-6.2   

B3/6-311++G|23.4   |  9.6|  3.0| 22.3|36.1   |-3.0   

++++++++++++++++++++++++++++++++

SiC-

CSi  mw:39.977 Anion CAS: Z-86017-99-4 fg:19 cnt:11899

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25YAN/CHE    Datum: EA=0() eV [ eV] p:9

Long-lived triplet excited state of the anion 0.419(12) eV up.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sic.zzf]

CBS-QB3    |121.1  |365.2|357.9| 2.428|121.6  |177.1  |24.6|107.6

G3MP2B3    |121.9  |369.4|362.2| 2.332|119.6  |175.7  |24.4|108.1

G3MP2B3+   |121.1  |368.6|361.4|      |119.6  |       |24.3|     

G4MP2      |122.3  |369.4|362.1| 2.380|120.1  |177.2  |24.5|109.2

M062X/Def2T|129.4  |336.2|328.7| 2.042|157.8  |176.5  |25.4|70.8 

B3/6-311++G|129.7  |371.3|364.0| 2.294|125.7  |182.6  |24.3|109.0

++++++++++++++++++++++++++++++++

Si3C-.

CSi3  mw:95.931 Anion CAS: Z-152721-30-7 fg:19 cnt:3634

HOF(A.)= 151.1/3.6  97SCH/GIN    |

----

20BAB/DEW    Datum: EA=1.1(1) eV SEVI p:9

----

95NAK/TAG2   Datum: EA=1.30(10) eV LPES p:8

Vertical Detachment Energy:1.54(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si3c.zaf]

W1U        |112.0  |     |     | 1.536|       |147.5  |    |     

G3MP2B3    |108.4  |     |     | 1.577|       |144.8  |    |     

G3MP2B3+   |108.4  |     |     | 1.578|       |144.8  |    |     

M062X/Def2T|109.3  |     |     | 1.364|       |140.8  |    |     

M062X/Def2T|109.2  |     |     | 1.364|       |140.7  |    |     

B3/6-311++G|134.3  |     |     | 1.528|       |169.5  |    |     

++++++++++++++++++++++++++++++++

Si4C-.

CSi4  mw:123.908 Anion CAS: Z-164076-01-1 fg:19 cnt:3636

----

95NAK/TAG2   Datum: EA=1.74(20) eV LPES p:8

Vertical Detachment Energy:3.12(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si4c.zzf]

CBS-QB3    |127.7  |     |     | 1.817|       |169.2  |    |     

G3MP2B3    |125.6  |     |     | 1.865|       |168.2  |    |     

G3MP2B3+   |125.5  |     |     | 1.868|       |168.2  |    |     

G4MP2      |140.1  |     |     | 1.514|       |175.1  |    |     

M062X/Def2T|124.8  |     |     | 1.792|       |165.7  |    |     

B3/6-311++G|170.2  |     |     | 1.887|       |213.4  |    |     

++++++++++++++++++++++++++++++++

Si5C-.

CSi5  mw:151.885 Anion CAS: Z-164076-02-2 fg:19 cnt:3638

----

95NAK/TAG2   Datum: EA=1.15(15) eV LPES p:8

Vertical Detachment Energy:1.74(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si5c.zzf]

CBS-QB3    |137.3  |     |     | 1.579|       |173.5  |    |     

G3MP2B3    |138.3  |     |     | 1.593|       |174.9  |    |     

G3MP2B3+   |138.3  |     |     | 1.596|       |174.9  |    |     

G4MP2      |136.9  |     |     | 1.643|       |174.6  |    |     

M062X/Def2T|137.2  |     |     | 1.324|       |167.5  |    |     

B3/6-311++G|196.5  |     |     | 1.605|       |233.3  |    |     

++++++++++++++++++++++++++++++++

Si6C-.

CSi6  mw:179.862 Anion CAS: Z-167773-68-4 fg:19 cnt:3639

----

95NAK/TAG2   Datum: EA=1.34(10) eV LPES p:8

Vertical Detachment Energy:1.74(8) eV.

++++++++++++++++++++++++++++++++

Si7C-.

CSi7  mw:207.839 Anion CAS: Z-167773-69-5 fg:19 cnt:3640

----

95NAK/TAG2   Datum: EA=1.94(25) eV LPES p:8

Vertical Detachment Energy:2.92(8) eV.

++++++++++++++++++++++++++++++++

TaC-

CTa  mw:192.949 Anion CAS: Z-1007551-86-1 fg:19 cnt:8788

HOF(A.)= 242.4/0.5  18SEV/MAT    |

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

24CHE/YAN    Datum: EA=2() eV SEVI [16918(16) cm-1] | HOF(A-)=194.0/0.5 R-EA p:8

----

15ARA/NRI    Datum: EA=1.928(56) eV LPES p:8

There is an excited state of the anion 0.828 eV higher.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tac-s.za0]

M062X/Def2T|206.6  |     |     | 1.722|       |246.3  |    |     

++++++++++++++++++++++++++++++++

Ta4C-

CTa4  mw:735.793 Anion CAS: N-69599-23-1 fg:19 cnt:11325

----

21ZHA/XU 2   Datum: EA=1.31(8) eV LPES p:8

Vertical Detachment Energy:1.35(8) eV.

++++++++++++++++++++++++++++++++

UC-

CU  mw:250.051 Anion CAS: N-12070-09-6 fg:19 cnt:11577

HOF(A.)= 185.0/10.0  82WAG/EVA   |

----

22DEM/VAS2   Datum: EA=0.0645(15) eV LPES | HOF(A-)=183.5/10.0  p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

WC-.

CW  mw:195.951 Anion CAS: Z-299424-64-9 fg:19 cnt:5473

HOF(A.)= 251.1/0.3  20SOR/TIE    |

----

08ROT/HOS    Datum: EA=2.155(15) eV LPES p:8
###### the following are "below the line": evaluated as not accurate ####

----

99LI_/LIU    Datum: EA=1.022(10) eV LPES p:2

This was shown by 08ROT/HOS to actually be the spectrum of W-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [wc-d.za0]

M062X/Def2T|212.2  |     |     | 1.618|       |249.5  |    |     

++++++++++++++++++++++++++++++++

CH-.

CH  mw:13.008 Anion CAS: Z-028604-54-8 fg:3 cnt:65

HOF(A.)= 142.4/0.1  05RUS/BOG    | BDE(A-H)= 101.0/0.4 R-AH          

HOF(AH)=  93.5/0.4  05RUS/BOG    |

DacidS=22.7/1.0 Stat |  S(A-)=43.0/0.5 Isoe |  S(AH)=46.3/0.5  82WAG/EVA

----

25EKL/KRI    Datum: EA=1.217(2) eV LPD  | HOF(A-)=114.3/0.2 R-EA p:9

DacidG(AH)= 379.8/0.7 H-TS| DacidH(AH)= 386.5/0.9 D-EA

DaffH(AH)=  91.7/0.2 A-IN

----

75KAS/HER2   Datum: EA=1.238(8) eV LPES p:9

----

12GOE/       Datum: EA=1.26(2) eV PVMI p:8

----

10ROG/SIM2   Datum: HOF(A-)=135.3/4.6 TIPP p:5

From CH4.
###### the following are "below the line": evaluated as not accurate ####

----

70FEL/       Datum: EA=0.74(5) eV PD   p:4

----

70LOC/MOM #  Datum: HOF(A-)=<74.5/2.3 EIAE p:3

DaffH(X..Y-)=>131.6/2.3 A-IN

From CH4,C2H2,C2H4. Reworked with modern thermochemistry.

----

63TRE/NEU    Datum: HOF(A-)=151.4/6.9 EIAE p:3

DaffH(X..Y-)= 54.6/6.9 A-IN

From CH4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ch-t.zaf]

W1U        |114.4  |387.0|380.3| 1.209|93.3   |142.3  |22.7|101.2

CBS-QB3    |116.4  |387.5|380.7| 1.131|94.7   |142.5  |22.6|99.9 

G3MP2B3    |114.0  |389.1|382.3| 1.150|92.1   |140.5  |22.6|100.5

G3MP2B3+   |114.0  |389.1|382.4| 1.151|92.1   |140.6  |22.5|100.6

G4MP2      |115.1  |388.6|381.8| 1.130|93.7   |141.2  |22.6|99.5 

M062X/Def2T|119.4  |392.0|385.3| 1.053|92.1   |143.7  |22.5|103.7

B3/6-311++G|110.9  |385.2|378.5| 1.347|92.9   |141.9  |22.5|101.1

++++++++++++++++++++++++++++++++

CAl2H-

CHAl2  mw:66.971 fg:13 cnt:8939

----

16ZHA/WAN    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.13(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal2h.zzf]

W1U        |86.5   |     |     | 2.090|       |134.7  |    |     

CBS-QB3    |86.2   |     |     | 2.073|       |134.0  |    |     

G3MP2B3    |82.9   |     |     | 2.222|       |134.1  |    |     

G4MP2      |83.6   |     |     | 2.226|       |134.8  |    |     

M062X/Def2T|88.4   |     |     | 1.875|       |131.5  |    |     

B3/6-311++G|96.6   |     |     | 1.963|       |141.8  |    |     

++++++++++++++++++++++++++++++++

CAl3H-

CHAl3  mw:93.953 fg:13 cnt:8940

----

16ZHA/WAN    Datum: EA=1.6(1) eV LPES p:8

Vertical Detachment Energy:1.82(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal3h-al.zzf]

W1U        |114.9  |     |     | 1.465|       |148.6  |    |     

CBS-QB3    |113.9  |     |     | 1.435|       |146.9  |    |     

G3MP2B3    |112.0  |     |     | 1.477|       |146.1  |    |     

G4MP2      |112.6  |     |     | 1.490|       |146.8  |    |     

M062X/Def2T|115.4  |     |     | 1.378|       |147.1  |    |     

B3/6-311++G|132.9  |     |     | 1.452|       |166.3  |    |     

++++++++++++++++++++++++++++++++

CAl4H-

CHAl4  mw:120.935 Anion CAS: Z-2102590-44-1 fg:13 cnt:8941

----

16ZHA/WAN    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:2.88(035) eV. Further analysis in 17XU_/ZHA.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal4h.zaf]

W1U        |120.3  |     |     | 2.571|       |179.8  |    |     

CBS-QB3    |118.0  |     |     | 2.611|       |178.4  |    |     

G3MP2B3    |116.6  |     |     | 2.766|       |180.5  |    |     

G3MP2B3+   |117.0  |     |     | 2.764|       |180.8  |    |     

G4MP2      |117.2  |     |     | 2.741|       |180.6  |    |     

M062X/Def2T|115.7  |     |     | 2.609|       |176.2  |    |     

B3/6-311++G|149.8  |     |     | 2.452|       |206.4  |    |     

++++++++++++++++++++++++++++++++

CAl5H-

CHAl5  mw:147.916 fg:13 cnt:8942

----

16ZHA/WAN    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.57(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal5h.zzf]

G3MP2B3    |145.4  |     |     | 2.136|       |194.7  |    |     

B3/6-311++G|184.4  |     |     | 2.079|       |232.4  |    |     

++++++++++++++++++++++++++++++++

CAl6H-

CHAl6  mw:174.898 fg:13 cnt:8943

----

16ZHA/WAN    Datum: EA=2.7(1) eV LPES p:8

Vertical Detachment Energy:3.01(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal6h-p.zzf]

G3MP2B3    |149.0  |     |     | 3.143|       |221.5  |    |     

B3/6-311++G|210.4  |     |     | 2.575|       |269.8  |    |     

++++++++++++++++++++++++++++++++

CAl7H-

CHAl7  mw:201.879 Anion CAS: N-330808-70-3 fg:13 cnt:8944

----

16ZHA/WAN    Datum: EA=1.8(1) eV LPES p:8

Vertical Detachment Energy:2.15(035) eV.

++++++++++++++++++++++++++++++++

CAl8H-

CHAl8  mw:228.861 fg:13 cnt:8945

----

16ZHA/WAN    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:3.05(035) eV.

++++++++++++++++++++++++++++++++

CAl9H-

CHAl9  mw:255.842 fg:13 cnt:8946

----

16ZHA/WAN    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.44(035) eV.

++++++++++++++++++++++++++++++++

HAuCN-

CHAuN  mw:223.978 Anion CAS: Z-767269-04-5 fg:17 cnt:11015

----

20XIO/LIU    Datum: EA=4.86(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [haucn.za0]

M062X/Def2T|36.3   |302.7|298.9| 4.376|98.3   |137.5  |12.7|91.3 

++++++++++++++++++++++++++++++++

CHB11Cl11-

CHB11Cl11  mw:518.768 Anion CAS: Z-322478-03-5 fg:13 cnt:8756 BDE(A-H)= 118.4/3.0 D-EA          

----

09MEY/WAN #  Datum: EA=6.35(2) eV LPES p:9

----

09MEY/WAN #  Datum: DacidH(AH)=<285.6/3.0 IMRB p:7

Adjusted from paper based on 14ZHA/SON - JEB. Composite computational methods(18BAR/) indicate .DELTA.acidH=239 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [xb11cl11.zaf]

G3MP2B3    |-502.8 |238.9|231.6| 6.378|-374.5 |-355.0 |24.5|71.6 

G4MP2      |-497.7 |239.5|232.1|      |-370.0 |       |24.8|     

M062X/Def2T|-549.2 |236.9|230.1| 6.345|-421.4 |-402.1 |22.8|71.4 

B3/6-311++G|-378.9 |237.5|230.2| 5.994|-249.1 |-240.0 |24.3|61.2 

++++++++++++++++++++++++++++++++

HCBr-.

CHBr  mw:91.927 Anion CAS: Z-075466-03-4 fg:117 cnt:1823

HOF(A.)=  88.7/2.9 D+AH          | BDE(A-H)= 100.7/2.8 D-EA 94BOR/ING

HOF(AH)=  40.2/2.0  88HOL/LOS    |

DacidS=27.3/2.0 Stat | 

----

92GIL/ERV    Datum: EA=1.454(5) eV LPES p:9

Triplet state is 2.6/2.2 kcal/mol higher in energy than neutral singlet.

----

94BOR/ING    Datum: DacidG= 372.6/1.9 IMRB p:8

DacidH(AH)= 380.7/2.0 G+TS

Between PhSMe, EtOH.

----

88MUR/LEO    Datum: EA=1.556(8) eV LPES p:8

Singlet-triplet splitting in neutral < 9 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcbr-d.zaf]

CBS-QB3    |50.8   |380.0|373.2| 1.447|36.5   |84.0   |23.0|99.6 

G3MP2B3    |56.1   |383.7|376.4| 1.402|39.6   |88.3   |24.6|100.8

G3MP2B3+   |55.1   |382.8|376.2| 1.438|39.5   |88.2   |22.1|100.8

G4MP2      |56.1   |383.7|376.4| 1.410|39.6   |88.5   |24.6|101.0

M062X/Def2T|56.8   |381.7|374.3| 1.471|39.8   |90.6   |24.8|103.0

B3/6-311++G|52.0   |380.1|373.8| 1.699|39.2   |91.1   |21.0|104.0

++++++++++++++++++++++++++++++++

BrClCH-

CHBrCl  mw:126.896 Anion CAS: Z-56932-38-8 fg:90 cnt:4625

HOF(A.)=  30.4/3.6 D+AH          | BDE(A-H)= 93.3/3.3 D-EA           

HOF(AH)= -10.8/3.6  89GUR/VEY    |

DacidS=26.0/3.0 Stat | 

----

00BOR/ING    Datum: DacidG= 365.2/3.0 IMRB | HOF(A-)=-3.5/5.2 Acid p:8

DacidH(AH)= 373.0/3.1 G+TS DaffH(X..Y-)= 30.7/5.2 A-IN

----

00BOR/ING    Datum: EA=1.472(41) eV IMRB [142.0(40) kJ] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [brclch.zaf]

CBS-QB3    |-10.3  |372.9|364.6| 1.692|-17.4  |28.6   |27.8|98.1 

G3MP2B3    |-3.8   |374.4|366.1| 1.624|-11.0  |33.5   |27.9|96.6 

G3MP2B3+   |-4.6   |373.7|365.4| 1.655|-11.1  |33.4   |27.7|96.6 

G4MP2      |-3.4   |374.9|366.5| 1.564|-11.1  |32.5   |27.9|95.7 

M062X/Def2T|-2.7   |374.0|365.9| 1.509|-12.0  |32.0   |27.2|96.1 

B3/6-311++G|-0.5   |370.9|362.6| 1.693|-4.1   |38.4   |27.6|94.6 

++++++++++++++++++++++++++++++++

CHCl3..Br-

CHBrCl3  mw:196.833

Core ion CAS: Z-24959-67-9 Solvent: 67-66-3 fg:483 cnt:2923

HOF(solv)= -24.5/0.3 neut 94PED/   

----

93GIL/GRI    Datum: DaffG= 9.5 Mobl | HOF(A-)=-91.2/0.4 AfIN p:7

DaffH(X..Y-)= 15.8 

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [chcl3br.zcf]

CBS-QB3    |-102.2 | 18.0| 11.8| 20.8|-28.9  |-55.2  

G3MP2B3    |-93.0  | 15.6|  9.6| 20.1|-25.0  |-52.5  

G3MP2B3+   |-93.0  | 15.5|  9.3| 20.7|-25.0  |-52.5  

G4MP2      |-92.5  | 14.8|  8.7| 20.7|-25.6  |-52.1  

M062X/Def2T|-91.9  | 16.3| 10.6| 19.3|-26.6  |-49.0  

B3/6-311++G|-78.0  | 14.2|  8.0| 20.7|-7.7   |-56.1  

++++++++++++++++++++++++++++++++

HCN..Br-

CHBrN  mw:105.930 Anion CAS: Z-70148-66-2 fg:483 cnt:1590

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 13.5/1.6 TDAs | HOF(A-)=-38.7/1.4 AfIN p:7

DaffH(X..Y-)= 19.4/1.0 TDAs

----

84LAR/MCM3   Datum: DaffH= 16.0/2.0 Est4 p:6

Extrapolated from other halide data.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nchbr.zcf]

CBS-QB3    |-44.3  | 20.8| 14.7| 20.4|31.7   |-55.2  

G3MP2B3    |-40.6  | 18.7| 12.6| 20.5|30.5   |-52.5  

G3MP2B3+   |-40.5  | 18.5| 12.3| 20.9|30.5   |-52.5  

G4MP2      |-39.5  | 18.1| 11.8| 20.9|30.7   |-52.1  

M062X/Def2T|-37.3  | 20.8| 14.4| 21.4|32.4   |-49.0  

B3/6-311++G|-40.2  |     |     |     |       |       

++++++++++++++++++++++++++++++++

Br2CH-

CHBr2  mw:170.845 Anion CAS: Z-56932-39-9 fg:91 cnt:4624

HOF(A.)=  45.1/6.2 D+AH          | BDE(A-H)= 99.3/6.3 D-EA           

HOF(AH)=   0.8/0.8  05LAG/KER    |

DacidS=26.0/3.0 Stat | 

----

11VOG/WRE2   Datum: EA=1.9(2) eV LPES p:8

Very poor Franck-Condon overlap; this is an "estimate".

----

00BOR/ING    Datum: DacidG= 361.3/3.0 IMRB | HOF(A-)=4.1/4.4 Acid p:8

DacidH(AH)= 369.1/3.1 G+TS DaffH(X..Y-)= 33.8/4.4 A-IN

----

00BOR/ING    Datum: EA=1.710(83) eV IMRB [165.0(80) kJ] p:8

Between mCHO-nitrobenzene & 3,5-diCF3-nitrobenzene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [br2ch.zaf]

CBS-QB3    |-4.0   |370.2|361.9| 1.820|-8.4   |37.8   |27.9|98.4 

G3MP2B3    |4.5    |371.3|363.0| 1.780|0.4    |45.4   |27.8|97.1 

G3MP2B3+   |3.6    |370.5|362.3| 1.813|0.3    |45.3   |27.5|97.1 

G4MP2      |5.4    |371.6|363.3| 1.728|0.9    |45.0   |27.9|96.2 

M062X/Def2T|5.4    |370.0|361.8| 1.712|0.1    |44.8   |27.2|96.8 

B3/6-311++G|5.0    |367.7|359.6| 1.833|4.5    |47.1   |27.5|94.7 

++++++++++++++++++++++++++++++++

HCCl-.

CHCl  mw:47.977 Anion CAS: Z-075466-08-9 fg:117 cnt:1822

HOF(A.)=  78.0/2.0  97POU/PAU    | BDE(A-H)= 102.4/2.8 R-AH          

HOF(AH)=  27.7/2.0  88HOL/LOS    |

DacidS=27.3/2.0 Stat | 

----

92GIL/ERV    Datum: EA=1.210(5) eV LPES | HOF(A-)=50.1/3.1 Acid p:9

DacidG(AH)= 380.0/2.9 H-TS| DacidH(AH)= 388.1/2.4 D-EA

DaffH(AH)=  92.3/3.1 A-IN

Triplet state is 4.2/2.5 kcal/mol higher in energy than neutral singlet.

----

94BOR/ING    Datum: DacidG= 376.7/2.4 IMRB p:8

DacidH(AH)= 384.8/2.5 G+TS

Between PhF, PhSMe.

----

88MUR/LEO    Datum: EA=1.213(5) eV LPES p:8

Singlet-triplet splitting in neutral < 11.4 kcal/mol.

----

99JES/SQU    Datum: DaffH= 37.7/2.3 CIDT p:5
###### the following are "below the line": evaluated as not accurate ####

----

87GRA/MEL    Datum: DacidG=>389.1/4.0 IMRB p:2

DacidH(AH)=>397.2/4.0 G+TS

O- + CH3Cl -> HCCl-; HCCl- + MeCl does not -> CH2Cl-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccl-d.zaf]

W1U        |48.1   |387.6|380.3| 1.210|26.3   |75.9   |24.5|101.6

CBS-QB3    |48.7   |387.5|380.3| 1.181|26.9   |75.8   |23.9|100.9

G3MP2B3    |48.9   |388.5|381.4| 1.161|27.6   |75.5   |23.7|100.0

G3MP2B3+   |48.2   |387.8|380.7| 1.190|27.6   |75.5   |23.8|100.0

G4MP2      |48.4   |388.7|382.0| 1.155|26.9   |74.9   |22.4|100.1

M062X/Def2T|50.9   |388.5|381.3| 1.142|27.1   |77.1   |24.0|102.1

B3/6-311++G|48.3   |384.8|377.8| 1.495|30.7   |82.6   |23.7|104.0

++++++++++++++++++++++++++++++++

ClFCH-

CHClF  mw:66.976 Anion CAS: Z-61923-51-1 fg:89 cnt:4965

HOF(A.)= -16.0/3.0 Est5          | BDE(A-H)= 98.1/3.6 R-AH           

HOF(AH)= -62.0/2.0  78KUD/KUD    |

DacidS=31.0/3.0 Stat |  S(A-)=68.3/3.2 Acid |  S(AH)=63.3/1.0 GpAd 93SP

----

97POU/PAU    Datum: DacidG= 376.7/0.3 IMRE | HOF(A-)=-41.7/3.7 Acid p:9

DacidH(AH)= 385.9/0.9 G+TS DaffH(X..Y-)= 76.0/3.7 A-IN

Relative to MeOH at .DELTA.acidG = 375.1 kcal/mol.

----

97POU/PAU    Datum: DaffH= 22.7/2.2 CIDT p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clfch.zaf]

W1U        |-43.7  |387.2|378.9| 1.131|-65.1  |-17.9  |27.9|99.3 

CBS-QB3    |-43.8  |387.4|379.0| 1.133|-65.5  |-17.9  |28.3|99.7 

G3MP2B3    |-42.3  |388.0|379.6| 1.146|-63.1  |-16.2  |28.4|99.0 

G3MP2B3+   |-43.7  |386.7|378.4| 1.201|-63.2  |-16.3  |27.9|99.0 

G4MP2      |-42.2  |388.1|379.8| 1.096|-63.2  |-17.3  |28.1|98.1 

M062X/Def2T|-41.9  |387.6|379.5| 1.008|-64.8  |-18.9  |27.2|98.1 

B3/6-311++G|-40.6  |382.1|373.8| 1.320|-55.4  |-10.4  |27.9|97.1 

++++++++++++++++++++++++++++++++

CF3H..Cl-

CHClF3  mw:104.972

Core ion CAS: Z-16887-00-6 Solvent: 75-46-7 fg:482 cnt:1386

HOF(solv)=-166.2/0.6 neut 94PED/   

----

84LAR/MCM2   Datum: DaffG= 9.8/2.0 IMRE | HOF(A-)=-182.9/2.1 AfIN p:9

DaffH(X..Y-)= 16.7/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f3chcl.zcf]

W1U        |-240.4 | 15.8|  9.8| 20.2|-169.1 |-55.5  

CBS-QB3    |-242.0 | 15.8|  9.2| 22.2|-169.4 |-56.7  

G3MP2B3    |-238.2 | 15.4|  9.5| 19.8|-166.7 |-56.1  

G3MP2B3+   |-238.2 | 15.4|  9.4| 20.1|-166.7 |-56.1  

G4MP2      |-236.5 | 15.3|  8.7| 22.0|-166.3 |-55.0  

M062X/Def2T|-236.0 | 17.9| 11.8| 20.5|-169.6 |-48.4  

B3/6-311++G|-226.2 |  4.8|  9.6| 20.3|-153.6 |-56.9  

++++++++++++++++++++++++++++++++

HCN..Cl-

CHClN  mw:61.980 Anion CAS: Z-70148-62-8 fg:482 cnt:1357

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/       Datum: DaffG= 16.1/1.0 TDAs | HOF(A-)=9.8/1.4 AfIN p:9

DaffH(X..Y-)= 21.8/1.0 TDAs

----

88MEO/CYB    Datum: DaffG= 16.2/1.6 TDAs p:8

DaffH(X..Y-)= 21.9/1.0 TDAs

----

84LAR/MCM2   Datum: DaffG= 13.9/2.0 IMRE p:7

DaffH(X..Y-)= 21.0/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nchcl.zcf]

W1U        |-46.6  | 22.2| 15.8| 21.5|31.1   |-55.5  

CBS-QB3    |-47.1  | 22.0| 15.7| 21.3|31.7   |-56.7  

G3MP2B3    |-47.0  | 21.4| 15.0| 21.5|30.5   |-56.1  

G3MP2B3+   |-47.0  | 21.3| 15.0| 21.3|30.5   |-56.1  

G4MP2      |-45.7  | 21.5| 15.0| 21.7|30.7   |-55.0  

M062X/Def2T|-41.7  | 25.7| 19.3| 21.3|32.4   |-48.4  

B3/6-311++G|-44.2  | 10.3| 14.8| 21.3|33.8   |-56.9  

++++++++++++++++++++++++++++++++

Cl2CH-

CHCl2  mw:82.946 Anion CAS: Z-32180-91-9 fg:90 cnt:888

HOF(A.)=  22.3/1.0  88HOL/LOS    | BDE(A-H)= 97.2/1.0 R-AH           

HOF(AH)= -22.8/0.3  94PED/       |

DacidS=26.0/3.0 Stat | 

----

00BOR/ING    Datum: DacidG= 368.0/2.0 IMRE | HOF(A-)=-12.7/3.0 Acid p:9

DacidH(AH)= 375.8/2.2 G+TS EA(ev)= 1.520 DaffH(X..Y-)= 90.7/3.0 A-IN

The D-EA cycle from this reference yields Bond Dissociation Energy = 96.0/3.2 kcal/mol.

----

97POU/PAU    Datum: DaffH= 37.0/2.7 CIDT p:9

----

00BOR/ING    Datum: EA=1.472(41) eV IMRB [142.0(40) kJ] p:8

----

97POU/PAU    Datum: DacidG= 369.0/0.7 IMRE p:8

DacidH(AH)= 376.8/1.1 G+TS

Relative to tBuOH at .DELTA.acidG = 369.3 kcal/mol.

----

11VOG/WRE2   Datum: EA=1.3(2) eV LPES p:7

Very poor Franck-Condon overlap; this is an "estimate".

----

72BOH/LEE #  Datum: DacidG= 366.8/3.0 IMRB p:7

DacidH(AH)= 374.6/3.1 G+TS

Comparable to DMSO.
###### the following are "below the line": evaluated as not accurate ####

----

78DIS/LAC    Datum: EA==0.0(3) eV NBIE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2ch.zaf]

W1U        |-12.4  |378.0|369.7| 1.393|-24.5  |19.6   |27.7|96.2 

CBS-QB3    |-13.7  |377.3|369.0| 1.431|-25.3  |19.1   |27.6|96.4 

G3MP2B3    |-12.1  |377.7|369.4| 1.463|-22.6  |21.4   |27.9|96.1 

G3MP2B3+   |-12.7  |377.2|368.9| 1.485|-22.6  |21.4   |27.8|96.1 

G4MP2      |-12.2  |378.2|370.0| 1.393|-23.3  |19.7   |27.7|95.1 

M062X/Def2T|-10.3  |378.4|370.3| 1.282|-24.0  |19.2   |27.1|95.3 

B3/6-311++G|-5.6   |374.3|366.0| 1.537|-12.6  |29.7   |27.8|94.4 

++++++++++++++++++++++++++++++++

CHF2Cl..Cl-

CHCl2F2  mw:120.943

Core ion CAS: Z-16887-00-6 Solvent: 75-45-6 fg:482 cnt:1385

HOF(solv)=-115.7/0.5 neut 94PED/   

----

84LAR/MCM2   Datum: DaffG= 10.3/2.0 IMRE | HOF(A-)=-132.9/2.1 AfIN p:9

DaffH(X..Y-)= 17.2/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hcf2cl2.zcf]

CBS-QB3    |-192.1 | 16.6| 10.5| 20.5|-118.8 |-56.7  

G3MP2B3    |-187.6 | 15.9|  9.9| 20.2|-115.5 |-56.1  

G3MP2B3+   |-188.0 | 16.2| 10.1| 20.5|-115.6 |-56.1  

G4MP2      |-185.8 | 15.6|  9.5| 20.4|-115.3 |-55.0  

M062X/Def2T|-186.2 | 19.0| 13.3| 19.1|-118.8 |-48.4  

B3/6-311++G|-176.2 |  5.4| 10.1| 20.5|-103.0 |-56.9  

++++++++++++++++++++++++++++++++

CHCl3-.

CHCl3  mw:117.915 Anion CAS: Z-057029-22-8 fg:101 cnt:280

HOF(A.)= -24.5/0.3  94PED/       |

----

95STA/GRO    Datum: EA=0.622(155) eV [60.0(150) kJ] | HOF(A-)=-38.9/3.6 R-EA p:6

Electron affinity > electron affinity(CH2S), and chloride affinity of CHCl2.bullet. is less than that of CHCl3. May be ion-molecule complex.
###### the following are "below the line": evaluated as not accurate ####

----

66GAI/KAY    Datum: EA=1.76(5) eV SI   [40.5(12) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccl3.zzf]

W1U        |-49.8  |     |     | 1.046|       |-26.4  |    |     

CBS-QB3    |-51.5  |     |     | 1.011|       |-28.9  |    |     

G3MP2B3    |-47.8  |     |     | 1.025|       |-25.0  |    |     

G3MP2B3+   |-47.9  |     |     | 1.027|       |-25.0  |    |     

G4MP2      |-49.0  |     |     | 1.047|       |-25.6  |    |     

M062X/Def2T|-45.0  |     |     | 0.834|       |-26.6  |    |     

B3/6-311++G|-40.1  |     |     | 1.440|       |-7.7   |    |     

++++++++++++++++++++++++++++++++

CHCl2F..Cl-

CHCl3F  mw:136.913

Core ion CAS: Z-16887-00-6 Solvent: 75-43-4 fg:482 cnt:1384

HOF(solv)= -67.2/0.1 neut 78KUD/KUD

----

84LAR/MCM2   Datum: DaffG= 10.7/2.0 IMRE | HOF(A-)=-84.8/2.0 AfIN p:9

DaffH(X..Y-)= 17.6/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [chfcl2cl.zcf]

CBS-QB3    |-146.2 | 17.4| 11.2| 20.8|-72.0  |-56.7  

G3MP2B3    |-141.2 | 16.7| 10.5| 20.8|-68.3  |-56.1  

G3MP2B3+   |-141.4 | 16.9| 10.7| 20.8|-68.4  |-56.1  

G4MP2      |-139.8 | 16.4| 10.3| 20.8|-68.4  |-55.0  

M062X/Def2T|-138.9 | 19.4| 13.7| 19.2|-71.1  |-48.4  

B3/6-311++G|-127.8 |  5.6| 10.3| 20.8|-54.3  |-56.9  

++++++++++++++++++++++++++++++++

CHCl3..I-

CHCl3I  mw:244.819

Core ion CAS: Z-20461-54-5 Solvent: 67-66-3 fg:484 cnt:4043

HOF(solv)= -24.5/0.3 neut 94PED/   

----

89CAL/MAS    Datum: DaffH= 14.1/1.0 TDAs | HOF(A-)=-83.7/1.1 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl3chi.zc0]

M062X/Def2T|-83.2  | 13.0|  8.1| 16.3|-26.6  |-43.7  

++++++++++++++++++++++++++++++++

HCSiCl3-.

CHCl3Si  mw:145.892 Anion CAS: N-145454-39-3 fg:117 cnt:517
###### the following are "below the line": evaluated as not accurate ####

----

68JAG/HEN    Datum: HOF(A-)=34.0/4.6 EIAE p:2

From MeSiCl3. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) ca. -90 kcal/mol, -120 kcal/mol lower in enthalpy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcsicl3.zaf]

W1U        |-88.5  |366.9|359.3| 2.280|-89.6  |-35.9  |25.6|105.8

CBS-QB3    |-90.1  |366.3|358.5| 2.313|-90.7  |-36.8  |26.2|106.0

G3MP2B3    |-86.3  |366.6|359.3| 2.319|-85.7  |-32.9  |24.5|104.9

G3MP2B3+   |-87.2  |365.8|361.1| 2.337|-85.7  |-32.9  |15.7|104.9

G4MP2      |-89.7  |367.0|359.1| 2.342|-89.5  |-35.1  |26.5|106.5

M062X/Def2T|-87.7  |366.5|358.7| 2.094|-89.5  |-39.3  |26.3|102.3

++++++++++++++++++++++++++++++++

CHCl3..Cl-

CHCl4  mw:152.884 Anion CAS: Z-52881-48-8 fg:482 cnt:1167

HOF(solv)= -24.5/0.3 neut 94PED/   

----

71YAM/KEB    Datum: DaffG= 10.8/2.0 TDAs | HOF(A-)=-39.7/2.0 AfIN p:8

DaffH(X..Y-)= 15.2/2.0 TDAs

----

01HIR/MIZ    Datum: DaffG= 12.1/2.8 TDAs p:7

DaffH(X..Y-)= 19.5/0.2 TDAs

----

82FRE/IKU    Datum: DaffG= 10.3 IMRE p:7

----

93GIL/GRI    Datum: DaffG= 11.6 Mobl p:6

DaffH(X..Y-)= 18.1 

----

84LAR/MCM2   Datum: DaffG= 11.2/2.0 IMRE p:6

DaffH(X..Y-)= 18.1/2.0 G+TS

----

74DOU/DAL    Datum: DaffG= 11.8/0.9 TDEq p:6

DaffH(X..Y-)= 19.1/0.7 TDEq

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [chcl3cl.zcf]

W1U        |-100.0 | 18.0| 11.7| 21.3|-26.4  |-55.5  

CBS-QB3    |-104.2 | 18.5| 12.1| 21.4|-28.9  |-56.7  

G3MP2B3    |-98.8  | 17.7| 11.4| 21.3|-25.0  |-56.1  

G3MP2B3+   |-98.8  | 17.6| 11.3| 21.1|-25.0  |-56.1  

G4MP2      |-98.2  | 17.6| 11.3| 21.2|-25.6  |-55.0  

M062X/Def2T|-95.3  | 20.2| 14.2| 20.2|-26.6  |-48.4  

B3/6-311++G|-81.4  |  5.9| 10.5| 21.1|-7.7   |-56.9  

++++++++++++++++++++++++++++++++

HCF-.

CHF  mw:32.007 Anion CAS: Z-071267-42-0 fg:117 cnt:508

HOF(A.)=  34.2/3.0  97POU/PAU    | BDE(A-H)= 93.2/3.7 R-AH           

HOF(AH)=  -6.9/2.2 d+ah          |

DacidS=27.3/2.0 Stat | 

----

92GIL/ERV    Datum: EA=0.542(5) eV LPES | HOF(A-)=21.7/3.0 R-EA p:9

DacidG(AH)= 387.8/1.2 H-TS| DacidH(AH)= 394.3/2.7 D-EA

Triplet state of neutral: 14.9/0.4 kcal/mol higher than singlet.

----

94BOR/ING    Datum: DacidG= 390.5/1.4 IMRB p:8

DacidH(AH)= 398.6/1.5 G+TS

Between EtNH2 and Me2NH.

----

10ROG/SIM    Datum: HOF(A-)=21.7/4.6 TIPP p:7

Value assumes other products from MeF are H+ + H.

----

88MUR/LEO    Datum: EA=0.557(5) eV LPES p:7

Singlet-triplet splitting in neutral 11.4/0.3 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

76DAW/JEN    Datum: HOF(A-)=<27.7 IMRB p:3

O- + CH3F ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcf-d.zaf]

W1U        |22.5   |396.6|389.2| 0.540|-8.3   |34.9   |25.1|95.3 

CBS-QB3    |23.4   |396.9|389.4| 0.497|-7.8   |34.8   |25.3|94.7 

G3MP2B3    |22.8   |397.8|390.2| 0.505|-7.7   |34.4   |25.3|94.3 

G3MP2B3+   |22.8   |397.8|390.3| 0.510|-7.8   |34.5   |25.2|94.4 

G4MP2      |22.3   |397.1|389.6| 0.531|-7.7   |34.5   |25.2|94.3 

M062X/Def2T|26.7   |399.3|391.8| 0.380|-7.8   |35.4   |25.2|95.4 

B3/6-311++G|20.2   |393.6|386.1| 0.847|-6.1   |39.7   |25.2|97.9 

++++++++++++++++++++++++++++++++

DCF-.

CDF  mw:33.013 Anion CAS: Z-0118364-74-2 fg:117 cnt:1825

----

92GIL/ERV    Datum: EA=0.535(5) eV LPES | HOF(A-)=21.1/0.1 R-EA p:9

----

88MUR/LEO    Datum: EA=0.552(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcf-d.zaf]

W1U        |21.2   |398.7|391.4| 0.533|-11.7  |33.4   |24.4|97.2 

CBS-QB3    |22.5   |399.0|391.8| 0.488|-10.4  |33.7   |24.3|96.1 

G3MP2B3    |21.5   |400.8|391.3| 0.497|-11.1  |32.9   |31.7|97.0 

G4MP2      |21.4   |399.2|391.9| 0.524|-10.3  |33.4   |24.5|95.8 

M062X/Def2T|25.8   |401.1|393.9| 0.378|-10.2  |34.5   |24.4|97.2 

B3/6-311++G|43.3   |394.6|387.3| 0.807|16.4   |61.9   |24.6|98.0 

++++++++++++++++++++++++++++++++

HCN..F-

CHFN  mw:46.010 Anion CAS: Z-94347-83-8 fg:481 cnt:1028

HOF(solv)=  31.6/1.0 neut 89GUR/VEY
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 32.9/2.0 IMRE | HOF(A-)=-67.4/2.3 AfIN p:4

DaffH(X..Y-)= 39.5/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 40-42 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hcnf.zcf]

W1U        |-75.6  | 46.6| 40.0| 22.1|31.1   |-60.1  

CBS-QB3    |-75.6  | 48.2| 41.7| 22.1|31.7   |-59.0  

G3MP2B3    |-76.7  | 47.1| 40.5| 22.3|30.5   |-60.1  

G3MP2B3+   |-76.2  | 46.6| 39.8| 22.8|30.5   |-60.1  

G4MP2      |-76.7  | 45.4| 38.8| 22.2|30.7   |-62.0  

M062X/Def2T|-72.0  | 58.6| 51.9| 22.4|32.4   |-45.9  

B3/6-311++G|-74.5  | 36.5| 40.1| 22.8|33.8   |-61.5  

++++++++++++++++++++++++++++++++

HCF2-

CHF2  mw:51.005 Anion CAS: Z-61923-52-2 fg:89 cnt:882

HOF(A.)= -57.1/1.0 D+AH          | BDE(A-H)= 103.2/1.0  83PIC/ROD    

HOF(AH)= -108.2/0.2  78KUD/KUD   |

DacidS=26.0/2.0 Stat |  S(A-)=58.9/2.2 Acid |  S(AH)=58.9/1.0 GpAd 93SP
###### the following are "below the line": evaluated as not accurate ####

----

90GRA/SQU    Datum: DacidH(AH)= 389.0/3.5 CIDT | HOF(A-)=-84.9/3.5 Acid p:4

DacidG(AH)= 381.3/3.6 H-TS  EA(eV)= 1.206

G2 calculations(98LEE/DYK) predict .DELTA.acidH = 399 kcal/mol. Composite computational methods(18BAR/) indicate the same.

----

77SUL/       Datum: DacidG= 379.0/6.0 IMRB p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2ch.zaf]

W1U        |-75.9  |399.6|391.2| 0.706|-109.7 |-59.8  |28.1|102.0

CBS-QB3    |-75.9  |399.9|391.5| 0.708|-110.0 |-59.7  |28.1|102.4

G3MP2B3    |-75.4  |399.8|391.4| 0.732|-108.0 |-58.7  |28.0|101.5

G3MP2B3+   |-75.3  |399.9|391.6| 0.727|-108.1 |-58.7  |28.1|101.5

G4MP2      |-75.6  |399.2|390.9| 0.718|-107.7 |-59.2  |28.0|100.6

M062X/Def2T|-72.6  |401.2|392.9| 0.503|-109.2 |-61.1  |27.8|100.1

B3/6-311++G|-73.3  |394.6|386.6| 0.868|-100.6 |-53.4  |26.7|99.3 

++++++++++++++++++++++++++++++++

HCF2O-

CHF2O  mw:67.000 Anion CAS: Z-83193-03-7 fg:32 cnt:1735

----

77KAR/KLE    Datum: DaffH=>18.1 IMRB | HOF(A-)=<-167.5/1.2 AfIN p:7

Thermochemical threshold for FCO- + HCFO ->. Composite computational methods(18BAR/) give .DELTA.fH(A-) ca. -186, .DELTA.affH ca. 33 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chf2o.zaf]

W1U        |-186.6 |342.8|335.2| 3.777|-163.5 |-99.6  |25.5|116.0

CBS-QB3    |-187.5 |342.1|334.5| 3.806|-163.9 |-99.9  |25.8|116.1

G3MP2B3    |-185.3 |343.0|335.4| 3.775|-161.1 |-98.3  |25.4|114.9

G3MP2B3+   |-185.3 |343.0|335.3| 3.778|-161.1 |-98.3  |26.0|114.9

G4MP2      |-185.0 |342.7|335.2| 3.723|-160.5 |-99.2  |25.3|113.4

M062X/Def2T|-183.9 |344.4|336.8| 3.557|-163.6 |-102.0 |25.4|113.7

B3/6-311++G|-180.6 |335.4|327.6| 3.921|-148.7 |-90.3  |26.0|110.4

++++++++++++++++++++++++++++++++

(FSO2)2CH-

CHF2O4S2  mw:178.929 Anion CAS: Z-174190-97-7 fg:72 cnt:2672

DacidS=24.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 307.3/2.0 IMRE p:8

DacidH(AH)= 314.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fso22x.zaf]

CBS-QB3    |-303.0 |311.9|304.9| 4.601|-249.2 |-196.7 |23.8|104.6

G3MP2B3    |-292.6 |312.7|305.4| 4.591|-238.1 |-186.5 |24.4|103.7

G3MP2B3+   |-291.2 |313.0|305.9| 4.560|-237.0 |-185.8 |23.9|103.3

G4MP2      |-302.5 |313.0|305.9| 4.382|-248.4 |-201.2 |23.9|99.3 

M062X/Def2T|-293.9 |308.9|301.7| 4.605|-238.1 |-187.6 |24.1|102.7

B3/6-311++G|-188.7 |306.5|299.3| 4.820|-128.0 |-77.3  |24.1|102.7

++++++++++++++++++++++++++++++++

CF3H..I-

CHF3I  mw:196.908

Core ion CAS: Z-20461-54-5 Solvent: 75-46-7 fg:484 cnt:4039

HOF(solv)=-166.2/0.6 neut 94PED/   

----

89CAL/MAS    Datum: DaffH= 12.9/1.0 TDAs | HOF(A-)=-224.1/1.2 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qhi.zc0]

M062X/Def2T|-225.1 | 11.8|  6.0| 19.5|-169.6 |-43.7  

++++++++++++++++++++++++++++++++

CF3SO2NH-

CHF3NO2S  mw:147.969 Anion CAS: Z-174191-19-6 fg:49 cnt:2509

DacidS=23.9/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 321.3/2.0 IMRE p:9

DacidH(AH)= 328.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tfnh.zaf]

CBS-QB3    |-268.0 |327.0|319.7| 4.224|-229.3 |-170.4 |24.4|111.0

G3MP2B3    |-260.1 |327.6|320.1| 4.171|-220.5 |-163.6 |25.3|109.0

G3MP2B3+   |-259.8 |328.0|320.7| 4.161|-220.5 |-163.6 |24.2|109.0

G4MP2      |-262.7 |327.6|320.4| 4.033|-223.1 |-169.4 |24.1|105.8

M062X/Def2T|-260.0 |328.0|320.9| 4.137|-223.3 |-164.4 |23.9|111.0

B3/6-311++G|-198.1 |327.1|319.9| 4.046|-157.9 |-104.5 |24.2|105.4

++++++++++++++++++++++++++++++++

CF3H..F-

CHF4  mw:89.002

Core ion CAS: Z-16984-48-8 Solvent: 75-46-7 fg:481 cnt:1043

HOF(solv)=-166.2/0.6 neut 94PED/   

----

83LAR/MCM    Datum: DaffG= 19.6/2.0 IMRE | HOF(A-)=-252.7/2.2 AfIN p:9

DaffH(X..Y-)= 27.1/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qhf.zcf]

CBS-QB3    |-256.3 | 27.9| 21.3| 22.1|-169.4 |-59.0  

G3MP2B3    |-253.3 | 26.6| 20.1| 21.6|-166.7 |-60.1  

G3MP2B3+   |-254.8 | 28.1| 21.1| 23.3|-166.7 |-60.1  

G4MP2      |-250.5 | 22.3| 15.8| 21.8|-166.3 |-62.0  

M062X/Def2T|-250.5 | 34.9| 27.9| 23.6|-169.6 |-45.9  

B3/6-311++G|-245.7 | 20.2| 23.6| 23.3|-153.6 |-61.5  

++++++++++++++++++++++++++++++++

HCI-.

CHI  mw:139.913 Anion CAS: Z-075466-07-8 fg:117 cnt:1824

HOF(A.)= 102.3/2.9 D+AH          | BDE(A-H)= 99.4/2.7  94BOR/ING     

HOF(AH)=  55.0/1.0  88HOL/LOS    |

DacidS=27.3/2.0 Stat | 

----

92GIL/ERV    Datum: EA=1.680(5) eV LPES | HOF(A-)=63.6/2.5 Acid p:9

DacidG(AH)= 366.1/2.8 H-TS| DacidH(AH)= 374.3/2.3 D-EA

Triplet state of neutral is 2 to 10 kcal/mol MORE stable than singlet (The stated EA is for singlet).

----

94BOR/ING    Datum: DacidG= 366.2/2.6 IMRB p:8

DacidH(AH)= 374.3/2.7 G+TS

Between iPrOH, FCH2CH2OH.

----

88MUR/LEO    Datum: EA=1.683(12) eV LPES p:8

Singlet-triplet splitting in  neutral <9.2 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hci.za0]

M062X/Def2T|66.5   |     |     | 1.751|       |106.7  |    |     

++++++++++++++++++++++++++++++++

HCN..I-

CHIN  mw:153.916

Core ion CAS: Z-20461-54-5 Solvent: 74-90-8 fg:484 cnt:1863

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 10.4/1.6 TDAs | HOF(A-)=-30.3/1.4 AfIN p:7

DaffH(X..Y-)= 16.8/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ihcn.zc0]

M062X/Def2T|-27.8  | 16.6| 10.6| 20.2|32.5   |-43.7  

++++++++++++++++++++++++++++++++

I2CH-

CHI2  mw:266.817 Anion CAS: Z-1312697-87-2 fg:91 cnt:8068

HOF(AH)=  28.1/2.0  78KUD/KUD    |

----

11VOG/WRE2   Datum: EA=1.9(2) eV LPES p:7

Very poor Franck-Condon overlap: this is an "estimate".

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [i2ch.za0]

M062X/Def2T|28.5   |364.2|356.1| 1.965|29.0   |73.8   |27.1|97.0 

++++++++++++++++++++++++++++++++

HCN-.

CHN  mw:27.011 Anion CAS: Z-12334-27-9 fg:102 cnt:231

HOF(A.)=  31.6/1.0  89GUR/VEY    |

----

09ARD/GAR    Datum: EA=0.00156 eV Rydb p:9
###### the following are "below the line": evaluated as not accurate ####

----

71TSU/YOK #  Datum: HOF(A-)=<-29.4 EIAE;EA(eV)=2.615 p:1

From CH3CN; Reworked with modern thermochemistry.  Composite computational methods(18BAR/) indicate that the valence anion is unbound by ca. 1 eV. Possibly C2H3- instead.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcn.zzf]

W1U        |57.3   |     |     |-1.127|       |31.1   |    |     

CBS-QB3    |57.9   |     |     |-1.126|       |31.7   |    |     

G3MP2B3    |57.1   |     |     |-1.143|       |30.5   |    |     

G3MP2B3+   |57.4   |     |     |-1.159|       |30.5   |    |     

G4MP2      |56.7   |     |     |-1.121|       |30.7   |    |     

M062X/Def2T|62.4   |     |     |-1.288|       |32.4   |    |     

B3/6-311++G|51.7   |     |     |-0.767|       |33.8   |    |     

++++++++++++++++++++++++++++++++

CHNO2-.

CHNO2  mw:59.001 Anion CAS: Z-0207914-96-3 fg:117 cnt:956

HOF(AH)=  31.5/5.0 d+ah          |

DacidS=25.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

59HEN/MUC    Datum: HOF(A-)=<65.0 IMRB p:4

O- + CH3NO2 ->. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of +27 to +31 kcal/mol.

----

72DID/FRA #  Datum: HOF(A-)=<42.0/4.6 EIAE p:3

Reworked with modern thermochemistry.

----

87GRA/MEL    Datum: DacidG=<349.7/4.0 IMRB p:1

DacidH(AH)=<357.2/4.0 G+TS

CHNO2- + MeNO2 does not -> CH2=NO2-. Kinetic barrier?.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcno2.zaf]

W1U        |30.5   |365.2|358.2| 2.265|31.1   |82.9   |23.3|103.9

CBS-QB3    |27.4   |364.0|357.2| 2.284|29.2   |80.3   |22.8|103.2

G3MP2B3    |30.9   |366.0|358.9| 2.204|32.0   |81.9   |23.9|101.9

G3MP2B3+   |30.9   |366.0|358.7| 2.197|32.1   |81.8   |24.4|101.8

G4MP2      |29.5   |365.8|358.6| 2.268|30.9   |81.9   |24.0|103.2

M062X/Def2T|31.9   |363.6|356.7|-1.246|32.9   |3.5    |23.3|22.7 

B3/6-311++G|27.7   |360.3|353.0| 2.605|34.6   |87.9   |24.4|105.4

++++++++++++++++++++++++++++++++

HCNN-

CHN2  mw:41.015 Anion CAS: Z-100840-43-5 fg:86 cnt:860

HOF(A.)= 114.9/0.5  06FAU/GAS    | BDE(A-H)= 96.6/4.9 D-EA 98CLI/WEN3

HOF(AH)=  70.4/4.9 R-DH          |

DacidS=24.5/3.0 Stat |  S(A-)=56.5/3.2 Acid |  S(AH)=58.0/1.0  69BEN/CRU

----

98CLI/WEN3   Datum: EA=1.684(6) eV LPES p:9

----

98CLI/WEN3   Datum: DacidG= 364.1/2.0 IMRE | HOF(A-)=76.1/5.4 Acid p:9

DacidH(AH)= 371.4/2.2 G+TS

Literature values of .DELTA.fH(H2CNN) range from 71 kcal/mol (78BEN) to 51 (72LAU/OKA). Composite computational methods(18BAR/) give 64 to 66 kcal/mol.

----

89DEP/VAN    Datum: DacidG= 365.0/4.0 IMRB p:8

DacidH(AH)= 372.3/4.1 G+TS

Near HF, between H2O2 and acetone. G2 calculations(97GOR/KAS) give .DELTA.fH(CH2N2)=63.1 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcnn.zaf]

W1U        |72.8   |374.1|367.0| 1.666|64.5   |111.3  |23.8|98.8 

CBS-QB3    |72.0   |373.5|366.5| 1.685|64.3   |111.0  |23.7|98.8 

G3MP2B3    |69.1   |372.0|364.1| 1.827|64.3   |111.3  |26.5|99.1 

G3MP2B3+   |69.0   |372.0|364.9| 1.828|64.2   |111.2  |23.9|99.1 

G4MP2      |69.0   |372.3|365.2| 1.810|63.9   |110.9  |23.8|99.1 

M062X/Def2T|75.3   |376.9|369.8| 1.525|63.1   |110.6  |23.8|99.6 

B3/6-311++G|68.2   |372.8|365.6| 1.676|62.7   |106.9  |23.9|96.3 

++++++++++++++++++++++++++++++++

diazirinide- | 1,2-diaza-cyclopropene

CHN2  mw:41.015 Anion CAS: Z-130614-84-5 fg:83 cnt:2747

HOF(AH)= >61.0/1.0  72LAU/OKA    |

DacidS=26.0/2.0 Stat |  S(A-)=56.9/2.2 Acid |  S(AH)=56.9/1.0 GpAd 93SP

----

90KRO/KAS    Datum: DacidG= 394.0/3.0 IMRB | HOF(A-)=97.1/3.2 Acid p:8

DacidH(AH)= 401.8/3.1 G+TS

Between MeNH2, EtNH2. Composite computational methods(18BAR/) indicate that .DELTA.fH(diazirine) is ca. 14 kcal/mol higher than the cited value.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [diazirin.zaf]

W1U        |95.9   |386.8|378.9| 0.889|74.9   |116.3  |26.4|93.5 

CBS-QB3    |95.5   |386.2|378.4| 0.890|75.1   |116.0  |26.3|93.1 

G3MP2B3    |93.2   |385.2|377.3| 0.995|75.2   |116.1  |26.4|93.0 

G3MP2B3+   |93.1   |385.1|377.2| 1.000|75.2   |116.1  |26.5|93.0 

G4MP2      |92.9   |386.2|378.3| 0.981|73.9   |115.5  |26.3|93.7 

M062X/Def2T|107.7  |398.5|390.6| 0.390|73.9   |116.7  |26.3|94.9 

B3/6-311++G|97.0   |385.8|377.9| 0.843|78.4   |116.3  |26.4|90.0 

++++++++++++++++++++++++++++++++

HNCN-

CHN2  mw:41.015 Anion CAS: Z-67131-47-9 fg:50 cnt:2792

HOF(A.)=  77.5/3.8 D+AH          | BDE(A-H)= 96.6/3.2 D-EA           

HOF(AH)=  32.0/0.5  94PED/       |

DacidS=24.0/2.0 Stat | 

----

97CLI/WEN    Datum: EA=2.622(5) eV LPES p:9

----

93CAC/DEP    Datum: DacidG= 342.6/2.5 IMRE | HOF(A-)=16.1/2.6 Acid p:9

DacidH(AH)= 349.8/2.6 G+TS

----

94KOP/TAF    Datum: DacidG= 344.1/2.0 IMRE p:8

DacidH(AH)= 351.3/2.1 G+TS

Bond Dissociation Energy: 99/3 kcal/mol, 97BOR/JI 2.

----

90KRO/KAS    Datum: DacidG= 345.3/3.0 IMRB p:7

DacidH(AH)= 352.5/3.1 G+TS

Between tBuSH, HOAc.

----

15TAN/PEL    Datum: DacidH(AH)= 354.2/4.6 EIAE p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hncn.zaf]

W1U        |15.8   |349.3|342.1| 2.624|32.3   |76.4   |24.0|96.1 

CBS-QB3    |15.9   |348.8|341.6| 2.606|32.9   |76.1   |24.0|95.3 

G3MP2B3    |14.7   |349.2|341.7| 2.643|32.7   |75.8   |25.4|95.2 

G3MP2B3+   |14.7   |349.2|342.0| 2.646|32.7   |75.7   |24.0|95.2 

G4MP2      |14.9   |349.2|342.0| 2.651|32.9   |76.1   |24.0|95.3 

M062X/Def2T|17.0   |349.6|342.4| 2.582|32.1   |76.6   |24.0|96.7 

B3/6-311++G|13.1   |347.1|340.0| 2.568|33.2   |72.3   |24.0|91.3 

++++++++++++++++++++++++++++++++

DNCN-

CDN2  mw:42.021 Anion CAS: A-4850-53-7 fg:50 cnt:4569

----

97CLI/WEN    Datum: EA=2.622(5) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dncn.zaf]

W1U        |14.1   |351.4|344.4| 2.625|28.5   |74.7   |23.5|98.3 

CBS-QB3    |14.7   |351.0|344.0| 2.606|29.9   |74.9   |23.3|97.1 

G3MP2B3    |13.1   |352.3|344.1| 2.643|28.9   |74.2   |27.7|98.2 

G4MP2      |13.7   |351.3|344.4| 2.651|29.9   |74.9   |23.4|97.1 

M062X/Def2T|16.0   |351.6|344.6| 2.583|29.5   |75.6   |23.3|98.6 

B3/6-311++G|38.5   |347.8|340.8| 2.511|58.4   |96.5   |23.4|90.6 

++++++++++++++++++++++++++++++++

DCNN-

CDN2  mw:42.021 Anion CAS: A-14621-84-2 fg:83 cnt:4571

----

98CLI/WEN3   Datum: EA=1.679(6) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcnn.zaf]

W1U        |71.3   |376.0|368.7| 1.665|61.2   |109.8  |24.4|100.7

CBS-QB3    |71.1   |375.5|368.1| 1.682|61.8   |110.0  |24.5|100.3

G3MP2B3    |67.7   |374.8|366.6| 1.825|61.0   |109.8  |27.7|101.9

G4MP2      |68.0   |374.3|367.0| 1.809|61.4   |109.8  |24.4|100.6

M062X/Def2T|74.6   |378.7|371.3| 1.522|61.0   |109.7  |24.6|101.2

B3/6-311++G|90.9   |374.0|366.7| 1.644|84.6   |128.9  |24.4|96.8 

++++++++++++++++++++++++++++++++

1,2,3,4-phosphatriazolide-

CHN3P  mw:85.991 Anion CAS: Z-1919829-88-1 fg:77 cnt:8871

----

16HOU/CHE2   Datum: EA=3.555(10) eV LPES p:9

----

16TRA/VEL    Datum: EA=3.555(10) eV LPES p:8

Acid: cyclo-HC(NNNP). See also 16HOU/CHE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcn3p.zaf]

W1U        |38.6   |338.0|330.4| 3.671|66.4   |123.7  |25.6|109.4

CBS-QB3    |35.3   |336.7|329.1| 3.779|64.3   |123.0  |25.5|110.8

G3MP2B3    |37.6   |337.3|329.7| 3.779|67.4   |125.1  |25.5|109.8

G3MP2B3+   |37.4   |337.3|329.7| 3.737|67.4   |124.0  |25.5|108.7

G4MP2      |36.4   |337.7|330.1| 3.732|65.9   |122.8  |25.5|109.0

M062X/Def2T|38.6   |339.6|332.0| 3.515|63.7   |119.8  |25.5|108.3

B3/6-311++G|45.1   |338.5|330.9| 3.561|73.9   |127.6  |25.5|105.8

++++++++++++++++++++++++++++++++

tetrazolide-

CHN4  mw:69.021 Anion CAS: Z-12281-49-1 fg:51 cnt:2508

HOF(AH)=  78.1/0.2  20FRE/RIB    |

DacidS=24.6/1.0 Stat | 

----

91TAF/       Datum: DacidG= 326.4/2.0 IMRE | HOF(A-)=46.1/2.0 Acid p:9

DacidH(AH)= 333.7/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tetraz.zaf]

W1U        |43.4   |332.2|324.5| 4.118|77.1   |138.8  |25.7|113.8

CBS-QB3    |41.3   |331.2|323.6| 4.180|75.9   |138.2  |25.5|114.4

G3MP2B3    |43.5   |331.5|323.9| 4.226|79.2   |141.4  |25.4|114.3

G3MP2B3+   |43.4   |331.5|323.9| 4.230|79.1   |141.4  |25.5|114.3

G4MP2      |42.1   |331.8|324.1| 4.207|77.5   |139.5  |25.5|114.1

M062X/Def2T|45.0   |333.3|325.7| 4.141|76.4   |140.7  |25.5|116.5

B3/6-311++G|45.2   |332.0|324.4| 4.168|80.5   |141.7  |25.4|113.3

++++++++++++++++++++++++++++++++

HNiCO-

CHNiO  mw:86.939 Anion CAS: Z-647838-58-2 fg:22 cnt:6354

----

03CHA/AKI    Datum: EA=2.126(10) eV LPES p:9

++++++++++++++++++++++++++++++++

HCO-

CHO  mw:29.003 Anion CAS: Z-57340-31-5 fg:85 cnt:847

HOF(A.)= -26.4/0.1  89GUR/VEY    | BDE(A-H)= 88.1/0.1 PDis 96TER/KAB 

HOF(AH)= -26.0/0.1  94PED/       |

DacidS=26.4/1.1 Stat |  S(A-)=52.7/1.0 Isoe |  S(AH)=52.3/0.1  69BEN/CRU

----

86MUR/MIL    Datum: EA=0.313(5) eV LPES | HOF(A-)=2.9/0.2 Acid p:8

DacidH(AH)= 394.5/0.2 D-EA

DaffH(AH)=  5.4/0.2 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

75KAR/KLE    Datum: DacidG= 394.0/4.5 IMRB | HOF(A-)=10.2/4.5 Acid p:4

DacidH(AH)= 401.9/4.5 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hco.zaf]

W1U        |3.0    |395.6|387.5| 0.288|-26.7  |9.6    |26.9|88.4 

CBS-QB3    |4.2    |397.2|388.8| 0.249|-27.3  |9.7    |28.1|89.1 

G3MP2B3    |1.7    |395.8|387.8| 0.321|-26.9  |9.1    |26.9|88.1 

G3MP2B3+   |1.4    |395.6|387.7| 0.331|-26.9  |9.1    |26.6|88.1 

G4MP2      |1.3    |395.2|387.2| 0.339|-26.7  |9.1    |26.9|87.9 

M062X/Def2T|7.4    |397.2|389.3| 0.132|-25.1  |10.4   |26.6|87.7 

B3/6-311++G|2.0    |392.1|384.1| 0.408|-22.8  |11.4   |26.6|86.3 

++++++++++++++++++++++++++++++++

DCO-

CDO  mw:30.010 Anion CAS: Z-101560-09-2 fg:85 cnt:1087

DacidS=26.4/2.0 Stat | 

----

86MUR/MIL    Datum: EA=0.301(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dco.zaf]

W1U        |2.2    |398.2|390.3| 0.266|-30.2  |8.3    |26.6|90.6 

CBS-QB3    |4.1    |400.2|391.9| 0.214|-29.9  |8.8    |27.9|90.8 

G3MP2B3    |0.9    |399.4|390.7| 0.299|-30.3  |7.8    |29.0|91.1 

G4MP2      |0.9    |397.8|389.9| 0.318|-29.4  |8.2    |26.5|89.6 

M062X/Def2T|6.9    |399.5|391.7| 0.121|-27.5  |9.7    |26.2|89.7 

B3/6-311++G|22.9   |395.2|387.3| 0.352|-4.6   |31.0   |26.5|88.1 

++++++++++++++++++++++++++++++++

HCOS-

CHOS  mw:60.975 Anion CAS: Z-37619-01-5 fg:56 cnt:1609

HOF(AH)= -43.5/2.0  85KAS/DEP    |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

85KAS/DEP    Datum: DacidG= 343.0/3.0 IMRB | HOF(A-)=-58.4/3.7 Acid p:1

DacidH(AH)= 350.8/3.1 G+TS DaffH(X..Y-)= 59.2/3.7 A-IN

This acidity value, and the .DELTA.fH(HCOSH), appear to have been estimates, and should not be taken as experimental ones - JEB, 2006. Composite computations(18BAR/) indicate .DELTA.acidG = 326 kcal/mol, and HCOSH 2.5 kcal/mol stronger than HCSOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcos.zaf]

W1U        |-63.4  |333.6|326.4| 3.034|-31.2  |6.8    |24.2|90.0 

CBS-QB3    |-65.0  |332.5|325.3| 3.080|-31.7  |6.2    |24.1|90.1 

G3MP2B3    |-64.5  |333.5|326.3| 3.047|-30.9  |5.9    |24.2|88.9 

G3MP2B3+   |-64.6  |333.5|326.3| 3.046|-31.0  |5.8    |24.3|88.9 

G4MP2      |-64.1  |334.2|327.0| 3.011|-31.1  |5.6    |24.2|88.8 

M062X/Def2T|-60.7  |334.6|327.6| 2.878|-30.6  |5.8    |23.8|88.6 

B3/6-311++G|-58.2  |331.6|324.4| 3.033|-22.6  |11.9   |24.2|86.6 

++++++++++++++++++++++++++++++++

HCO2-

CHO2  mw:44.998 Anion CAS: Z-71-47-6 fg:34 cnt:624

HOF(A.)= -29.3/1.1 D+AH          | BDE(A-H)= 113.3/1.1  97LAN/BAT    

HOF(AH)= -90.5/0.1  94PED/       |

DacidS=23.5/3.0 Stat |  S(A-)=57.0/3.0 Acid |  S(AH)=59.5/0.1  69BEN/CRU

----

10GAR/KLE    Datum: EA=3.4961(10) eV LPES p:9

DacidH(AH)= 346.3/1.5 D-EA

----

89CAL/REN    Datum: DacidG= 338.3/2.0 IMRE | HOF(A-)=-110.9/2.2 Acid p:9

DacidH(AH)= 345.3/2.2 G+TS EA(ev)= 3.538 DaffH(X..Y-)= 51.6/2.2 A-IN

----

95KIM/BRA    Datum: EA=3.498(15) eV LPES p:8

.DELTA.acidH(0K) = 344.67/0.62 kcal/mol.

----

81FUJ/MCI #  Datum: DacidG= 338.4/2.0 IMRE p:8

DacidH(AH)= 345.4/2.2 G+TS

----

78CUM/KEB    Datum: DacidG= 338.2/2.0 IMRE p:8

DacidH(AH)= 345.2/2.2 G+TS

----

21DOB/THO    Datum: EA=2.42(5) eV LPES p:5

Vertical Detachment Energy:2.98(5) eV.
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS    Datum: DacidH(AH)= 340.1/4.6 EIAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hco2.zaf]

W1U        |-112.8 |344.6|337.6| 3.598|-91.5  |-29.7  |23.4|113.9

CBS-QB3    |-114.0 |343.6|336.6| 3.579|-91.9  |-31.5  |23.5|112.5

G3MP2B3    |-112.9 |344.9|337.8| 3.575|-90.5  |-30.4  |23.6|112.3

G3MP2B3+   |-113.1 |344.8|337.7| 3.581|-90.6  |-30.4  |23.6|112.3

G4MP2      |-112.8 |344.5|337.5| 3.589|-90.1  |-30.0  |23.6|112.3

M062X/Def2T|-109.6 |345.8|338.8| 3.586|-90.7  |-26.8  |23.6|116.1

B3/6-311++G|-109.3 |341.4|334.3| 3.523|-83.4  |-28.0  |23.6|107.5

++++++++++++++++++++++++++++++++

HOCO-

CHO2  mw:44.998 Anion CAS: N-2564-86-5 fg:85 cnt:6313

HOF(A.)=>-46.5/0.7  00RUS/LIT    | BDE(A-H)=>96.1/0.7 R-AH           

HOF(AH)= -90.5/0.1  94PED/       |

DacidS=27.2/1.0 A-AH |  S(A-)=60.7/1.0 Isoe 89GUR/VEY |  S(AH)=59.5/0.1  69BEN/CRU

----

11JOH/HAR    Datum: EA=1.51(1) eV LPES | HOF(A-)=>-81.3/1.2 Acid p:9

DacidH(AH)=>374.9/1.2 D-EA

DaffH(AH)= <21.7/1.2 A-IN

Trans isomer. See 14WAN/LI for computational analysis.

----

11JOH/HAR    Datum: EA=1.38(1) eV LPES p:8

Cis isomer.

----

07LU_/HU     Datum: EA=1.18 eV LPES p:6

The stated EA is the Vertical Detachment Energy. See also 10JOH/CON for cooled ions (same electron affinity).

----

02CLE/CON    Datum: EA=2.18(2) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoco-c.zaf]

W1U        |-77.8  |379.5|371.7| 1.504|-91.5  |-43.2  |26.1|100.4

CBS-QB3    |-78.5  |379.1|371.4| 1.534|-91.9  |-43.1  |26.1|100.9

G3MP2B3    |-78.4  |379.4|371.5| 1.556|-90.5  |-42.6  |26.3|100.1

G3MP2B3+   |-78.6  |379.2|371.4| 1.564|-90.6  |-42.6  |26.1|100.1

G4MP2      |-78.5  |378.8|370.9| 1.539|-90.1  |-43.1  |26.3|99.1 

M062X/Def2T|-73.2  |382.2|374.5| 1.297|-90.7  |-43.3  |26.0|99.5 

B3/6-311++G|-73.4  |377.2|369.5| 1.561|-83.4  |-37.5  |26.1|98.0 

++++++++++++++++++++++++++++++++

DCO2-

CDO2  mw:46.004 Anion CAS: Z-14806-23-6 fg:34 cnt:5675

----

10GAR/KLE    Datum: EA=3.5164(10) eV LPES p:9

----

95KIM/BRA    Datum: EA=3.510(15) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dco2.zaf]

W1U        |-114.4 |346.8|340.0| 3.590|-95.4  |-31.6  |23.0|115.9

CBS-QB3    |-115.2 |345.9|339.1| 3.569|-95.0  |-32.9  |22.8|114.2

G3MP2B3    |-114.5 |348.0|340.1| 3.568|-94.3  |-32.2  |26.4|115.1

G4MP2      |-114.0 |346.8|339.9| 3.581|-93.2  |-31.4  |23.0|113.9

M062X/Def2T|-110.7 |347.8|341.0| 3.579|-93.4  |-28.0  |23.0|117.9

B3/6-311++G|-77.0  |339.9|333.1| 3.497|317.1  |3.7    |22.9|105.4

++++++++++++++++++++++++++++++++

DOCO-

CDO2  mw:46.004 Anion CAS: N-90965-57-4 fg:85 cnt:8158

----

11JOH/HAR    Datum: EA=1.37(1) eV LPES p:9

Cis isomer.

----

11JOH/HAR    Datum: EA=1.51(1) eV LPES p:9

Trans isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [doco-c.zaf]

W1U        |-79.7  |381.6|373.9| 1.504|-95.4  |-45.1  |25.6|102.4

CBS-QB3    |-79.9  |381.2|373.6| 1.534|-95.0  |-44.6  |25.5|102.5

G3MP2B3    |-80.2  |382.3|373.7| 1.555|-94.3  |-44.4  |28.9|103.0

G4MP2      |-80.0  |380.8|373.2| 1.539|-93.2  |-44.6  |25.7|100.7

M062X/Def2T|-74.5  |384.1|376.5| 1.299|-93.4  |-44.5  |25.5|101.4

B3/6-311++G|-38.0  |378.8|371.2| 1.555|317.1  |-2.2   |25.7|99.5 

++++++++++++++++++++++++++++++++

HPd.CO2-

CHO2Pd  mw:150.902 fg:24 cnt:11344

----

21LIU/ZHU    Datum: EA=3.34(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Pd.HCO2-

CHO2Pd  mw:150.902 fg:24 cnt:11345

----

21LIU/ZHU    Datum: EA=2.02(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HC(=O)SO-

CHO2S  mw:76.970 Anion CAS: A-80556-26-9 fg:42 cnt:2856

DacidS=23.0/3.0 Stat | 

----

92DOW/BOW    Datum: DacidG= 352.0/3.0 IMRB p:6

DacidH(AH)= 358.9/3.1 G+TS

Acidity between CF3CH2OH, MeNO2. From MeSO- + O2 ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcoso.zaf]

W1U        |-89.5  |338.5|330.9| 2.527|-62.1  |-31.1  |25.3|83.2 

CBS-QB3    |-90.5  |337.4|329.9| 2.510|-62.2  |-32.5  |25.2|81.8 

G3MP2B3    |-89.3  |337.8|330.3| 2.578|-60.0  |-29.7  |25.2|82.4 

G3MP2B3+   |-89.3  |337.9|330.4| 2.566|-60.0  |-29.9  |25.1|82.2 

G4MP2      |-90.2  |337.8|330.3| 2.499|-60.8  |-32.4  |25.4|80.6 

M062X/Def2T|-83.6  |342.4|334.9| 2.309|-61.3  |-30.2  |25.0|83.2 

B3/6-311++G|-70.1  |340.1|332.6| 2.463|-42.9  |-13.1  |25.1|81.9 

++++++++++++++++++++++++++++++++

CO2..HO-

CHO3  mw:60.993 Anion CAS: Z-71-52-3 fg:486 cnt:905

HOF(A.)= -86.1/3.2 D+AH          | BDE(A-H)= 105.8/2.7 D-EA          

HOF(AH)= -147.0/1.0 Est3 71CHO/JO|

DacidS=27.4/2.0 Stat |  S(A-)=63.4/2.8 Acid |  S(AH)=62.0/2.0 GpAd 93SP

----

11WAN/XAN    Datum: EA=3.680(15) eV LPES p:9

----

92SQU/       Datum: DaffH= 50.9/2.5 CIDT | HOF(A-)=-178.1/2.5 AfIN p:8

DacidH(AH)= 334.5/2.7 A-AH DacidG(AH)= 325.9/0.6 H-TS  EA(eV)= 4.011

Dissociative protonation threshold at nPrSH, 9 kcal> calc. CIDC(HOCO2-.bullet..bullet.HSH) = 7:1 HOCO2-.

----

16WEN/HOU    Datum: EA=4.15(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.
###### the following are "below the line": evaluated as not accurate ####

----

84HIE/PAU    Datum: DaffH= 87.6 Endo p:3

Implies .DELTA.acidH = 291.4. The anion appears too stable by ca. 38 kcal/mol - JEB.

----

80HOU/    #  Datum: DacidH(AH)= 312.0 Latt p:3

From the lattice energy of ammonium bicarbonate, with PA(NH3) corrected to the current value of 204.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hco3.zaf]

W1U        |-174.9 |339.0|331.4| 3.763|-148.1 |-88.1  |25.4|112.1

CBS-QB3    |-176.3 |337.9|330.3| 3.722|-148.4 |-90.4  |25.5|110.2

G3MP2B3    |-174.1 |339.1|331.5| 3.740|-146.0 |-87.8  |25.4|110.3

G3MP2B3+   |-174.2 |339.0|331.4| 3.744|-146.0 |-87.8  |25.4|110.3

G4MP2      |-173.6 |339.0|331.5| 3.700|-145.5 |-88.2  |25.4|109.4

M062X/Def2T|-172.9 |340.1|332.6| 3.708|-148.3 |-87.2  |25.2|113.2

B3/6-311++G|-165.6 |335.8|327.8| 3.609|-134.2 |-82.4  |26.8|103.9

++++++++++++++++++++++++++++++++

HC(=O)OO-

CHO3  mw:60.993 Anion CAS: Z-104960-05-6 fg:42 cnt:1592 BDE(A-H)= 94.5/4.5 D-EA           

DacidS=22.0/3.0 Stat | 

----

10VIL/EYE    Datum: EA=2.493(6) eV LPES | HOF(A-)=-82.8/0.3 R-EA p:9

Represents trans isomer.

----

10VIL/EYE    Datum: DacidG= 344.0/3.3 IMRB p:7

DacidH(AH)= 350.6/3.4 G+TS

Between HOAc, tBuSH. For less-stable (+3.3 kcal) non-H-bonded) isomer of acid.

----

86BOW/DEP    Datum: DacidG=<364.0/2.0 IMRB p:7

DacidH(AH)= 370.6/2.2 G+TS

More acidic than acetone. Formed from DMF + HOO-; oxidises NO to NO2. Composite computational methods(18BAR/) indicate .DELTA.fH(A-) ca. -77, .DELTA.acidH ca. 349 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcooo-e.zaf]

G3MP2B3    |-82.9  |349.2|342.2| 2.484|-64.9  |-25.6  |23.6|91.5 

++++++++++++++++++++++++++++++++

PtCO2H-

CHO3Pt  mw:255.958 Anion CAS: N-2000230-54-4 fg:18 cnt:8993

----

16ZHA/LIU    Datum: EA=3.3(1) eV LPES p:8

Vertical Detachment Energy:3.46 eV.

++++++++++++++++++++++++++++++++

CPt2H-

CHPt2  mw:402.938 Anion CAS: Z-1976015-35-6 fg:17 cnt:11058

----

19LU_/XU     Datum: EA=2.91(8) eV LPES p:8

Vertical Detachment Energy:3.54(8) eV.

++++++++++++++++++++++++++++++++

HCS2-

CHS2  mw:76.953 Anion CAS: Z-37619-02-6 fg:56 cnt:8565

HOF(A.)=  53.2/2.5               | BDE(A-H)= 79.0/3.0 Est4           

DacidS=22.9/2.0 Calc | 

----

14QIN/CON2   Datum: EA=2.907(7) eV LPES | HOF(A-)=-13.9/2.5 Acid p:8

DacidG(AH)= 318.7/3.1 H-TS| DacidH(AH)= 325.6/2.5 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcs2.zaf]

W1U        |-13.4  |326.0|319.1| 2.969|26.5   |55.1   |22.9|80.7 

CBS-QB3    |-15.7  |324.9|318.1| 2.939|25.2   |52.1   |22.9|79.1 

G3MP2B3    |-15.9  |326.2|319.4| 2.952|25.1   |52.2   |22.9|79.2 

G3MP2B3+   |-16.0  |326.1|319.3| 2.954|25.1   |52.2   |22.9|79.2 

G4MP2      |-15.5  |327.1|320.3| 2.912|24.5   |51.6   |22.9|79.2 

M062X/Def2T|-11.1  |326.4|319.6| 2.889|27.2   |55.5   |22.9|80.5 

B3/6-311++G|-5.3   |323.2|316.4| 2.924|38.7   |62.1   |22.8|75.5 

++++++++++++++++++++++++++++++++

HCSi-

CHSi  mw:40.985 Anion CAS: Z-74694-35-2 fg:59 cnt:1803

DacidS=26.0/2.0 Stat | 

----

88DAM/DEP    Datum: DacidG= 352.5/3.0 IMRB p:6

DacidH(AH)= 360.3/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcsi#.zaf]

W1U        |65.8   |355.0|349.1| 2.409|76.7   |121.4  |19.9|96.8 

G3MP2B3    |62.4   |354.7|348.8| 2.480|74.9   |119.6  |19.9|96.8 

G3MP2B3+   |62.3   |354.6|348.6| 2.486|74.9   |119.6  |20.1|96.9 

M062X/Def2T|71.7   |360.1|354.3| 3.739|76.2   |157.8  |19.5|133.7

B3/6-311++G|72.8   |358.2|352.2| 2.291|81.9   |125.7  |20.1|95.9 

++++++++++++++++++++++++++++++++

CH2-.

CH2  mw:14.016 Anion CAS: Z-050928-07-9 fg:3 cnt:505

HOF(A.)=  93.5/0.4  05RUS/BOG    | BDE(A-H)= 110.6/0.7 R-AH          

HOF(AH)=  35.1/0.6 d+ah          |

DacidS=25.8/0.8 Stat |  S(A-)=46.2/0.5 Isoe |  S(AH)=46.4/0.3  82WAG/EVA | S(A.)=46.6/0.5  82WAG/EVA

----

85LEO/MUR    Datum: EA=0.652(6) eV LPES | HOF(A-)=78.5/0.4 R-EA p:9

DacidG(AH)= 401.6/0.3 H-TS| DacidH(AH)= 409.1/1.2 D-EA

Singlet-triplet splitting of CH2 = 9.0 kcal. See also 84LEO/MUR.

----

10ROG/SIM2   Datum: HOF(A-)=76.2/4.6 TIPP p:7

----

77FEL/RAC    Datum: EA=<0.60(3) eV PD   p:7
###### the following are "below the line": evaluated as not accurate ####

----

81ENG/COR    Datum: EA=1.055(20) eV LPES p:4

EA is to the singlet state.Hot band problem.

----

76ZIT/ELL    Datum: EA=0.21(3) eV LPES p:4

Later shown to have a hot band problem, singlet-triplet splitting = 19.5 kcal.

----

71THY/MAC    Datum: EA=>0.9(4) eV EIAE p:3

From CH2=CH2.

----

70COL/LOC #  Datum: HOF(A-)=<81.7/9.2 EIAE p:3

From ketene. Reworked with modern thermochemistry.

----

63TRE/NEU    Datum: HOF(A-)=<69.4/4.6 EIAE p:3

From CH4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [j.zaf]

W1U        |78.5   |409.8|402.4| 0.640|34.5   |93.3   |24.9|110.8

CBS-QB3    |80.4   |410.6|403.2| 0.621|35.5   |94.7   |24.8|111.3

G3MP2B3    |78.7   |411.4|404.0| 0.583|34.5   |92.1   |24.8|109.8

G3MP2B3+   |78.4   |411.1|403.7| 0.593|34.5   |92.1   |24.7|109.7

G4MP2      |78.4   |410.6|403.2| 0.665|34.9   |93.7   |24.8|110.9

M062X/Def2T|85.7   |413.9|406.5| 0.278|36.5   |92.1   |24.7|107.7

B3/6-311++G|76.0   |409.3|401.5| 0.731|34.0   |92.9   |26.1|111.0

++++++++++++++++++++++++++++++++

CD2-.

CD2  mw:16.029 Anion CAS: Z-084213-47-8 fg:3 cnt:506

HOF(A.)=  93.2/0.5  82WAG/EVA    |

DacidS=27.9/2.0 Stat | 

----

85LEO/MUR    Datum: EA=0.645(6) eV LPES | HOF(A-)=78.3/0.5 R-EA p:9

----

81ENG/COR    Datum: EA=0.205(15) eV LPES p:8

EA is to the singlet state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd2.zaf]

W1U        |76.0   |412.1|404.4| 0.627|29.8   |90.5   |25.7|112.8

CBS-QB3    |78.8   |412.9|405.3| 0.604|32.1   |92.8   |25.5|112.8

G3MP2B3    |76.3   |414.7|405.9| 0.565|29.8   |89.4   |29.5|112.6

G4MP2      |76.8   |412.9|405.4| 0.649|31.5   |91.8   |25.4|112.5

M062X/Def2T|84.2   |415.9|408.4| 0.265|33.4   |90.3   |25.1|109.4

B3/6-311++G|83.1   |412.4|404.8| 0.647|38.5   |98.1   |25.3|112.2

++++++++++++++++++++++++++++++++

CD3-

CD3  mw:17.035 Anion CAS: Z-98806-83-8 fg:92 cnt:8789

----

15OLI/LU     Datum: EA=0.082(4) eV LPES p:9

++++++++++++++++++++++++++++++++

CAl3H2-

CH2Al3  mw:94.961 fg:13 cnt:8947

----

16ZHA/WAN    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.68(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal3h2.zzf]

W1U        |100.4  |     |     | 2.144|       |149.7  |    |     

G3MP2B3    |82.9   |     |     | 2.646|       |144.0  |    |     

B3/6-311++G|104.3  |     |     | 2.353|       |158.6  |    |     

++++++++++++++++++++++++++++++++

CAl4H2-

CH2Al4  mw:121.942 Anion CAS: N-2117630-95-0 fg:13 cnt:8948

----

16ZHA/WAN    Datum: EA=1.8(1) eV LPES p:8

Vertical Detachment Energy:2.11(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal4h2.zzf]

W1U        |123.0  |     |     | 1.641|       |161.0  |    |     

G3MP2B3    |123.4  |     |     | 1.583|       |160.0  |    |     

B3/6-311++G|151.8  |     |     | 1.600|       |188.9  |    |     

++++++++++++++++++++++++++++++++

CAl5H2-

CH2Al5  mw:148.924 fg:13 cnt:8949

----

16ZHA/WAN    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.72(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal5h2.zzf]

G3MP2B3    |119.3  |     |     | 3.054|       |189.9  |    |     

B3/6-311++G|159.8  |     |     | 2.676|       |221.7  |    |     

++++++++++++++++++++++++++++++++

CAl6H2-

CH2Al6  mw:175.905 fg:13 cnt:8950

----

16ZHA/WAN    Datum: EA=2.2(1) eV LPES p:8

Vertical Detachment Energy:2.600(35) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal6h2.zzf]

G3MP2B3    |161.1  |     |     | 1.959|       |206.2  |    |     

B3/6-311++G|207.8  |     |     | 2.033|       |254.5  |    |     

++++++++++++++++++++++++++++++++

CAl7H2-

CH2Al7  mw:202.887 fg:13 cnt:8951

----

16ZHA/WAN    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.24(035) eV.

++++++++++++++++++++++++++++++++

CAl8H2-

CH2Al8  mw:229.869 fg:13 cnt:8952

----

16ZHA/WAN    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.37(035) eV.

++++++++++++++++++++++++++++++++

CAl9H2-

CH2Al9  mw:256.850 fg:13 cnt:8953

----

16ZHA/WAN    Datum: EA=2.2(1) eV LPES p:8

Vertical Detachment Energy:2.47(035) eV.

++++++++++++++++++++++++++++++++

H2O..AsCS-

CH2AsOS  mw:136.905

Core ion CAS: Z-2230903-58-7 Solvent: 7732-18-5 fg:156 cnt:11395

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21YUA/CAO    Datum: EA=3.085(10) eV LPES p:8

DaffH(AH)=  9.9/0.3 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [scasw.zcf]

G3MP2B3    |-52.1  | 10.3|  3.5| 23.0|-57.6  |15.9   | 3.315

B3/6-311++G|-36.1  |  9.0|  2.3| 22.6|-54.2  |27.1   | 3.034

++++++++++++++++++++++++++++++++

H2O..AsCSe-

CH2AsOSe  mw:184.849

Core ion CAS: Z-2230903-77-0 Solvent: 7732-18-5 fg:258 cnt:11393

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21YUA/CAO    Datum: EA=3.085(10) eV LPES p:8

DaffH(AH)=  9.6/0.3 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [secasw.zcf]

G3MP2B3    |-40.3  |  9.9|  3.0| 23.4|-57.6  |27.3   | 3.312

B3/6-311++G|-27.6  |  8.8|  1.7| 23.8|-54.2  |35.4   | 3.063

++++++++++++++++++++++++++++++++

BrCH2-

CH2Br  mw:92.935 Anion CAS: Z-60291-30-7 fg:91 cnt:1101

HOF(A.)=  40.2/2.0  88HOL/LOS    | BDE(A-H)= 101.4/2.0 R-AH          

HOF(AH)=  -9.1/0.3  84BIC/MIN    |

DacidS=23.2/3.0 Stat |  S(A-)=55.9/3.0 Acid |  S(AH)=58.7/0.3  69STU/WES

----

10ROG/SIM    Datum: DacidH(AH)= 394.3/4.6 TIPP | HOF(A-)=19.5/4.6 Acid p:8

DacidG(AH)= 387.4/4.7 H-TS  EA(eV)= 0.898 DaffH(X..Y-)= 23.2/4.6 A-IN

----

97POU/NAS    Datum: DaffH= 21.1/1.6 CIDT p:8

----

92HIE/HEN    Datum: DacidH(AH)= 396.7/2.5 Endo p:8

HO- + MeBr: 6.0/2.3 kcal/mol endo. "Better than 85ING/NIB2" 2.0 kcal would not show barrier.

----

85ING/NIB2   Datum: DacidG= 385.8/3.0 IMRB p:7

DacidH(AH)= 392.7/3.1 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=1.94 eV SI   [44.7 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jbr.zaf]

CBS-QB3    |11.4   |391.9|384.0| 1.073|-14.8  |36.5   |26.6|103.4

G3MP2B3    |18.3   |394.1|386.2| 0.918|-8.7   |39.6   |26.7|100.3

G3MP2B3+   |17.2   |393.1|385.2| 0.951|-8.7   |39.5   |26.4|100.3

G4MP2      |18.6   |394.2|386.3| 0.903|-8.4   |39.6   |26.7|100.1

M062X/Def2T|20.5   |393.8|386.0| 0.831|-8.6   |39.8   |26.1|100.5

B3/6-311++G|17.0   |391.6|383.7| 0.948|-7.3   |39.2   |26.3|98.7 

++++++++++++++++++++++++++++++++

CH2O..Br-

CH2BrO  mw:108.929

Core ion CAS: Z-24959-67-9 Solvent: 50-00-0 fg:483 cnt:11300

HOF(solv)= -26.0/0.1 neut 94PED/   

----

21COR/HAA    Datum: EA=3.78(5) eV LPES p:8

DaffH(AH)=  9.6/1.2 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [jobr.zcf]

G3MP2B3    |-89.1  |  9.7|  5.2| 15.4|-26.9  |-52.5  | 4.211

G3MP2B3+   |-89.5  | 10.1|  6.2| 13.0|-26.9  |-52.5  | 4.233

M062X/Def2T|-86.3  | 12.2|  7.4| 16.1|-25.1  |-49.0  | 3.979

B3/6-311++G|-88.2  |  9.2|  5.3| 13.1|-22.8  |-56.1  | 4.105

++++++++++++++++++++++++++++++++

HCO2H..Br-

CH2BrO2  mw:124.924

Core ion CAS: Z-24959-67-9 Solvent: 64-18-6 fg:483 cnt:4887

HOF(solv)= -90.5/0.1 neut 94PED/   

----

99WAL/SUN    Datum: DaffH= 17.2/1.7 CIDT p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hco2hbr.zcf]

CBS-QB3    |-167.6 | 20.5| 14.0| 21.8|-91.9  |-55.2  

G3MP2B3    |-161.0 | 18.0| 11.5| 21.7|-90.5  |-52.5  

G3MP2B3+   |-161.1 | 18.0| 11.5| 21.8|-90.6  |-52.5  

G4MP2      |-159.8 | 17.5| 11.0| 21.9|-90.1  |-52.1  

M062X/Def2T|-160.2 | 20.5| 14.1| 21.6|-90.7  |-49.0  

B3/6-311++G|-157.4 | 17.8| 11.3| 21.8|-83.4  |-56.1  

++++++++++++++++++++++++++++++++

HOCO2H..Br-

CH2BrO3  mw:140.919

Core ion CAS: Z-24959-67-9 Solvent: 463-79-6 fg:483 cnt:11064

HOF(solv)=-147.0/1.0 Est3 71CHO/JON

----

20ZHA/CAO2   Datum: EA=4.52(5) eV LPES p:8

DaffH(AH)=  26.7/1.2 dEA

Vertical Detachment Energy:4.61(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2co3br.zcf]

CBS-QB3    |-236.1 | 32.4| 25.3| 23.9|-148.4 |-55.2  | 5.182

G3MP2B3    |-228.8 | 30.3| 23.2| 24.0|-146.0 |-52.5  | 5.151

G3MP2B3+   |-228.9 | 30.3| 23.1| 24.2|-146.0 |-52.5  | 5.111

G4MP2      |-227.4 | 29.8| 22.6| 24.1|-145.5 |-52.1  | 5.058

M062X/Def2T|-230.3 | 33.0| 25.8| 24.0|-148.3 |-49.0  | 5.004

B3/6-311++G|-218.7 | 28.4| 21.6| 22.9|-134.2 |-56.1  | 5.171

++++++++++++++++++++++++++++++++

ClCH2-

CH2Cl  mw:48.985 Anion CAS: Z-60291-29-4 fg:90 cnt:1080

HOF(A.)=  27.7/2.0  88HOL/LOS    | BDE(A-H)= 99.4/2.0 R-AH           

HOF(AH)= -19.6/0.1  94PED/       |

DacidS=23.2/2.0 Stat |  S(A-)=53.3/2.0 Acid |  S(AH)=56.1/0.3  69STU/WES

----

85ING/NIB2   Datum: DacidG= 389.1/3.0 IMRE | HOF(A-)=10.8/3.1 Acid p:9

DacidH(AH)= 396.0/3.1 G+TS EA(ev)= 0.735 DaffH(X..Y-)= 82.7/3.1 A-IN

----

10ROG/SIM    Datum: DacidH(AH)= 396.6/4.6 TIPP p:8

----

92HIE/HEN    Datum: DacidH(AH)= 399.6/2.5 Endo p:8

HO- + ClCH3: 8.8/2.3 kcal/mol endo.

----

97POU/NAS    Datum: DacidH(AH)= 400.0/2.0 IMRB p:7

----

97POU/NAS    Datum: DaffH= 23.1/2.9 CIDT p:6

----

85HEN/HIE    Datum: DacidG= 392.2/4.0 IMRB p:6

DacidH(AH)= 399.1/4.0 G+TS

HO- + MeCl: 0.38(10) eV endo.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcl.zaf]

W1U        |11.0   |397.9|390.1| 0.659|-21.1  |26.3   |26.4|99.6 

CBS-QB3    |11.1   |397.8|389.9| 0.676|-20.9  |26.9   |26.4|99.9 

G3MP2B3    |11.5   |398.2|389.6| 0.688|-19.5  |27.6   |28.9|99.2 

G3MP2B3+   |10.7   |397.4|389.5| 0.723|-19.5  |27.6   |26.5|99.2 

G4MP2      |11.4   |398.5|390.6| 0.657|-19.9  |26.9   |26.5|98.9 

M062X/Def2T|15.1   |399.5|391.7| 0.512|-19.7  |27.1   |26.1|99.0 

B3/6-311++G|13.5   |395.8|387.9| 0.739|-15.1  |30.7   |26.5|97.9 

++++++++++++++++++++++++++++++++

CH2O..Cl-

CH2ClO  mw:64.980

Core ion CAS: Z-16887-00-6 Solvent: 50-00-0 fg:482 cnt:11299

HOF(solv)= -26.0/0.1 neut 94PED/   

----

21COR/HAA    Datum: EA=4.14(5) eV LPES p:8

DaffH(AH)=  12.1/1.2 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [jocl.zcf]

W1U        |-93.5  | 11.2|  5.6| 18.6|-26.7  |-55.5  | 3.816

G3MP2B3    |-93.5  | 10.5|  4.9| 18.7|-26.9  |-56.1  | 3.876

G3MP2B3+   |-93.9  | 10.8|  6.3| 15.2|-26.9  |-56.1  | 3.901

M062X/Def2T|-88.0  | 14.4|  9.0| 18.0|-25.1  |-48.4  | 3.519

B3/6-311++G|-90.5  | -0.1|  6.3| 15.3|-22.8  |-56.9  | 3.839

++++++++++++++++++++++++++++++++

HCO2H..Cl-

CH2ClO2  mw:80.975

Core ion CAS: Z-16887-00-6 Solvent: 64-18-6 fg:482 cnt:1373

HOF(solv)= -90.5/0.1 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 20.1/2.0 TDAs | HOF(A-)=-117.9/2.0 AfIN p:8

DaffH(X..Y-)= 27.4/2.0 TDAs

----

99WAL/SUN    Datum: DaffH= 27.7/2.1 CIDT p:7

----

84LAR/MCM2   Datum: DaffG= 18.4/2.0 IMRE p:6

DaffH(X..Y-)= 25.6/2.0 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

71YAM/KEB    Datum: DaffG= 25.4/2.0 TDAs p:2

DaffH(X..Y-)= 37.2/2.0 TDAs

In serious disagreement with other's values. Source of error not obvious.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hco2hcl.zcf]

W1U        |-174.5 | 27.5| 20.6| 23.2|-91.5  |-55.5  

CBS-QB3    |-176.0 | 27.3| 20.5| 22.9|-91.9  |-56.7  

G3MP2B3    |-173.4 | 26.8| 19.9| 22.9|-90.5  |-56.1  

G3MP2B3+   |-173.5 | 26.7| 19.9| 22.7|-90.6  |-56.1  

G4MP2      |-172.1 | 27.0| 20.1| 23.2|-90.1  |-55.0  

M062X/Def2T|-170.7 | 31.5| 24.6| 23.2|-90.7  |-48.4  

B3/6-311++G|-166.5 | 15.2| 19.4| 22.7|-83.4  |-56.9  

++++++++++++++++++++++++++++++++

HOCO2H..Cl-

CH2ClO3  mw:96.970

Core ion CAS: Z-16887-00-6 Solvent: 463-79-6 fg:482 cnt:11063

HOF(solv)=-147.0/1.0 Est3 71CHO/JON

----

20ZHA/CAO2   Datum: EA=4.96(5) eV LPES p:8

DaffH(AH)=  31.0/1.2 dEA

Vertical Detachment Energy:5.1(1) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2co3cl.zcf]

CBS-QB3    |-240.9 | 35.7| 28.4| 24.8|-148.4 |-56.7  | 5.970

G3MP2B3    |-237.2 | 35.0| 27.7| 24.6|-146.0 |-56.1  | 5.787

G3MP2B3+   |-237.2 | 35.0| 27.7| 24.6|-146.0 |-56.1  | 5.671

G4MP2      |-235.9 | 35.4| 28.0| 24.9|-145.5 |-55.0  | 5.814

M062X/Def2T|-237.0 | 40.3| 32.9| 24.6|-148.3 |-48.4  | 5.429

B3/6-311++G|-224.4 | 22.4| 26.4| 23.2|-134.2 |-56.9  | 5.447

++++++++++++++++++++++++++++++++

CH2Cl2..Cl-

CH2Cl3  mw:118.923 Anion CAS: Z-52881-47-7 fg:482 cnt:1166

HOF(solv)= -22.8/0.3 neut 94PED/   

----

84LAR/MCM2   Datum: DaffG= 9.2/2.0 IMRE | HOF(A-)=-38.6/2.0 AfIN p:8

DaffH(X..Y-)= 15.8/2.0 G+TS

----

01HIR/MIZ    Datum: DaffG= 8.8/2.8 TDAs p:7

DaffH(X..Y-)= 14.8/0.2 TDAs

----

74DOU/DAL    Datum: DaffG= 8.9/0.6 TDEq p:6

DaffH(X..Y-)= 15.5/0.3 TDEq

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [jcl3.zcf]

W1U        |-94.3  | 14.2|  8.4| 19.5|-24.5  |-55.5  

CBS-QB3    |-96.2  | 14.2|  8.3| 19.9|-25.3  |-56.7  

G3MP2B3    |-92.5  | 13.8|  7.9| 19.7|-22.6  |-56.1  

G3MP2B3+   |-92.4  | 13.6|  7.9| 19.4|-22.6  |-56.1  

G4MP2      |-91.8  | 13.6|  7.7| 19.7|-23.3  |-55.0  

M062X/Def2T|-88.7  | 16.2| 11.1| 17.2|-24.0  |-48.4  

B3/6-311++G|-82.8  |  2.4|  7.5| 19.4|-12.6  |-56.9  

++++++++++++++++++++++++++++++++

Cl3SiCH2-

CH2Cl3Si  mw:146.900 Anion CAS: N-19469-05-7 fg:92 cnt:9931

HOF(AH)= -137.5/3.0 Est5         |
###### the following are "below the line": evaluated as not accurate ####

----

68JAG/HEN    Datum: DacidH(AH)= 357.4/4.6 EIAE p:4

Composite computational methods(18BAR/) indicate a .DELTA.acidH of ca. 366 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsicl3.zaf]

W1U        |-140.6 |365.9|357.9| 2.214|-140.7 |-89.6  |26.8|103.2

CBS-QB3    |-142.5 |365.6|357.6|      |-142.4 |       |26.9|     

G3MP2B3    |-138.0 |365.6|357.7| 2.264|-136.4 |-85.7  |26.6|102.8

G3MP2B3+   |-138.2 |365.4|357.4| 2.276|-136.5 |-85.7  |26.8|102.8

G4MP2      |-138.8 |366.0|358.1| 2.161|-137.7 |-88.9  |26.6|100.8

M062X/Def2T|-138.7 |365.4|357.4| 2.143|-139.3 |-89.3  |26.5|102.1

B3/6-311++G|-109.0 |362.3|354.3| 2.328|-104.0 |-55.3  |26.8|100.8

++++++++++++++++++++++++++++++++

FCH2-

CH2F  mw:33.015 Anion CAS: Z-60291-31-8 fg:92 cnt:2361

HOF(A.)=  -6.9/2.2 D+AH          | BDE(A-H)= 101.2/1.0  83PIC/ROD    

HOF(AH)= -56.0/2.0  76BEN/       |

DacidS=28.2/1.0 Stat |  S(A-)=55.5/1.0 Acid |  S(AH)=53.3/0.3  69STU/WES

----

90GRA/SQU    Datum: DacidH(AH)= 409.0/4.0 CIDT | HOF(A-)=-12.7/4.5 Acid p:7

DacidG(AH)= 400.6/4.0 H-TS  EA(eV)= 0.252
###### the following are "below the line": evaluated as not accurate ####

----

10ROG/SIM    Datum: DacidH(AH)= 419.7/4.6 TIPP p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jf.zaf]

W1U        |-12.8  |410.7|402.3| 0.191|-57.6  |-8.3   |28.1|101.4

CBS-QB3    |-11.9  |411.4|403.1| 0.175|-57.5  |-7.8   |28.0|101.8

G3MP2B3    |-12.3  |411.3|402.9| 0.197|-56.4  |-7.7   |28.1|100.8

G3MP2B3+   |-12.5  |411.2|402.8| 0.202|-56.5  |-7.8   |28.1|100.8

G4MP2      |-12.7  |410.7|402.3| 0.216|-56.2  |-7.7   |28.1|100.6

M062X/Def2T|-6.8   |413.7|405.4|-0.047|-55.9  |-7.8   |27.9|100.1

B3/6-311++G|-12.5  |407.9|399.5| 0.277|-53.2  |-6.1   |28.1|99.1 

++++++++++++++++++++++++++++++++

HCO2H..F-

CH2FO2  mw:65.004

Core ion CAS: Z-16984-48-8 Solvent: 64-18-6 fg:481 cnt:1025

HOF(solv)= -90.5/0.1 neut 94PED/   
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 38.1/2.0 IMRE | HOF(A-)=-195.3/2.1 AfIN p:4

DaffH(X..Y-)= 45.3/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 46-48 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hco2hf.zcf]

W1U        |-204.6 | 52.9| 46.2| 22.7|-91.5  |-60.1  

CBS-QB3    |-205.7 | 54.7| 48.0| 22.7|-91.9  |-59.0  

G3MP2B3    |-203.6 | 53.0| 46.3| 22.4|-90.5  |-60.1  

G3MP2B3+   |-203.9 | 53.2| 46.4| 22.7|-90.6  |-60.1  

G4MP2      |-203.4 | 51.3| 44.6| 22.3|-90.1  |-62.0  

M062X/Def2T|-200.2 | 63.5| 56.8| 22.7|-90.7  |-45.9  

B3/6-311++G|-198.6 | 43.3| 46.9| 22.7|-83.4  |-61.5  

++++++++++++++++++++++++++++++++

HOCO2-..HF

CH2FO3  mw:80.999

Core ion CAS: Z-71-52-3 Solvent: 7664-39-3 fg:481 cnt:11062

HOF(solv)= -65.2/0.2 neut 98JANAF  

----

20ZHA/CAO2   Datum: EA=4.72(5) eV LPES p:8

DaffH(AH)=  24.0/1.2 dEA

Vertical Detachment Energy:6.24(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2co3f.zcf]

CBS-QB3    |-269.8 | 27.5| 17.8| 32.6|-66.1  |-176.3 | 4.700

G3MP2B3    |-266.3 | 26.7| 16.9| 32.9|-65.5  |-174.1 | 4.653

G3MP2B3+   |-266.3 | 26.6| 16.8| 32.9|-65.5  |-174.2 | 4.633

G4MP2      |-265.5 | 26.3| 16.6| 32.6|-65.6  |-173.6 | 4.579

B3/6-311++G|-256.2 | 28.4| 18.6| 32.9|-62.1  |-165.6 | 4.565

++++++++++++++++++++++++++++++++

H2O..CF3O-

CH2F3O2  mw:103.001

Core ion CAS: Z-57178-38-8 Solvent: 7732-18-5 fg:232 cnt:5099

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00AME/VAN    Datum: DaffG= 6.8/1.0 kfkr p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qow.zcf]

CBS-QB3    |-330.5 | 13.8|  5.5| 27.9|-58.2  |-258.5 

G3MP2B3    |-326.0 | 13.2|  5.1| 27.4|-57.6  |-255.2 

G3MP2B3+   |-326.4 | 13.6|  6.1| 25.2|-57.6  |-255.2 

G4MP2      |-324.9 | 12.7|  4.4| 27.9|-57.5  |-254.7 

M062X/Def2T|-326.3 | 15.0|  6.3| 29.1|-53.6  |-257.7 

B3/6-311++G|-311.7 | 12.8|  5.0| 26.0|-54.2  |-244.8 

++++++++++++++++++++++++++++++++

H2O..CF3SO3-

CH2F3O4S  mw:166.963

Core ion CAS: Z-37181-39-8 Solvent: 7732-18-5 fg:240 cnt:3216

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.6/0.3 IMRE | HOF(A-)=-414.0/4.6 AfIN p:8

DaffH(X..Y-)= 11.6/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tfow.zcf]

G3MP2B3    |-402.3 | 11.7|  3.6| 27.0|-57.6  |-333.0 

G4MP2      |-404.3 | 10.9|  2.7| 27.6|-57.5  |-335.8 

M062X/Def2T|-400.4 | 12.8|  4.4| 28.3|-53.6  |-333.9 

B3/6-311++G|-329.3 | 11.1|  2.9| 27.7|-54.2  |-264.0 

++++++++++++++++++++++++++++++++

F3SiCH2-

CH2F3Si  mw:98.988 Anion CAS: Z-123324-75-4 fg:92 cnt:2009

HOF(AH)= -307.0/3.0 Est5         |

DacidS=26.8/2.0 Stat |  S(A-)=76.0/2.2 Acid |  S(AH)=75.2/1.0 GpAd 93SP

----

88CAM/MAR    Datum: DacidG= 363.7/4.5 IMRB | HOF(A-)=-301.0/5.4 Acid p:7

DacidH(AH)= 371.7/4.5 G+TS

Between HF and acetone. The acid .DELTA.fH in 98JANAF is more positive by 14 kcal/mol than the trend of composite computational methodds(18BAR/) and is thus deprecated.

----

90ALL/MCM    Datum: DacidG= 360.5/3.8 IMRB p:6

DacidH(AH)= 368.5/3.9 G+TS

Between acetone and acetaldehyde. In conflict with 88CAM/MAR.

----

90ALL/MCM    Datum: DaffH= 46.0/2.0 IMRB p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsif3.zaf]

W1U        |-301.4 |374.0|366.2| 1.869|-309.6 |-258.3 |26.0|103.4

CBS-QB3    |-299.8 |373.7|366.1|      |-307.8 |       |25.4|     

G3MP2B3    |-297.8 |373.5|365.9| 1.923|-304.0 |-253.3 |25.4|102.8

G3MP2B3+   |-297.2 |373.6|365.8| 1.923|-303.6 |-252.8 |26.0|102.9

G4MP2      |-299.5 |373.7|366.1| 1.824|-306.0 |-257.3 |25.4|100.8

M062X/Def2T|-297.4 |373.2|365.4| 1.811|-305.9 |-255.7 |26.1|102.4

B3/6-311++G|-264.7 |368.7|361.0| 2.076|-266.1 |-216.8 |25.9|101.5

++++++++++++++++++++++++++++++++

ICH2-

CH2I  mw:140.921 Anion CAS: Z-157001-13-3 fg:91 cnt:1102

HOF(A.)=  55.0/1.0  88HOL/LOS    | BDE(A-H)= 103.7/1.1 R-AH          

HOF(AH)=   3.4/0.3  94PED/       |

DacidS=23.2/3.0 Stat |  S(A-)=57.8/3.0 Acid |  S(AH)=60.6/0.3  69STU/WES

----

85ING/NIB2   Datum: DacidG= 379.4/4.8 IMRB | HOF(A-)=24.1/4.9 Acid p:7

DacidH(AH)= 386.3/4.9 G+TS DaffH(X..Y-)= 24.4/4.9 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ji.za0]

M062X/Def2T|29.7   |389.0|381.2| 1.068|5.4    |54.5   |26.2|101.2

++++++++++++++++++++++++++++++++

CH2O..I-

CH2IO  mw:156.916

Core ion CAS: Z-20461-54-5 Solvent: 50-00-0 fg:484 cnt:11301

HOF(solv)= -26.0/0.1 neut 94PED/   

----

21COR/HAA    Datum: EA=3.47(5) eV LPES p:8

DaffH(AH)=  9.5/1.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HCO2H..I-

CH2IO2  mw:172.910

Core ion CAS: Z-20461-54-5 Solvent: 64-18-6 fg:484 cnt:1469

HOF(solv)= -90.5/0.1 neut 94PED/   

----

84CAL/KEB    Datum: DaffG= 12.7/1.0 TDAs | HOF(A-)=-154.4/1.0 AfIN p:8

DaffH(X..Y-)= 18.9/1.0 TDAs

----

99WAL/SUN    Datum: DaffH= 12.9/2.1 CIDT p:7

Authors suggest real value somewhere between this and 84CAL/KEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hco2hi.zc0]

M062X/Def2T|-149.7 | 15.3|  9.1| 20.8|-90.7  |-43.7  

++++++++++++++++++++++++++++++++

HOCO2H..I-

CH2IO3  mw:188.905

Core ion CAS: Z-20461-54-5 Solvent: 463-79-6 fg:484 cnt:11065

HOF(solv)=-147.0/1.0 Est3 71CHO/JON

----

20ZHA/CAO2   Datum: EA=3.99(5) eV LPES p:8

DaffH(AH)=  21.5/1.2 dEA

Vertical Detachment Energy:4.10(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [jio3.za0]

M062X/Def2T|23.7   |     |     |     |       |       | 3.653

++++++++++++++++++++++++++++++++

CH2=N-

CH2N  mw:28.019 Anion CAS: Z-28892-56-0 fg:52 cnt:1603

HOF(A.)=  55.4/6.6 D+AH          | BDE(A-H)= 94.5/4.5 D-EA           

HOF(AH)=  21.0/4.0  92HOL/LOS    |

DacidS=24.6/1.0 Stat |  S(A-)=38.5/1.4 Acid |  S(AH)=39.9/1.0 GpAd 93SP

----

91COW/TRA    Datum: EA=0.511(8) eV LPES p:9

----

85KAS/DEP    Datum: DacidG= 381.0/5.0 IMRB | HOF(A-)=43.6/6.5 Acid p:6

DacidH(AH)= 388.3/5.0 G+TS DaffH(X..Y-)= 22.6/6.5 A-IN

----

85KAS/DEP    Datum: EA=0.51(7) eV IMRB p:6

Electron affinity: between O2 and cyclooctatetraene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2cn.zaf]

W1U        |45.6   |390.7|383.5| 0.483|20.8   |56.8   |23.9|88.1 

CBS-QB3    |45.6   |389.9|382.8| 0.498|21.4   |57.1   |24.0|87.8 

G3MP2B3    |43.9   |390.2|383.0| 0.544|20.9   |56.5   |23.9|87.6 

G3MP2B3+   |43.7   |390.0|382.9| 0.553|20.8   |56.4   |23.9|87.7 

G4MP2      |43.5   |390.0|382.9| 0.561|20.7   |56.5   |23.9|87.9 

M062X/Def2T|50.3   |391.8|384.7| 0.354|23.1   |58.4   |23.9|87.4 

B3/6-311++G|41.0   |386.5|379.4| 0.594|21.8   |54.8   |23.9|85.1 

++++++++++++++++++++++++++++++++

CD2=N-

CD2N  mw:30.032 Anion CAS: Z-133792-86-6 fg:52 cnt:5676

----

91COW/TRA    Datum: EA=0.498(11) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [d2cn.zaf]

W1U        |42.8   |393.5|386.5| 0.462|15.1   |53.5   |23.5|90.4 

CBS-QB3    |43.8   |392.9|385.9| 0.473|17.0   |54.7   |23.6|89.8 

G3MP2B3    |41.1   |393.9|385.5| 0.524|15.4   |53.3   |28.0|90.8 

G4MP2      |41.5   |392.8|385.8| 0.541|16.4   |54.0   |23.5|89.8 

M062X/Def2T|48.4   |394.3|387.3| 0.338|19.3   |56.3   |23.5|89.5 

B3/6-311++G|55.8   |388.1|381.1| 0.504|401.6  |67.4   |23.5|84.6 

++++++++++++++++++++++++++++++++

H2O..NaSCN-

CH2NNaOS  mw:98.976

Core ion CAS: N-540-72-7 Solvent: 7732-18-5 fg:21 cnt:11185

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20GON/WAN    Datum: EA=0.60(5) eV LPES p:8

Vertical Detachment Energy:0.71(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nancsw.zcf]

W1U        |-77.0  |  7.8|  2.4| 18.1|-58.5  |-10.7  

CBS-QB3    |-79.8  |  8.0|  2.3| 19.2|-58.2  |-13.6  

G3MP2B3    |-81.3  |  7.7|  1.6| 20.4|-57.6  |-15.9  

G3MP2B3+   |-81.1  |  7.5|  2.1| 18.3|-57.6  |-16.0  

G4MP2      |-81.7  |  8.4|  2.7| 19.2|-57.5  |-15.7  

B3/6-311++G|-66.5  |  7.2|  1.7| 18.3|-54.2  |-5.2   

++++++++++++++++++++++++++++++++

CH2=NO-

CH2NO  mw:44.014 Anion CAS: Z-129976-18-7 fg:39 cnt:919

HOF(A.)=  36.1/2.0 D+AH          | BDE(A-H)= 83.4/2.0  04PRA/BLA     

HOF(AH)=   4.0/3.0 Est3 90STE/CHI|

DacidS=23.2/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

72DID/FRA #  Datum: HOF(A-)=<13.5 EIAE p:4

DacidH(AH)=<374.4/0.3 A-AH

From MeNO2. Reworked with modern thermochemistry. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of +3 kcal/mol, and a .Delta.acidH of ca. 365 kcal/mol. Acid taken as CH2=NOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jno-ox.zaf]

G3MP2B3    |2.4    |365.0|357.6| 1.524|4.6    |37.6   |25.1|85.1 

++++++++++++++++++++++++++++++++

HN=CHO-

CH2NO  mw:44.014 Anion CAS: Z-67131-48-0 fg:48 cnt:1238

HOF(AH)= -44.5/0.1  69BEN/CRU    |

DacidS=23.5/2.0 Stat |  S(A-)=55.7/2.2 Acid |  S(AH)=58.2/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 352.8/2.0 IMRE | HOF(A-)=-50.4/2.1 Acid p:9

DacidH(AH)= 359.8/2.1 G+TS DaffH(X..Y-)= 58.1/2.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hconhz.zaf]

W1U        |-50.6  |361.4|354.5| 2.881|-46.1  |16.0   |23.1|114.3

G3MP2B3    |-50.8  |361.0|354.6| 3.013|-44.6  |19.0   |21.3|115.7

G3MP2B3+   |-51.0  |360.8|353.9| 3.017|-44.6  |18.9   |23.3|115.6

G4MP2      |-50.9  |360.8|354.0| 2.984|-44.5  |18.3   |22.6|114.9

M062X/Def2T|-46.8  |363.0|356.1| 2.754|-45.1  |17.0   |23.1|114.2

B3/6-311++G|-50.5  |360.2|353.3| 2.989|-43.4  |18.8   |23.3|114.3

++++++++++++++++++++++++++++++++

H2O..CN-

CH2NO  mw:44.014

Core ion CAS: Z-57-12-5 Solvent: 7732-18-5 fg:485 cnt:1414

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

09WAN/WER    Datum: EA=4.30(5) eV LPES p:9

DaffH(AH)=  10.1/1.2 dEA

At 12K, thought to be the HOH.bullet..bullet.CN- structure. Vertical Detachment Energy:4.54(5) eV.

----

09WAN/WER    Datum: EA=4.05(5) eV LPES p:9

DaffH(AH)=  4.3/1.2 dEA

At 300 K, likely the HOH.bullet..bullet..bullet.NC- structure. Vertical Detachment Energy:4.29(5) eV.

----

88LAR/SZU    Datum: DaffG= 7.3/0.2 TDAs | HOF(A-)=-53.8/2.1 AfIN p:9

DaffH(X..Y-)= 12.7/0.8 TDAs

----

88MEO/   2   Datum: DaffG= 8.7/1.0 TDAs p:7

DaffH(X..Y-)= 14.6/1.0 TDAs

----

88MEO/       Datum: DaffG= 8.7/1.0 TDAs p:6

DaffH(X..Y-)= 14.6/1.0 TDAs

----

71PAY/YAM    Datum: DaffG= 7.9 TDAs p:6

DaffH(X..Y-)= 13.8 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wnc.zcf]

W1U        |-56.9  | 14.7|  7.8| 23.0|-58.5  |16.3   | 4.510

CBS-QB3    |-56.3  | 14.6|  7.8| 23.0|-58.2  |16.5   | 4.498

G3MP2B3    |-57.4  | 14.3|  7.4| 23.0|-57.6  |14.5   | 4.471

G3MP2B3+   |-57.5  | 14.3|  7.5| 23.1|-57.6  |14.5   |      

G4MP2      |-57.6  | 14.1|  7.1| 23.4|-57.5  |14.1   | 4.505

M062X/Def2T|-51.5  | 16.2|  9.0| 24.4|-53.6  |18.4   | 4.549

B3/6-311++G|-53.2  | 15.2|  8.3| 23.2|-54.2  |16.2   |      

++++++++++++++++++++++++++++++++

H2O..NCSe-

CH2NOSe  mw:123.931

Core ion CAS: Z-5749-48-4 Solvent: 7732-18-5 fg:257 cnt:11391

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21YUA/CAO    Datum: EA=3.700(10) eV LPES p:8

DaffH(AH)=  8.5/0.3 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [secnw.zcf]

G3MP2B3    |-75.6  | 11.0|  4.2| 22.7|-57.6  |-7.0   | 3.783

B3/6-311++G|-68.9  | 11.5|  3.8| 25.9|-54.2  |-3.2   | 3.825

++++++++++++++++++++++++++++++++

CH2=NO2-

CH2NO2  mw:60.009 Anion CAS: Z-18137-96-7 fg:70 cnt:773

HOF(A.)=  31.5/5.0 D+AH          | BDE(A-H)= 99.9/3.6 D-EA           

HOF(AH)= -17.8/0.1  94PED/       |

DacidS=22.4/3.0 Stat |  S(A-)=62.2/3.2 Acid |  S(AH)=65.8/1.0  82WAG/EVA

----

91MET/CYR    Datum: EA=2.475(10) eV LPES p:9

DacidG(AH)= 349.7/2.4 H-TS| DacidH(AH)= 356.4/2.2 D-EA

----

79BAR/SCO #  Datum: DacidG= 349.7/2.0 IMRE | HOF(A-)=-27.1/2.2 Acid p:9

DacidH(AH)= 356.4/2.2 G+TS

----

78CUM/KEB    Datum: DacidG= 350.7/2.0 IMRE p:8

DacidH(AH)= 357.4/2.2 G+TS

----

78MAC/BOH    Datum: DacidG= 350.7/2.0 IMRE p:6

DacidH(AH)= 357.4/2.2 G+TS

----

78MAC/BOH    Datum: EA=< 2.4(2) eV IMRB [2.36 eV] p:6

Electron affinity: < NO2.
###### the following are "below the line": evaluated as not accurate ####

----

72DID/FRA #  Datum: DacidH(AH)= 359.7/4.6 EIAE p:4

Reworked with modern thermochemistry.

----

69TSU/YOK    Datum: HOF(A-)=20.0 EIAE;EA(eV)=0.500 p:2

DacidH(AH)= 403.6 EIAE

From CH3NO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jno2.zaf]

W1U        |-26.6  |357.5|351.7| 2.492|-18.3  |31.1   |19.5|101.5

W1U        |-26.6  |357.5|352.1| 2.491|-18.3  |31.1   |18.2|101.5

CBS-QB3    |-28.8  |357.0|350.8| 2.502|-20.0  |29.2   |20.8|101.3

G3MP2B3    |-26.1  |358.2|352.3| 2.516|-17.1  |32.0   |19.7|101.2

G3MP2B3    |-26.1  |358.2|351.6| 2.515|-17.1  |32.0   |22.2|101.2

G3MP2B3+   |-26.2  |358.2|352.3| 2.516|-17.2  |32.1   |19.8|101.3

G4MP2      |-26.5  |357.8|352.4| 2.481|-17.2  |30.9   |18.3|100.2

M062X/Def2T|-23.9  |356.2|350.2| 2.449|-15.4  |32.9   |20.1|100.4

B3/6-311++G|-25.5  |353.5|347.9| 2.596|-11.7  |34.6   |19.0|98.5 

++++++++++++++++++++++++++++++++

ONCH2O-

CH2NO2  mw:60.009 Anion CAS: Z-78204-39-4 fg:32 cnt:2426

HOF(AH)= -14.0/4.0 Est3          |

DacidS=22.3/2.0 Stat | 

----

90THO/BLO    Datum: DacidG= 361.0/2.0 IMRB p:5

DacidH(AH)= 367.7/2.1 G+TS

Between PhCH2OH, acetoxime. Composite computational methods(18BAR/) indicate an acidity ca. 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [onjo.zaf]

W1U        |-28.2  |357.9|351.3| 0.947|-20.3  |-4.6   |22.1|67.8 

CBS-QB3    |-30.1  |356.9|350.1| 0.944|-21.2  |-6.6   |22.5|66.7 

G3MP2B3    |-28.3  |358.2|351.5| 0.924|-19.3  |-5.3   |22.5|66.1 

G3MP2B3+   |-28.6  |358.0|351.2| 0.923|-19.4  |-5.4   |22.7|66.0 

G4MP2      |-28.5  |358.2|351.6| 0.880|-19.6  |-6.5   |22.3|65.1 

M062X/Def2T|-24.2  |358.6|351.9| 0.865|-18.1  |-2.8   |22.5|67.4 

B3/6-311++G|-27.3  |351.0|344.3| 1.136|-11.0  |0.8    |22.7|63.9 

++++++++++++++++++++++++++++++++

HCO2H..NO3-

CH2NO5  mw:107.994

Core ion CAS: Z-14797-55-8 Solvent: 64-18-6 fg:489 cnt:4458

HOF(solv)= -90.5/0.1 neut 94PED/   

----

98VII/REI    Datum: DaffG= 11.4/0.2 IMRE | HOF(A-)=-163.3/0.4 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hco2hno3.zcf]

CBS-QB3    |-189.7 | 20.2| 11.9| 27.9|-91.9  |-77.5  

G3MP2B3    |-183.3 | 20.0| 12.0| 26.7|-90.5  |-72.8  

G3MP2B3+   |-183.4 | 19.7| 11.9| 26.3|-90.6  |-73.0  

G4MP2      |-182.8 | 19.4| 11.3| 27.2|-90.1  |-73.2  

M062X/Def2T|-184.6 | 22.1| 13.8| 27.7|-90.7  |-71.8  

B3/6-311++G|-175.1 | 19.5| 11.7| 26.3|-83.4  |-72.1  

++++++++++++++++++++++++++++++++

CH2=NS-

CH2NS  mw:59.991 Anion CAS: Z-96761-35-2 fg:56 cnt:1608

DacidS=23.0/2.0 Stat | 

----

85KAS/DEP #  Datum: DacidG= 343.2/3.6 IMRB p:6

DacidH(AH)= 350.1/3.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jns.zaf]

W1U        |16.9   |347.6|340.4| 1.828|35.2   |59.2   |24.3|76.1 

CBS-QB3    |16.0   |346.9|339.7| 1.822|34.9   |58.1   |24.2|75.4 

G3MP2B3    |15.7   |347.6|340.5| 1.904|35.3   |59.7   |24.0|76.5 

G3MP2B3+   |15.5   |347.5|340.4| 1.910|35.2   |59.6   |24.0|76.6 

G4MP2      |15.9   |348.4|341.2| 1.869|34.7   |59.1   |24.1|76.5 

M062X/Def2T|20.2   |349.2|342.0| 1.599|35.7   |57.2   |24.2|73.6 

B3/6-311++G|20.2   |344.4|337.3| 1.790|43.0   |61.6   |23.9|70.7 

++++++++++++++++++++++++++++++++

HCN..HS-

CH2NS  mw:59.991

Core ion CAS: Z-15035-72-0 Solvent: 74-90-8 fg:203 cnt:2079

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/       Datum: DaffG= 15.0/1.0 IMRE | HOF(A-)=-8.7/1.5 AfIN p:8

DaffH(X..Y-)= 21.0/1.2 G+TS

See also H2S.bullet..bullet.CN-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hcnhs.zcf]

W1U        |-10.0  | 20.6| 14.1| 21.9|31.1   |-20.4  

CBS-QB3    |-9.9   | 20.5| 14.0| 21.8|31.7   |-21.1  

G3MP2B3    |-11.1  | 20.3| 13.7| 22.0|30.5   |-21.3  

G3MP2B3+   |-11.2  | 20.3| 13.9| 21.6|30.5   |-21.3  

G4MP2      |-10.1  | 20.8| 14.1| 22.5|30.7   |-20.0  

M062X/Def2T|-4.6   | 24.6| 17.8| 22.7|32.4   |-12.5  

B3/6-311++G|-5.9   | 20.3| 13.9| 21.5|33.8   |-19.4  

++++++++++++++++++++++++++++++++

H2S..CN-

CH2NS  mw:59.991

Core ion CAS: Z-57-12-5 Solvent: 7783-06-4 fg:485 cnt:1700

HOF(solv)=  -4.9/0.1 neut 89GUR/VEY

----

88MEO/       Datum: DaffG= 12.9/1.0 TDEq | HOF(A-)=-7.1/2.2 AfIN p:8

DaffH(X..Y-)= 18.9/1.0 TDEq

----

87LAR/MCM    Datum: DaffG= 12.4/2.3 IMRE p:8

DaffH(X..Y-)= 19.8/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2scn.zcf]

W1U        |-10.0  | 20.4| 12.8| 25.5|-5.9   |16.3   

CBS-QB3    |-9.9   | 20.3| 12.7| 25.5|-6.1   |16.5   

G3MP2B3    |-11.1  | 19.9| 12.3| 25.5|-5.6   |14.5   

G3MP2B3+   |-11.2  | 20.0| 12.5| 25.1|-5.6   |14.5   

G4MP2      |-10.1  | 18.4| 10.6| 26.1|-5.8   |14.1   

M062X/Def2T|-4.6   | 19.4| 11.5| 26.3|-3.6   |18.4   

B3/6-311++G|-5.9   | 20.6| 13.1| 25.0|-1.5   |16.2   

++++++++++++++++++++++++++++++++

HPd.CO2H-

CH2O2Pd  mw:151.910 fg:24 cnt:11346

----

21LIU/ZHU    Datum: EA=3.40(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2O..COS-.

CH2O2S  mw:77.978

Core ion CAS: Z-037237-63-1 Solvent: 7732-18-5 fg:302 cnt:5814

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02SUR/SAN    Datum: EA=2.07(7) eV LPES p:8

DaffH(AH)=  39.7/4.9 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2O..CO2-.

CH2O3  mw:62.001

Core ion CAS: Z-014485-07-5 Solvent: 7732-18-5 fg:100 cnt:11768

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03TSU/NAG    Datum: EA=2(2) eV LPES [1.96(2) eV] p:8

The stated EA is the Vertical Detachment Energy.

----

99TSU/SAE    Datum: EA=1.96(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is CO2-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wco2.zcf]

G3MP2B3    |-153.8 | 15.1|  6.4| 29.3|-57.6  |-81.1  |-0.063

++++++++++++++++++++++++++++++++

CH2=O..O2-.

CH2O3  mw:62.001

Core ion CAS: Z-11062-77-4 Solvent: 50-00-0 fg:491 cnt:9279

HOF(solv)= -26.0/0.1 neut 94PED/   

----

17PAT/MAN    Datum: EA=2.10(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2O..CO3-.

CH2O4  mw:77.996

Core ion CAS: Z-16518-46-0 Solvent: 7732-18-5 fg:401 cnt:909

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

79KEE/LEE    Datum: DaffG= 6.6/0.4 TDAs | HOF(A-)=-205.5/4.6 AfIN p:8

DaffH(X..Y-)= 14.1/0.2 TDAs

----

74FEH/FER    Datum: DaffG= 6.7/0.4 IMRE p:7

DaffH(X..Y-)= 11.5/1.3 G+TS

.DELTA.affS estimated by authors based on 71PAY/YAM.

----

76COS/LIN    Datum: DaffH= 11.5/4.6 PDis | HOF(A-)=-202.9/6.5 AfIN p:6
###### the following are "below the line": evaluated as not accurate ####

----

78SMI/LEE    Datum: DaffH=<38.5 PDis p:3

----

72BUR/       Datum: EA=2.10(20) eV PD   p:2

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wco3.zcf]

W1U        |-202.2 | 11.6|  4.3| 24.6|-58.5  |-132.1 

CBS-QB3    |-203.8 |  9.1|  1.4| 25.6|-58.2  |-136.5 

G3MP2B3    |-199.4 | 11.0|  3.2| 26.1|-57.6  |-130.9 

G3MP2B3+   |-198.7 | 10.2|  2.8| 24.8|-57.6  |-130.9 

G4MP2      |-202.1 | 13.1|  5.6| 25.2|-57.5  |-131.5 

M062X/Def2T|-197.1 | 15.5|  8.0| 25.1|-53.6  |-128.0 

B3/6-311++G|-199.1 | 12.3|  4.9| 24.7|-54.2  |-132.6 

++++++++++++++++++++++++++++++++

CH2=O..O4-.

CH2O5  mw:93.991

Core ion CAS: Z-12596-84-8 Solvent: 50-00-0 fg:491 cnt:9283

HOF(solv)= -26.0/0.1 neut 94PED/   

----

17PAT/MAN    Datum: EA=2.30(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

O3SCH2SO3=

CH2O6S2  mw:173.930 Anion CAS: Z-70526-77-1 fg:40 cnt:10596

----

10NIN/DAU    Datum: EA=2.0(1) eV PVMI p:8

Vertical Detachment Energy:2.4(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o3sjso3.zdf]

CBS-QB3    |-281.8 |406.0|396.8|-17.54|-322.0 |-322.0 |30.9|52.1 

G3MP2B3    |-269.6 |406.3|397.6| 1.660|-308.7 |-231.0 |29.1|129.8

G3MP2B3+   |-268.8 |406.4|397.6| 1.661|-308.1 |-230.2 |29.8|130.0

M062X/Def2T|-261.0 |409.9|401.3| 1.189|-306.3 |-233.2 |29.1|125.1

B3/6-311++G|-160.5 |403.7|394.8| 0.899|-196.9 |-139.4 |29.7|109.6

++++++++++++++++++++++++++++++++

CH2=S-.

CH2S  mw:45.988 Anion CAS: Z-071928-47-7 fg:102 cnt:1685

HOF(A.)=  24.0/3.0  76BEN/       |

HOF(AH)=  29.5/2.0  83SHU/BEN    |

----

87MOR/ELL    Datum: EA=0.465(23) eV LPES | HOF(A-)=13.3/3.1 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2cs.zzf]

W1U        |16.2   |354.0|346.1| 0.509|28.1   |27.6   |26.4|51.6 

CBS-QB3    |16.0   |353.1|344.8| 0.496|28.7   |27.0   |27.7|50.4 

G3MP2B3    |16.1   |354.8|347.0| 0.465|28.5   |26.5   |26.2|50.1 

G3MP2B3+   |16.0   |354.7|347.0| 0.468|28.4   |26.4   |26.0|50.1 

G4MP2      |16.0   |355.1|347.3| 0.459|28.0   |26.2   |26.4|50.3 

M062X/Def2T|21.0   |356.6|348.7| 0.373|29.1   |29.4   |26.3|52.3 

B3/6-311++G|18.5   |353.9|346.2| 0.703|31.9   |34.4   |26.0|54.7 

++++++++++++++++++++++++++++++++

CH3-

CH3  mw:15.024 Anion CAS: Z-15194-58-8 fg:3 cnt:50

HOF(A.)=  35.1/0.6 D+AH          | BDE(A-H)= 104.9/0.1  17CHA/XIO    

HOF(AH)= -17.8/0.1  94PED/       |

DacidS=27.1/0.2 A-AH |  S(A-)=45.6/0.2 Isoe 82WAG/EVA |  S(AH)=44.5  82WAG/EVA

----

15OLI/LU     Datum: EA=0.093(3) eV LPES | HOF(A-)=32.9/0.4 Acid p:9

DacidG(AH)= 408.3/0.1 H-TS| DacidH(AH)= 416.4/0.2 D-EA

DaffH(AH)=  95.3/0.4 A-IN

----

78ELL/ENG    Datum: EA=0.08(3) eV LPES p:8

----

90GRA/SQU    Datum: DacidH(AH)= 418.0/3.5 CIDT p:7

DacidG(AH)= 409.9/3.5 H-TS
###### the following are "below the line": evaluated as not accurate ####

----

77FEL/RAC    Datum: EA=<0.50 eV PD   p:4

----

72BOH/LEE    Datum: DacidG=>396.1/5.0 IMRB p:3

DacidH(AH)=>404.2/5.0 G+TS EA(ev)= 0.621

----

72PAG/       Datum: EA=1.13 eV SI   [26.0 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

69PAG/GOO    Datum: EA=1.05 eV SI   [24.2 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

68GAI/PAG    Datum: EA=1.08 eV SI   [24.8 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

64TSU/HAM    Datum: EA=1.1(2) eV EIAE p:1

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ch3.zaf]

W1U        |33.8   |417.9|410.5| 0.027|-18.3  |34.5   |24.9|104.9

CBS-QB3    |35.6   |     |     |-0.010|       |35.5   |    |     

G3MP2B3    |34.3   |419.0|410.7| 0.002|-17.5  |34.5   |27.8|104.1

G3MP2B3+   |33.1   |     |     | 0.055|       |34.5   |    |     

G4MP2      |33.9   |     |     | 0.040|       |34.9   |    |     

M062X/Def2T|42.5   |422.8|413.9|-0.266|-15.6  |36.5   |29.9|104.2

B3/6-311++G|32.6   |417.0|408.1| 0.057|-17.2  |34.0   |30.0|103.3

++++++++++++++++++++++++++++++++

MeAgI-

CH3AgI  mw:248.834 Anion CAS: Z-745826-40-8 fg:24 cnt:11788

----

17MUR/KOY    Datum: EA=2.03(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ragi.zz0]

M062X/Def2T|-16.7  |     |     | 3.418|       |62.7   |    |     

++++++++++++++++++++++++++++++++

AgOMe-

CH3AgO  mw:137.924 fg:17 cnt:8143

----

11CHI/XIE    Datum: EA=1.29(2) eV LPES p:8

Vertical Detachment Energy:1.34(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agor-d.za0]

M062X/Def2T|7.5    |     |     | 1.243|       |36.0   |    |     

++++++++++++++++++++++++++++++++

MeAl(F)O-

CH3AlFO  mw:76.999 Anion CAS: Z-132698-67-0 fg:42 cnt:2578

DacidS=23.0/3.0 Stat | 

----

91DAM/KRE    Datum: DacidG= 344.0/4.0 IMRB p:7

DacidH(AH)= 350.9/4.1 G+TS

Between tBuSH, HOAc.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ralfo.zaf]

W1U        |-183.0 |366.6|360.1| 3.050|-183.8 |-112.6 |21.9|123.3

CBS-QB3    |-182.6 |365.7|358.8| 3.084|-182.6 |-111.4 |23.0|123.2

G3MP2B3    |-182.0 |365.2|358.3| 3.100|-180.0 |-110.5 |23.1|121.7

G3MP2B3+   |-182.1 |365.1|358.6| 3.107|-179.9 |-110.3 |21.8|121.7

G4MP2      |-181.3 |366.0|359.2| 3.017|-180.2 |-111.6 |23.0|120.6

M062X/Def2T|-175.7 |368.6|361.6| 2.774|-179.6 |-111.7 |23.5|120.1

B3/6-311++G|-163.6 |363.4|358.6| 3.015|-159.8 |-94.0  |16.0|117.9

++++++++++++++++++++++++++++++++

CAl2H3-

CH3Al2  mw:68.987 fg:13 cnt:8954

----

16ZHA/WAN    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.35(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal2h3-t.zzf]

W1U        |97.0   |     |     | 0.853|       |116.5  |    |     

CBS-QB3    |96.8   |     |     | 0.857|       |116.4  |    |     

G3MP2B3    |93.2   |     |     | 0.988|       |115.9  |    |     

G4MP2      |94.9   |     |     | 0.942|       |116.4  |    |     

M062X/Def2T|98.6   |     |     | 0.831|       |117.5  |    |     

B3/6-311++G|106.0  |     |     | 0.994|       |128.9  |    |     

++++++++++++++++++++++++++++++++

CAl3H3-

CH3Al3  mw:95.969 fg:13 cnt:8955

----

16ZHA/WAN    Datum: EA=1.4(1) eV LPES p:8

Vertical Detachment Energy:1.600(35) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal3h3al.zzf]

G3MP2B3    |132.5  |     |     | 2.432|       |188.5  |    |     

B3/6-311++G|149.7  |     |     | 2.516|       |207.7  |    |     

++++++++++++++++++++++++++++++++

CAl4H3-

CH3Al4  mw:122.950 fg:13 cnt:8956

----

16ZHA/WAN    Datum: EA=1.8(1) eV LPES p:8

Vertical Detachment Energy:2.28(035) eV.

++++++++++++++++++++++++++++++++

MeAuI-

CH3AuI  mw:338.895 Anion CAS: Z-1253111-68-0 fg:18 cnt:11786

----

17MUR/KOY    Datum: EA=2.45(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

16MUR/KOY    Datum: EA=0() eV [ eV] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [raui.zz0]

M062X/Def2T|-8.9   |     |     | 3.718|       |76.9   |    |     

++++++++++++++++++++++++++++++++

BF3..MeO-

CH3BF3O  mw:99.023 Anion CAS: Z-51259-50-8 fg:230 cnt:1019

HOF(solv)=-271.5/0.2 neut 96GUR/VEY

----

73BLA/ISO    Datum: DaffH=>22.0/2.0 IMRB | HOF(A-)=<-324.9/2.2 AfIN p:6

MeOH.bullet..bullet.MeO- + BF3 ->. Computations indicate .DELTA.affH ca. 80 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [bf3ro.zcf]

W1U        |-386.4 | 80.5| 70.5| 33.5|-274.0 |-31.9  | 4.699

CBS-QB3    |-386.2 | 81.9| 71.9| 33.5|-272.4 |-31.9  | 4.760

G3MP2B3    |-382.6 | 80.8| 70.3| 35.2|-270.4 |-31.4  | 4.721

G3MP2B3+   |-382.7 | 79.9| 68.7| 37.6|-270.5 |-32.2  | 4.721

G4MP2      |-380.4 | 79.8| 69.2| 35.6|-268.8 |-31.8  | 4.623

M062X/Def2T|-389.8 | 86.8| 75.6| 37.4|-277.3 |-25.7  | 4.622

B3/6-311++G|-363.1 | 77.1| 65.8| 37.8|-254.5 |-31.6  | 4.615

++++++++++++++++++++++++++++++++

BH2CN..H-

CH3BN  mw:40.036 Anion CAS: Z-33195-00-5 fg:480 cnt:2227

HOF(solv)=  43.0/5.8  88WOR/SQU    

----

88WOR/SQU    Datum: DaffH= 26.9 Endo | HOF(A-)=50.8/5.8 AfIN p:8

Calculated from data on BH3.bullet..bullet.CN-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h3bcn-h.zcf]

W1U        |-20.8  |100.0| 92.8| 24.1|44.4   |34.7   

CBS-QB3    |-19.5  |105.3| 97.7| 25.4|46.1   |34.7   

G3MP2B3    |-19.8  |105.1| 97.6| 25.4|45.9   |34.7   

G3MP2B3+   |-20.0  |105.3| 97.8| 25.2|45.8   |34.7   

G4MP2      |-19.6  |112.9|105.4| 25.4|46.1   |34.7   

M062X/Def2T|-21.3  |115.7|108.6| 24.0|42.0   |34.7   

B3/6-311++G|-20.9  | 90.0| 90.7| 23.9|44.8   |34.7   

++++++++++++++++++++++++++++++++

BH3..CN-

CH3BN  mw:40.036 Anion CAS: Z-33195-00-5 fg:485 cnt:2229

HOF(solv)=  21.0/2.4 neut 96GUR/VEY

----

88WOR/SQU    Datum: DaffH= 61.1/2.1 Endo | HOF(A-)=-23.4/3.7 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h3bcn-cn.zcf]

W1U        |-20.8  | 61.0| 51.8| 30.8|23.9   |16.3   

CBS-QB3    |-19.5  | 60.8| 51.5| 31.1|24.7   |16.5   

G3MP2B3    |-19.8  | 60.6| 51.4| 30.9|26.3   |14.5   

G3MP2B3+   |-20.0  | 60.8| 51.6| 30.8|26.3   |14.5   

G3MP2B3+   |-20.0  | 60.8| 51.6| 30.8|26.3   |14.5   

G4MP2      |-19.6  | 59.9| 50.7| 31.1|26.2   |14.1   

M062X/Def2T|-21.3  | 62.0| 52.8| 30.7|22.3   |18.4   

B3/6-311++G|-20.9  | 58.5| 49.3| 30.8|21.4   |16.2   

++++++++++++++++++++++++++++++++

MeBr..Cl-

CH3BrCl  mw:128.911 Anion CAS: Z-52881-56-8 fg:482 cnt:1321

HOF(solv)=  -9.1/0.3 neut 84BIC/MIN

----

96LI_/ROS    Datum: DaffG= 6.8/0.2 TDAs | HOF(A-)=-21.6/1.0 AfIN p:8

DaffH(X..Y-)= 12.5/1.0 TDAs

----

74DOU/ROB    Datum: DaffG= 7.1/1.2 TDAs p:6

DaffH(X..Y-)= 10.9/0.5 TDAs

----

73RIV/BRE    Datum: DaffH= 12.2/3.0 IMRB p:6

Anchored: 84LAR/MCM.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} []

G4MP2      |-73.2  |  9.8|  3.3| 21.9|-8.4   |-55.0  

++++++++++++++++++++++++++++++++

MeCl..Br-

CH3BrCl  mw:128.911 Anion CAS: Z-52881-56-8 fg:483 cnt:4322

HOF(solv)= -19.6/0.1 neut 94PED/   

----

96LI_/ROS    Datum: DaffG= 4.9/0.2 TDAs | HOF(A-)=-81.3/1.1 AfIN p:8

DaffH(X..Y-)= 10.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clrbr.zcf]

CBS-QB3    |-85.7  | 14.2|  8.0| 20.6|-14.8  |-56.7  

G3MP2B3    |-81.2  |  9.3|  3.6| 18.9|-19.5  |-52.5  

G3MP2B3+   |-81.1  |  9.2|  2.6| 21.9|-19.5  |-52.5  

G4MP2      |-80.6  |  8.6|  2.6| 20.2|-19.9  |-52.1  

M062X/Def2T|-79.8  | 11.1|  4.9| 20.8|-19.7  |-49.0  

B3/6-311++G|-79.5  |     |     |     |       |       

++++++++++++++++++++++++++++++++

MeBr..I-

CH3BrI  mw:220.847

Core ion CAS: Z-20461-54-5 Solvent: 74-83-9 fg:484 cnt:2924

HOF(solv)=  -9.1/0.3 neut 84BIC/MIN

----

10VAN/WEI    Datum: EA=3.42(1) eV LPES p:8

DaffH(AH)=  8.3/0.2 dEA

----

92CYR/BIS    Datum: DaffH= 8.3/0.5 PDis | HOF(A-)=-62.4/0.6 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [brri.zc0]

M062X/Def2T|-62.1  |  9.8|  4.5| 18.0|-8.6   |-43.7  | 3.397

++++++++++++++++++++++++++++++++

MeNO2..Br-

CH3BrNO2  mw:139.935

Core ion CAS: Z-24959-67-9 Solvent: 75-52-5 fg:483 cnt:4455

HOF(solv)= -17.8/0.1 neut 94PED/   

----

96TAN/MOR    Datum: DaffG= 9.6/2.0 IMRE | HOF(A-)=-68.7/0.4 AfIN p:7

Anchored to H2O.bullet..bullet.Br- of 88HIR/MIZ2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rno2br.zcf]

CBS-QB3    |-92.3  | 17.0| 10.4| 22.2|-20.0  |-55.2  

G3MP2B3    |-83.1  | 13.6|  6.9| 24.3|-17.1  |-52.5  

G3MP2B3+   |-83.1  | 13.5|  6.9| 22.0|-17.2  |-52.5  

G4MP2      |-82.3  | 13.0|  5.7| 24.7|-17.2  |-52.1  

M062X/Def2T|-80.8  | 16.4| 10.3| 20.4|-15.4  |-49.0  

B3/6-311++G|-81.6  | 13.7|  6.9| 22.9|-11.7  |-56.1  

++++++++++++++++++++++++++++++++

MeBr..Br-

CH3Br2  mw:172.861 Anion CAS: Z-52881-49-9 fg:483 cnt:1492

HOF(solv)=  -9.1/0.3 neut 84BIC/MIN

----

96LI_/ROS    Datum: DaffG= 4.6/0.2 TDAs | HOF(A-)=-71.1/1.1 AfIN p:8

DaffH(X..Y-)= 11.2/1.0 TDAs

----

20HAA/COR    Datum: EA=3.75(5) eV LPES p:7

DaffH(AH)=  8.9/1.2 dEA

----

74DOU/ROB    Datum: DaffG= 5.0/0.8 TDAs p:6

DaffH(X..Y-)= 9.2/0.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [brrbr.zcf]

CBS-QB3    |-85.1  | 15.1|  9.6| 18.3|-14.8  |-55.2  

G3MP2B3    |-70.5  |  9.4|  4.7| 18.0|-8.7   |-52.5  

G3MP2B3+   |-70.7  |  9.6|  3.4| 20.6|-8.7   |-52.5  

G4MP2      |-69.4  |  8.9|  3.3| 18.8|-8.4   |-52.1  

M062X/Def2T|-69.4  | 11.9|  6.4| 18.2|-8.6   |-49.0  

B3/6-311++G|-72.3  |  8.8|  2.6| 20.8|-7.3   |-56.1  

++++++++++++++++++++++++++++++++

MeF..Cl-

CH3ClF  mw:68.991

Core ion CAS: Z-16887-00-6 Solvent: 593-53-3 fg:482 cnt:1319

HOF(solv)= -56.0/2.0 neut 76BEN/   

----

84LAR/MCM2   Datum: DaffH= 11.5/2.0 IMRE | HOF(A-)=-67.5/2.8 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rfcl.zcf]

W1U        |-122.5 |  9.5|  4.1| 17.8|-57.6  |-55.5  

CBS-QB3    |-123.6 |  9.4|  4.1| 17.5|-57.5  |-56.7  

G3MP2B3    |-121.5 |  9.0|  3.6| 17.9|-56.4  |-56.1  

G3MP2B3+   |-121.5 |  8.9|  3.6| 17.8|-56.5  |-56.1  

G4MP2      |-119.9 |  8.8|  3.5| 17.6|-56.2  |-55.0  

M062X/Def2T|-116.0 | 11.7|  5.8| 19.9|-55.9  |-48.4  

B3/6-311++G|-118.7 | -2.3|  3.3| 17.8|-53.2  |-56.9  

++++++++++++++++++++++++++++++++

MeSiF3..Cl-

CH3ClF3Si  mw:134.965

Core ion CAS: Z-16887-00-6 Solvent: 373-74-0 fg:482 cnt:1009

HOF(solv)=-307.0/3.0 Est5          

----

85LAR/MCM    Datum: DaffG= 9.5/2.0 IMRE | HOF(A-)=-323.1/3.6 AfIN p:9

DaffH(X..Y-)= 16.1/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rsif3clb.zcf]

CBS-QB3    |-381.6 | 17.0|  9.2| 26.4|-307.8 |-56.7  

G3MP2B3    |-376.6 | 16.4|  8.7| 25.9|-304.0 |-56.1  

G3MP2B3+   |-376.0 | 16.2|  8.4| 26.4|-303.6 |-56.1  

G4MP2      |-377.7 | 16.8|  8.9| 26.2|-306.0 |-55.0  

M062X/Def2T|-377.8 | 23.4| 15.3| 27.2|-306.0 |-48.4  

B3/6-311++G|-338.2 |  4.2|  7.3| 26.4|-266.1 |-56.9  

++++++++++++++++++++++++++++++++

MeI..Cl-

CH3ClI  mw:176.897 Anion CAS: Z-52881-57-9 fg:482 cnt:1494

HOF(solv)=   3.4/0.3 neut 94PED/   

----

74DOU/ROB    Datum: DaffG= 7.0/1.3 TDAs | HOF(A-)=-6.4/0.4 AfIN p:7

DaffH(X..Y-)= 9.8/0.2 TDAs

++++++++++++++++++++++++++++++++

MeCl..I-

CH3ClI  mw:176.897 Anion CAS: Z-52881-57-9 fg:484 cnt:7941

HOF(solv)= -19.6/0.1 neut 94PED/   

----

10VAN/WEI    Datum: EA=3.41(1) eV LPES p:8

DaffH(AH)=  8.1/0.2 dEA

++++++++++++++++++++++++++++++++

MeNO2..Cl-

CH3ClNO2  mw:95.986

Core ion CAS: Z-16887-00-6 Solvent: 75-52-5 fg:482 cnt:1322

HOF(solv)= -17.8/0.1 neut 94PED/   

----

85SIE/       Datum: DaffG= 11.6/0.1 TDAs | HOF(A-)=-34.5/0.2 AfIN p:9

DaffH(X..Y-)= 16.7/0.1 TDAs

----

03WIN/       Datum: DaffG= 9.2/3.1 TDAs p:8

DaffH(X..Y-)= 15.6/0.6 TDAs

----

73RIV/BRE    Datum: DaffH= 16.3/3.0 IMRB p:6

Anchored: 84LAR/MCM.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rno2cl.zcf]

CBS-QB3    |-92.5  | 15.8|  8.8| 23.2|-20.0  |-56.7  

G3MP2B3    |-88.4  | 15.1|  8.0| 26.0|-17.1  |-56.1  

G3MP2B3+   |-88.5  | 15.2|  8.3| 23.1|-17.2  |-56.1  

G4MP2      |-87.3  | 15.2|  7.4| 26.0|-17.2  |-55.0  

M062X/Def2T|-82.8  | 18.9| 12.7| 20.9|-15.4  |-48.4  

B3/6-311++G|-84.5  |  5.0|  8.8| 23.7|-11.7  |-56.9  

++++++++++++++++++++++++++++++++

ClCH2PH-

CH3ClP  mw:80.967 Anion CAS: A-7237-08-3 fg:58 cnt:7459

DacidS=32.4/3.0 Calc | 

----

09HUR/YAN    Datum: DacidG= 326.1 IMRE p:8

DacidH(AH)= 335.7 G+TS

Anion is dissociative in regard to Cl- loss. Composite computational methods(18BAR/) indicate that Cl- loss is endoergonic by only 2-5 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cljph.zaf]

W1U        |-36.3  |338.5|328.9| 2.483|-8.9   |20.5   |32.2|81.4 

CBS-QB3    |-38.2  |337.5|327.9| 2.534|-10.0  |19.7   |32.0|81.8 

G3MP2B3    |-37.2  |337.1|327.6| 2.566|-7.1   |21.4   |31.8|80.7 

G3MP2B3+   |-37.2  |337.2|327.6| 2.562|-7.2   |21.4   |32.4|80.7 

G4MP2      |-36.2  |338.8|329.3| 2.471|-7.8   |20.3   |31.7|80.2 

M062X/Def2T|-30.7  |343.7|334.4| 2.137|-9.6   |18.2   |31.3|80.0 

B3/6-311++G|-32.6  |333.7|324.1| 2.637|1.0    |27.7   |32.3|78.8 

++++++++++++++++++++++++++++++++

MeCl..Cl-

CH3Cl2  mw:84.962 Anion CAS: Z-52881-46-6 fg:482 cnt:1014

HOF(solv)= -19.6/0.1 neut 94PED/   

----

96LI_/ROS    Datum: DaffG= 5.8/0.2 TDAs | HOF(A-)=-30.0/1.0 AfIN p:8

DaffH(X..Y-)= 10.4/1.0 TDAs

----

01HIR/MIZ    Datum: DaffG= 4.8/2.8 TDAs p:7

DaffH(X..Y-)= 11.7/0.2 TDAs

----

84LAR/MCM2   Datum: DaffG= 6.1/2.0 IMRE p:6

DaffH(X..Y-)= 12.2/2.0 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

74DOU/DAL    Datum: DaffG= 4.1/0.5 TDAs p:4

DaffH(X..Y-)= 8.6/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clrcl.zcf]

W1U        |-87.2  | 10.6|  5.1| 18.2|-21.1  |-55.5  

CBS-QB3    |-88.2  | 10.6|  5.1| 18.3|-20.9  |-56.7  

G3MP2B3    |-85.6  | 10.0|  4.5| 18.6|-19.5  |-56.1  

G3MP2B3+   |-85.7  | 10.0|  4.8| 17.7|-19.5  |-56.1  

G4MP2      |-84.7  |  9.8|  4.2| 18.7|-19.9  |-55.0  

M062X/Def2T|-81.2  | 13.0|  7.7| 17.8|-19.7  |-48.4  

B3/6-311++G|-81.8  | -1.1|  4.4| 18.0|-15.1  |-56.9  

++++++++++++++++++++++++++++++++

MeSiCl2-

CH3Cl2Si  mw:112.939 Anion CAS: Z-55186-36-2 fg:59 cnt:121

HOF(AH)= -96.1/0.9  81BEL/PER    |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

68JAG/HEN    Datum: HOF(A-)=-25.0/5.0 EIAE p:1

DacidH(AH)= 436.8/5.1 A-AH

From MeSiCl3. Composite computational methods(18BAR/) indicate an .DELTA.fH(A-) of ca. -106 to -108 kcal/mol, and an acidity of ca. 355 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsicl2.zaf]

W1U        |-107.0 |355.8|347.6| 2.241|-96.9  |-55.6  |27.5|93.5 

CBS-QB3    |-108.2 |355.0|346.8| 2.258|-97.5  |-56.4  |27.6|93.2 

G3MP2B3    |-105.8 |354.3|346.1| 2.306|-92.9  |-52.8  |27.5|92.2 

G3MP2B3+   |-105.9 |354.2|346.1| 2.309|-92.9  |-52.9  |27.5|92.2 

G4MP2      |-105.9 |355.2|347.1| 2.216|-93.9  |-55.0  |27.3|91.1 

M062X/Def2T|-105.6 |354.1|345.9| 2.102|-95.0  |-57.3  |27.6|89.7 

B3/6-311++G|-89.6  |348.1|340.0| 2.444|-70.4  |-33.4  |27.4|89.1 

++++++++++++++++++++++++++++++++

MeOCrO3-

CH3CrO4  mw:130.944 Anion CAS: Z-77877-02-2 fg:42 cnt:10386

----

05WAT/WAN    Datum: EA=4.7(1) eV LPES p:8

Vertical Detachment Energy:4.95(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rocro3-s.za0]

CBS-QB3    |-218.3 |     |     | 4.662|       |-110.3 |    |     

M062X/Def2T|-145.2 |     |     | 4.721|       |-36.1  |    |     

B3/6-311++G|-189.1 |     |     | 4.629|       |-81.8  |    |     

++++++++++++++++++++++++++++++++

MeCuI-

CH3CuI  mw:204.858 Anion CAS: Z-91513-91-6 fg:24 cnt:11787

----

17MUR/KOY    Datum: EA=1.81(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcui.zz0]

M062X/Def2T|-17.2  |     |     | 3.785|       |69.9   |    |     

++++++++++++++++++++++++++++++++

F2Si(Me)O-

CH3F2OSi  mw:96.993 Anion CAS: A-134178-82-8 fg:42 cnt:2573

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 339.9/4.0 IMRB p:6

DacidH(AH)= 346.3/4.1 G+TS

Between MeCO2H, HCO2H.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsif2o.zaf]

W1U        |-311.5 |347.4|340.4|      |-293.1 |       |23.5|     

CBS-QB3    |-310.9 |346.3|339.5| 4.044|-291.5 |-217.5 |22.8|126.1

G3MP2B3    |-308.1 |346.6|339.8| 4.013|-287.5 |-215.4 |22.9|124.2

G3MP2B3+   |-307.7 |346.7|339.8| 4.007|-287.2 |-215.1 |23.2|124.2

G4MP2      |-308.7 |347.5|340.5| 3.895|-289.0 |-218.7 |23.3|122.4

M062X/Def2T|-305.8 |348.5|341.6| 3.772|-289.6 |-218.7 |23.0|123.0

B3/6-311++G|-275.5 |343.3|336.4| 3.993|-251.6 |-183.3 |23.2|120.4

++++++++++++++++++++++++++++++++

MeSiF4-

CH3F4Si  mw:118.995 Anion CAS: Z-175671-23-5 fg:61 cnt:986

HOF(solv)=-307.0/3.0 Est5          

----

77MUR/BEA    Datum: DaffH= 61.5/5.0 IMRB p:8
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 43.0/2.0 IMRE | HOF(A-)=-416.9/3.7 AfIN p:4

DaffH(X..Y-)= 50.5/2.0 G+TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 54-57 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rsif4.zcf]

CBS-QB3    |-429.3 | 62.5| 54.2| 27.9|-307.8 |-59.0  

G3MP2B3    |-425.0 | 60.9| 52.8| 27.1|-304.0 |-60.1  

G3MP2B3+   |-424.4 | 60.7| 52.8| 26.7|-303.6 |-60.1  

G4MP2      |-426.4 | 58.4| 50.9| 25.3|-306.0 |-62.0  

M062X/Def2T|-425.4 | 73.5| 65.6| 26.7|-306.0 |-45.9  

B3/6-311++G|-386.8 | 48.8| 51.0| 27.5|-266.1 |-61.5  

++++++++++++++++++++++++++++++++

MeI-.

CH3I  mw:141.928 Anion CAS: Z-040431-11-6 fg:101 cnt:289

HOF(A.)=   3.4/0.3  94PED/       |

----

99KIM/KEL    Datum: EA=3.169(20) eV LPES | HOF(A-)=-69.6/0.6 R-EA p:8

Anion structure appears to be an anion-radical complex CH3.bullet..bullet..bullet.I-.

----

74MOU/ATE    Datum: EA=0.3(2) eV NBIE p:6

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ri.zz0]

M062X/Def2T|-9.2   |     |     | 0.680|       |5.4    |    |     

++++++++++++++++++++++++++++++++

MeNO2..I-

CH3INO2  mw:187.921

Core ion CAS: Z-20461-54-5 Solvent: 75-52-5 fg:484 cnt:4044

HOF(solv)= -17.8/0.1 neut 94PED/   

----

89CAL/MAS    Datum: DaffH= 12.2/1.0 TDAs | HOF(A-)=-75.0/1.0 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rno2i.zc0]

M062X/Def2T|-72.9  | 13.9|  8.1| 19.3|-15.4  |-43.7  

++++++++++++++++++++++++++++++++

OOMe..I-

CH3IO2  mw:173.918 Anion CAS: N-82803-66-5 fg:484 cnt:11543

HOF(solv)=   4.6/1.4 D+AH          

----

22WAT/MCK    Datum: EA=3.5(1) eV LPES p:8

DaffH(AH)=  10.2/2.3 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [oori.zc0]

M062X/Def2T|-52.3  | 10.7|  5.3| 18.2|2.1    |-43.7  

++++++++++++++++++++++++++++++++

MeI..I-

CH3I2  mw:268.833 Anion CAS: Z-52881-55-7 fg:484 cnt:1493

HOF(solv)=   3.4/0.3 neut 94PED/   

----

10VAN/WEI    Datum: EA=3.43(1) eV LPES p:8

DaffH(AH)=  8.6/0.2 dEA

----

05HIR/FUJ    Datum: DaffG= 2.7/0.2 TDAs p:8

DaffH(X..Y-)= 7.8/0.2 TDAs

----

95ARN/NEU2   Datum: DaffH= 8.4/0.5 PDis p:7

ZEKE data, shift relative to bare I-.

----

92CYR/BIS    Datum: DaffH= 8.3/0.5 PDis p:6

----

74DOU/ROB    Datum: DaffG= 4.1/0.3 TDAs p:6

DaffH(X..Y-)= 9.0/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iri.zc0]

M062X/Def2T|-48.2  |  9.9|  4.3| 18.8|5.4    |-43.7  

++++++++++++++++++++++++++++++++

MeOMoO3-

CH3MoO4  mw:176.909 Anion CAS: Z-824401-79-8 fg:42 cnt:10387

----

05WAT/WAN    Datum: EA=4.8(1) eV LPES p:8

Vertical Detachment Energy:4.95(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [romoo3-s.za0]

M062X/Def2T|-223.7 |     |     | 4.857|       |-111.4 |    |     

++++++++++++++++++++++++++++++++

MeN-.

CH3N  mw:29.027 Anion CAS: Z-082539-34-2 fg:117 cnt:4572

HOF(AH)=  41.9/1.0 d+ah          |

----

99TRA/COW    Datum: EA=0.022(9) eV LPES p:9

The authors indicate this is for detachment to the triplet nitrene, and that the singlet nitrene is 1.352 eV higher in energy than the triplet.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rn-d.zaf]

W1U        |75.0   |398.9|391.8| 0.002|42.0   |75.0   |23.8|85.2 

CBS-QB3    |76.2   |398.7|391.6| 0.001|43.2   |76.2   |24.0|85.1 

G3MP2B3    |75.8   |400.1|393.0|-0.058|42.9   |74.4   |    |     

G3MP2B3+   |75.4   |399.9|392.7|-0.043|42.8   |74.4   |23.9|83.7 

G4MP2      |74.7   |399.5|392.3| 0.025|42.4   |75.2   |24.0|85.0 

B3/6-311++G|69.0   |396.4|389.2| 0.089|39.9   |71.0   |23.9|83.2 

++++++++++++++++++++++++++++++++

HCONH2-.

CH3NO  mw:45.022 Anion CAS: Z-108508-38-9 fg:102 cnt:4971

HOF(A.)= -44.5/0.1  69BEN/CRU    |

----

02LEC/LUC    Datum: EA=0.0161(10) eV Rydb p:7

----

99DES/PER    Datum: EA=0.0167 eV Rydb p:7

----

05SEY/MOD    Datum: EA=-1.79(9) eV ETS  p:6

This is the vertical attachment energy of the neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hconh2.zzf]

W1U        |-10.7  |     |     |-1.536|       |-46.1  |    |     

CBS-QB3    |-9.9   |     |     |-1.565|       |-46.0  |    |     

G3MP2B3    |-8.3   |     |     |-1.577|       |-44.6  |    |     

G3MP2B3+   |-32.5  |     |     |-0.529|       |-44.6  |    |     

G4MP2      |-9.6   |     |     |-1.515|       |-44.5  |    |     

M062X/Def2T|-3.1   |     |     |-1.823|       |-45.1  |    |     

B3/6-311++G|-32.9  |     |     |-0.459|       |-43.4  |    |     

++++++++++++++++++++++++++++++++

MeNO2-.

CH3NO2  mw:61.017 Anion CAS: Z-034538-58-4 fg:102 cnt:365

HOF(A.)= -17.8/0.1  94PED/       |

----

09ADA/SCH    Datum: EA=0.172(6) eV LPES | HOF(A-)=-21.7/0.2 R-EA p:9

See also 15THO/BAR.

----

20LIU/CIB    Datum: EA=0.184(10) eV LPES p:8

----

16PRU/ALB    Datum: EA=0.4(2) eV LPEI p:8

Vertical Detachment Energy:1.0(1) eV.

----

96COM/CAR    Datum: EA=0.26(6) eV LPES p:8

Dipole-bound state: 12(3) meV.

----

85GRI/CAL    Datum: EA=0.486(113) eV [11.2(26) kcal] p:7

.DELTA.eaG(423 K) = -12.1 kcal/mol; .DELTA.eaS(estimated) = +2.0 eu.

----

20LIU/CIB    Datum: EA=0.014(10) eV Rydb p:6

Dipole-bound anion.

----

00LEC/CAR    Datum: EA=0.012 eV Rydb p:6

Dipole-bound state.

----

78COM/REI2   Datum: EA=0.44(20) eV NBIE p:6

----

09GOE/PIC    Datum: EA=0.96(1) eV LPES p:5

The stated EA is the Vertical Detachment Energy.
###### the following are "below the line": evaluated as not accurate ####

----

99CHE/WEL    Datum: EA=0.50(2) eV ECD  p:4

Reanalysis of 83CHE/WEN.

----

83CHE/WEN    Datum: EA=0.45(5) eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rno2.zzf]

W1U        |-22.5  |     |     | 0.180|       |-18.3  |    |     

CBS-QB3    |-25.3  |     |     | 0.226|       |-20.0  |    |     

G3MP2B3    |-20.5  |     |     | 0.146|       |-17.1  |    |     

G3MP2B3+   |-20.6  |     |     | 0.146|       |-17.2  |    |     

G4MP2      |-22.3  |     |     | 0.217|       |-17.2  |    |     

M062X/Def2T|-18.2  |     |     | 0.122|       |-15.4  |    |     

B3/6-311++G|-23.1  |     |     | 0.491|       |-11.7  |    |     

++++++++++++++++++++++++++++++++

CD3NO2-.

CD3NO2  mw:64.036 Anion CAS: Z-0790145-80-1 fg:102 cnt:3941

----

96COM/CAR    Datum: EA=0.24(6) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd3no2.zzf]

W1U        |-28.1  |     |     | 0.174|       |-24.1  |    |     

CBS-QB3    |-29.7  |     |     | 0.220|       |-24.6  |    |     

G3MP2B3    |-26.1  |     |     | 0.140|       |-22.8  |    |30.2 

G4MP2      |-26.6  |     |     | 0.210|       |-21.7  |    |     

M062X/Def2T|-22.1  |     |     | 0.118|       |-19.3  |    |     

B3/6-311++G|14.7   |     |     | 0.480|       |25.8   |    |     

++++++++++++++++++++++++++++++++

N-diaziridinide-

CH3N2  mw:43.030 Anion CAS: Z-133852-15-0 fg:44 cnt:4888 BDE(A-H)= 88.1/3.9 D-EA           

DacidS=27.4/3.0 Stat | 

----

99BRO/KAS2   Datum: EA=0.5(1) eV IMRB p:8

----

99BRO/KAS2   Datum: DacidG= 382.0/3.0 IMRB | HOF(A-)=81.5/5.2 Acid p:7

DacidH(AH)= 390.2/3.1 G+TS

Between D2O, fluorobenzene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [diazirid.zaf]

W1U        |95.9   |405.9|398.1| 0.570|55.9   |109.1  |26.1|105.2

CBS-QB3    |95.8   |405.2|397.5| 0.605|56.4   |109.7  |25.9|105.5

G3MP2B3    |94.7   |404.7|396.9| 0.664|57.3   |110.0  |26.1|104.9

G3MP2B3+   |95.0   |405.0|397.2| 0.654|57.2   |110.0  |26.1|104.9

G4MP2      |93.5   |404.4|396.6| 0.648|56.3   |108.4  |26.1|104.2

M062X/Def2T|99.4   |407.8|400.1| 0.376|56.3   |108.1  |25.9|103.9

B3/6-311++G|96.9   |404.9|397.2| 0.523|59.2   |108.9  |26.0|101.8

B3/6-311++G|79.6   |387.6|379.9| 0.417|59.2   |89.1   |26.0|82.0 

++++++++++++++++++++++++++++++++

HN=C(NH2)O-

CH3N2O  mw:59.025 Anion CAS: Z-30535-92-3 fg:48 cnt:1235

HOF(A.)=   0.2/3.0 D+AH          | BDE(A-H)= 111.0/3.0 SDEA 90BOR/HAR

HOF(AH)= -58.7/0.5  94PED/       |

DacidS=23.5/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 355.5/2.5 IMRE | HOF(A-)=-61.9/2.6 Acid p:9

DacidH(AH)= 362.5/2.6 G+TS EA(ev)= 2.692

----

98MA_/WAN    Datum: DacidH(AH)= 361.8/2.8 CIDC p:8

Enthalpy and entropy (20.5/1.8 eu) directly from kinetic method.
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS    Datum: DacidH(AH)= 357.4/2.1 EIAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2nconhz.zaf]

W1U        |-59.6  |363.5|356.1| 2.575|-57.2  |0.1    |24.7|109.4

G3MP2B3    |-58.6  |362.9|355.1| 2.601|-54.2  |1.7    |26.1|108.1

G3MP2B3+   |-58.7  |362.8|355.6| 2.602|-54.3  |1.7    |24.4|108.1

G4MP2      |-58.9  |362.7|355.4| 2.568|-54.4  |0.7    |24.7|107.2

M062X/Def2T|-55.7  |365.3|358.1| 2.410|-56.4  |0.3    |24.3|108.8

B3/6-311++G|-57.6  |362.8|355.5| 2.462|-53.1  |-0.5   |24.4|104.8

++++++++++++++++++++++++++++++++

MeNO2..NO2-

CH3N2O4  mw:107.010

Core ion CAS: Z-14797-65-0 Solvent: 75-52-5 fg:488 cnt:1767

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 7.8/2.1 TDAs | HOF(A-)=-76.5/0.6 AfIN p:8

DaffH(X..Y-)= 14.5/0.5 TDAs

----

85SIE/       Datum: DaffG= 9.7/0.2 TDAs p:8

DaffH(X..Y-)= 14.3/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rno2no2.zcf]

CBS-QB3    |-81.3  | 14.8|  5.5| 31.3|-20.0  |-46.5  

G3MP2B3    |-75.9  | 14.3|  4.7| 34.3|-17.1  |-44.4  

G3MP2B3+   |-76.4  | 14.6|  6.2| 28.1|-17.2  |-44.6  

G4MP2      |-75.8  | 13.6|  3.5| 33.9|-17.2  |-45.0  

M062X/Def2T|-70.7  | 17.6|  9.2| 28.3|-15.4  |-37.6  

B3/6-311++G|-70.8  | 14.7|  6.1| 28.8|-11.7  |-44.3  

++++++++++++++++++++++++++++++++

MeO-

CH3O  mw:31.019 Anion CAS: Z-3315-60-4 fg:30 cnt:519

HOF(A.)=   4.8/0.4  95OSB/LEA    | BDE(A-H)= 105.1/0.4 R-AH          

HOF(AH)= -48.1/0.1  94PED/       |

DacidS=23.4/0.1 Stat |  S(A-)=54.7/0.1 Acid |  S(AH)=57.3/0.1  82WAG/EVA

----

17WEI/CHE    Datum: EA=1.5689(7) eV SEVI | HOF(A-)=-31.4/0.9 Acid p:9

DacidG(AH)= 375.7/0.1 H-TS| DacidH(AH)= 382.5/0.9 D-EA

DaffH(AH)=  40.1/0.9 A-IN

----

06NEE/OST    Datum: EA=1.5690(19) eV LPES p:9

----

19STO/BAR    Datum: EA=1.578(20) eV LPES p:8

Vertical Detachment Energy:1.578(20) eV.

----

02ERV/DET    Datum: DacidH(AH)= 381.9/0.6 CIDC p:8

----

00RAM/DAV    Datum: EA=1.572(4) eV LPES p:8

----

98OSB/LEA    Datum: EA=1.568(5) eV LPES p:8

----

78ENG/ELL    Datum: EA=1.570(22) eV LPES p:8

Confirmed by composite computational methods: 95HIR/SHI.

----

99DET/ERV    Datum: DacidH(AH)= 382.2/0.7 CIDT p:7

----

86MEO/SIE    Datum: DacidH(AH)= 381.5/0.4 TDEq p:7

DacidG(AH)= 375.1/0.6 TDEq

Experimental entropy: 21.5 eu, 0.6 less than H2O.

----

93HAA/HAR    Datum: DacidH(AH)= 381.2/2.0 CIDC p:6

DacidG(AH)= 374.2/2.0 H-TS

Both metastable and 50 eV collision energy.

----

82MAC/RAK    Datum: DacidG= 375.0/2.2 kfkr p:6

DacidH(AH)= 382.0/2.2 G+TS

Anchored on HCCH from the D-EA cycle.

----

79BAR/SCO #  Datum: DacidG= 374.0/2.0 IMRE p:6

DacidH(AH)= 381.0/2.0 G+TS

The acidity is 1.2 kcal/mol stronger than that from the D-EA cycle, due to the multi-compound fit for the acidity scale.

----

78JAN/ZIM    Datum: EA=1.59(4) eV PD   p:6

----

75REE/BRA    Datum: EA=< 1.59(4) eV PD   [36.7(9) kcal] p:6
###### the following are "below the line": evaluated as not accurate ####

----

63TRE/NEU #  Datum: DacidH(AH)= 372.2/6.9 EIAE p:4

EA(eV)= 2.014

Reworked with modern neutral thermochemistry.

----

69PAG/GOO    Datum: EA=0.38 eV SI   [8.8 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

64TSU/HAM    Datum: EA=2.6 eV EIAE p:1

From MeOMe.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ro.zaf]

W1U        |-31.9  |383.1|376.6| 1.556|-49.2  |4.0    |21.7|105.3

CBS-QB3    |-31.9  |382.7|376.1| 1.579|-48.8  |4.6    |22.0|105.5

G3MP2B3    |-31.4  |383.7|377.1| 1.557|-47.8  |4.6    |21.9|104.6

G3MP2B3+   |-32.2  |     |     | 1.590|       |4.5    |    |     

G4MP2      |-31.8  |383.1|376.0| 1.570|-47.8  |4.5    |24.0|104.3

M062X/Def2T|-25.7  |385.6|378.5| 1.294|-46.6  |4.2    |23.7|102.9

B3/6-311++G|-31.6  |379.4|372.2| 1.521|-43.7  |3.6    |24.0|99.4 

++++++++++++++++++++++++++++++++

CD3O-

CD3O  mw:34.038 Anion CAS: Z-51679-31-3 fg:30 cnt:520

DacidS=22.0/2.0 Stat | 

----

17WEI/CHE    Datum: EA=1.5548(7) eV SEVI p:9

----

06NEE/OST    Datum: EA=1.5546(19) eV LPES p:8

----

00RAM/DAV    Datum: EA=1.559(4) eV LPES p:8

----

98OSB/LEA    Datum: EA=1.551(5) eV LPES p:8

----

93HAA/HAR    Datum: DacidH(AH)= 381.8/2.0 CIDC p:8

Both metastable and 50 eV collision energy.

----

78ENG/ELL    Datum: EA=1.552(22) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd3o.zaf]

W1U        |-36.9  |385.9|379.0| 1.536|-57.0  |-1.4   |23.1|107.7

CBS-QB3    |-35.5  |385.6|378.6| 1.542|-54.9  |0.2    |23.4|107.2

G3MP2B3    |-36.2  |387.3|379.1| 1.536|-55.4  |-0.7   |27.5|107.7

G4MP2      |-35.5  |385.9|379.0| 1.548|-53.8  |0.3    |23.2|106.3

M062X/Def2T|-29.2  |388.0|381.1| 1.258|-52.1  |0.0    |23.1|104.6

B3/6-311++G|-12.5  |379.6|372.7| 1.418|341.8  |20.3   |23.3|97.3 

++++++++++++++++++++++++++++++++

MeSO- | methylsulfenate

CH3OS  mw:62.991 Anion CAS: Z-80326-32-5 fg:42 cnt:2855

HOF(A.)= -16.9/2.0  97ZHA/CHE    | BDE(A-H)= 80.7/2.2 R-AH           

HOF(AH)= -45.5/1.0  88TUR/BRA    |

DacidS=23.3/3.0 Stat | 

----

92DOW/BOW    Datum: DacidG= 352.0/3.0 IMRB | HOF(A-)=-52.2/3.9 Acid p:8

DacidH(AH)= 359.0/3.1 G+TS DaffH(X..Y-)= 84.9/3.9 A-IN

Acid: MeS-O-H. Between CF3CH2OH, MeNO2. electron affinity < SO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rso.zaf]

W1U        |-42.6  |359.3|352.0| 1.072|-36.0  |-17.9  |24.6|70.3 

CBS-QB3    |-42.0  |358.8|351.4| 1.005|-35.1  |-18.8  |24.9|68.4 

G3MP2B3    |-40.9  |359.7|352.3| 1.042|-33.4  |-16.9  |24.9|68.6 

G3MP2B3+   |-41.0  |359.6|352.3| 1.045|-33.4  |-16.9  |24.5|68.6 

G4MP2      |-42.5  |359.1|351.7| 1.014|-34.5  |-19.1  |24.9|67.5 

M062X/Def2T|-34.8  |363.9|356.5| 0.816|-34.1  |-16.0  |24.9|70.2 

B3/6-311++G|-25.9  |361.4|354.1| 1.075|-20.0  |-1.1   |24.4|71.0 

++++++++++++++++++++++++++++++++

MeOSS-

CH3OS2  mw:94.963 Anion CAS: Z-212307-34-1 fg:56 cnt:4949

DacidS=26.0/3.0 Stat | 

----

97SMI/OHA    Datum: DacidG= 343.0/4.0 IMRB p:7

DacidH(AH)= 350.8/4.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ross.zaf]

W1U        |-54.4  |338.6|331.3| 1.836|-27.1  |-12.0  |24.5|67.2 

CBS-QB3    |-55.3  |337.6|330.2| 1.862|-27.2  |-12.3  |24.9|67.0 

G3MP2B3    |-52.9  |338.5|331.1| 1.884|-24.2  |-9.4   |24.8|66.9 

G3MP2B3+   |-53.0  |338.5|331.0| 1.888|-24.2  |-9.4   |25.0|66.9 

G4MP2      |-54.1  |339.2|331.8| 1.801|-26.1  |-12.5  |24.7|65.7 

M062X/Def2T|-51.8  |340.5|333.1| 1.673|-27.6  |-13.2  |24.6|66.5 

B3/6-311++G|-34.0  |335.9|328.5| 1.960|-2.7   |11.2   |25.0|66.0 

++++++++++++++++++++++++++++++++

MeOO-

CH3O2  mw:47.014 Anion CAS: Z-35683-44-4 fg:42 cnt:5310

HOF(A.)=   4.6/1.4 D+AH          | BDE(A-H)= 87.8/0.8 D-EA           

HOF(AH)= -31.1/1.0  05MAT/SIN    |

DacidS=23.6/1.0 Stat |  S(A-)=65.1/2.2 Acid |  S(AH)=67.5/2.0  76BEN

----

01BLA/RAM    Datum: EA=1.161(5) eV LPES p:9

----

01BLA/RAM    Datum: DacidG= 367.6/0.7 IMRE | HOF(A-)=-22.1/1.3 Acid p:8

DacidH(AH)= 374.6/0.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [roo.zaf]

W1U        |-24.7  |372.6|365.6| 1.178|-31.4  |2.6    |23.4|86.1 

CBS-QB3    |-25.9  |372.3|365.5| 1.188|-32.4  |1.7    |22.8|86.2 

G3MP2B3    |-23.6  |373.5|366.6| 1.169|-29.9  |3.5    |23.2|85.5 

G3MP2B3+   |-23.6  |373.6|366.7| 1.169|-29.9  |3.5    |23.1|85.5 

G4MP2      |-24.0  |372.8|365.8| 1.165|-29.7  |2.9    |23.5|84.7 

M062X/Def2T|-17.7  |376.1|368.9| 0.852|-29.0  |2.1    |23.8|83.2 

B3/6-311++G|-20.6  |370.0|363.1| 1.132|-23.4  |5.5    |23.0|81.0 

++++++++++++++++++++++++++++++++

HOCH2O-

CH3O2  mw:47.014 Anion CAS: Z-67899-36-9 fg:32 cnt:8938

----

16OLI/LEH2   Datum: EA=2.22(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hojo.zaf]

W1U        |-93.5  |367.9|360.2| 2.337|-95.5  |-39.5  |25.7|108.1

CBS-QB3    |-94.3  |364.3|356.7| 2.270|-92.8  |-41.9  |25.3|103.0

G3MP2B3    |-92.9  |367.9|360.6| 2.264|-93.6  |-40.6  |24.6|105.1

G3MP2B3+   |-93.2  |365.2|357.8| 2.277|-91.2  |-40.7  |24.7|102.6

G4MP2      |-92.6  |367.8|360.1| 2.231|-93.3  |-41.1  |25.7|104.2

M062X/Def2T|-87.6  |370.4|362.9| 1.974|-93.3  |-42.0  |25.5|103.4

B3/6-311++G|-88.7  |361.1|353.7| 2.179|-82.5  |-38.4  |24.8|96.1 

++++++++++++++++++++++++++++++++

CD3OO-

CD3O2  mw:50.033 Anion CAS: Z-374630-07-6 fg:42 cnt:5311 BDE(A-H)= 88.0/1.0 D-EA           

DacidS=23.6/1.0 Stat | 

----

01BLA/RAM    Datum: DacidG= 367.9/0.9 IMRE p:8

DacidH(AH)= 374.9/1.0 G+TS

----

01BLA/RAM    Datum: EA=1.154(4) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd3oo.zaf]

W1U        |-30.2  |374.8|368.1| 1.167|-39.1  |-3.2   |22.4|88.0 

CBS-QB3    |-30.1  |374.6|368.0| 1.176|-38.5  |-2.9   |22.0|87.7 

G3MP2B3    |-29.0  |376.6|368.5| 1.157|-37.5  |-2.3   |27.1|88.2 

G4MP2      |-28.3  |375.1|368.3| 1.152|-35.7  |-1.6   |22.7|86.2 

M062X/Def2T|-21.6  |378.1|371.4| 0.846|-34.5  |-2.0   |22.5|85.1 

B3/6-311++G|9.2    |369.2|362.5| 1.068|373.9  |33.9   |22.4|78.7 

++++++++++++++++++++++++++++++++

PtCO2H3-

CH3O2Pt  mw:241.979 Anion CAS: Z-2000230-55-5 fg:18 cnt:8992

----

16ZHA/LIU    Datum: EA=3.1(1) eV LPES p:8

Vertical Detachment Energy:3.24 eV.

++++++++++++++++++++++++++++++++

MeSO2- | methylsulfinate

CH3O2S  mw:78.986 Anion CAS: Z-43683-03-0 fg:42 cnt:2968

HOF(A.)= -49.9/2.0  09RAT/TAN    |

DacidS=24.0/3.0 Calc | 

----

94SOR/       Datum: DacidG= 320.6/5.2 IMRB p:7

DacidH(AH)= 327.8/5.3 G+TS

Between CF2HCO2H and CF3CO2H.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rso2.zaf]

W1U        |-110.8 |335.0|327.7| 2.505|-79.9  |-53.0  |24.4|79.0 

CBS-QB3    |-110.3 |333.9|326.7| 2.474|-78.5  |-53.2  |24.3|77.3 

G3MP2B3    |-107.1 |335.2|328.0| 2.567|-75.1  |-47.9  |24.0|79.3 

G3MP2B3+   |-107.1 |335.1|327.9| 2.567|-75.0  |-47.9  |23.9|79.2 

G4MP2      |-109.7 |334.9|327.6| 2.498|-77.5  |-52.1  |24.5|77.4 

M062X/Def2T|-100.7 |338.6|331.3| 2.340|-74.6  |-46.7  |24.6|80.0 

B3/6-311++G|-74.4  |336.9|329.8| 2.592|-44.0  |-14.6  |23.8|81.5 

++++++++++++++++++++++++++++++++

MeOSiO-

CH3O2Si  mw:74.991 Anion CAS: A-161644-88-8 fg:42 cnt:2749

DacidS=24.8/3.0 Calc | 

----

90DAM/KRE    Datum: DacidG= 354.0/6.0 IMRB p:8

DacidH(AH)= 361.4/6.1 G+TS

Between EtCHO,(Me3Si)2NH. Value revised, based on data in 92GRI/BAR. Composite computational methods(18BAR/) indicate an acidity ca. 14 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rosio.zaf]

W1U        |-128.8 |348.0|340.7| 2.561|-110.9 |-69.6  |24.4|93.4 

CBS-QB3    |-129.1 |347.3|340.3| 2.542|-110.7 |-70.3  |23.6|92.5 

G3MP2B3    |-128.0 |347.8|340.6| 2.554|-108.6 |-68.9  |24.0|91.8 

G3MP2B3+   |-128.0 |347.7|340.3| 2.559|-108.5 |-68.9  |24.8|91.7 

G4MP2      |-128.1 |348.2|341.1| 2.535|-109.1 |-69.4  |23.9|91.8 

M062X/Def2T|-123.9 |351.8|344.9| 2.305|-111.0 |-70.7  |23.1|92.5 

B3/6-311++G|-108.6 |346.7|339.3| 2.614|-88.0  |-48.2  |24.6|91.9 

++++++++++++++++++++++++++++++++

H2O..HCO2-

CH3O3  mw:63.009

Core ion CAS: Z-71-47-6 Solvent: 7732-18-5 fg:234 cnt:1526

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/SIE2   Datum: DaffG= 9.1/1.6 TDAs | HOF(A-)=-73.8/1.0 AfIN p:8

DaffH(X..Y-)= 16.0/1.0 TDAs

----

00VII/REI    Datum: DaffG= 8.4/0.2 kfkr p:7

----

95BLA/KLA    Datum: DaffG= 9.2/0.3 IMRE p:7

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2ohco2.zcf]

CBS-QB3    |-190.1 | 17.9|  9.2| 29.2|-58.2  |-114.0 

G3MP2B3    |-184.5 | 14.0|  7.6| 21.8|-57.6  |-112.9 

G3MP2B3+   |-184.8 | 14.2|  7.3| 23.0|-57.6  |-113.1 

G4MP2      |-184.1 | 13.8|  7.8| 20.1|-57.5  |-112.8 

M062X/Def2T|-179.1 | 15.9|  8.6| 24.3|-53.6  |-109.6 

B3/6-311++G|-178.2 | 14.7|  8.0| 22.5|-54.2  |-109.3 

++++++++++++++++++++++++++++++++

MeOSO2- | methoxysufinate

CH3O3S  mw:94.981 Anion CAS: Z-44209-66-7 fg:42 cnt:2282

HOF(AH)= -121.5/2.0 GpAd 93SP    |

DacidS=25.0/2.0 Stat | 

----

90GRA/LUM #  Datum: DacidG= 336.6/5.0 IMRB | HOF(A-)=-143.1/5.5 Acid p:6

DacidH(AH)= 344.1/5.0 G+TS DaffH(X..Y-)= 40.8/5.5 A-IN

Comparable to MeCOCH2COMe.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [roso2.zcf]

W1U        |-160.3 |327.5|319.3|      |-121.9 |       |27.5|     

CBS-QB3    |-159.7 |326.7|318.9| 3.175|-120.7 |-86.7  |26.2|86.1 

G3MP2B3    |-155.5 |327.3|319.1| 3.298|-115.7 |-79.7  |27.6|88.1 

G3MP2B3+   |-155.3 |327.4|319.7| 3.289|-115.5 |-79.6  |26.0|88.0 

G4MP2      |-158.2 |327.5|319.6| 3.170|-118.5 |-85.3  |26.5|85.4 

M062X/Def2T|-153.0 |329.8|321.6| 3.150|-118.1 |-80.6  |27.3|89.7 

B3/6-311++G|-116.8 |325.8|318.1| 3.465|-75.4  |-37.1  |25.9|90.4 

++++++++++++++++++++++++++++++++

MeSO3-

CH3O3S  mw:94.981 Anion CAS: Z-16053-58-0 fg:40 cnt:2513

HOF(AH)= -134.4/2.3  00GUT/GAL   |

DacidS=19.8/3.0 Stat |  S(A-)=67.8/3.6 Acid |  S(AH)=74.0/2.0 Est

----

94KOP/TAF    Datum: DacidG= 315.0/2.0 IMRE | HOF(A-)=-179.2/3.2 Acid p:9

DacidH(AH)= 320.9/2.2 G+TS

----

90TAF/KOP    Datum: DacidG= 315.8/2.0 IMRE p:8

DacidH(AH)= 321.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rso3.zaf]

W1U        |-182.4 |318.8|311.9| 4.506|-135.4 |-77.9  |23.2|109.5

CBS-QB3    |-182.2 |317.3|310.4| 4.495|-133.7 |-78.0  |22.9|107.8

G3MP2B3    |-175.9 |318.4|312.5| 4.675|-127.1 |-67.3  |19.7|111.8

G3MP2B3+   |-175.7 |318.6|312.1| 4.552|-127.1 |-69.9  |21.9|109.2

G4MP2      |-180.2 |318.8|311.9| 4.491|-131.8 |-75.9  |23.1|108.0

M062X/Def2T|-171.9 |319.4|312.5| 4.486|-126.6 |-68.1  |23.3|110.6

B3/6-311++G|-121.1 |319.2|312.6| 4.231|-73.0  |-22.7  |22.0|102.3

++++++++++++++++++++++++++++++++

H2O..HOCO2-

CH3O4  mw:79.004

Core ion CAS: Z-71-52-3 Solvent: 7732-18-5 fg:238 cnt:1759

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=4.31(3) eV LPES p:8

DaffH(AH)=  14.5/0.8 dEA

Vertical Detachment Energy:4.85(3) eV.

----

79KEE/LEE    Datum: DaffG= 8.5/0.4 TDAs | HOF(A-)=-73.5/0.2 AfIN p:8

DaffH(X..Y-)= 15.7/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hoco2w.zcf]

CBS-QB3    |-251.4 | 16.9|  7.9| 30.3|-58.2  |-176.3 

G3MP2B3    |-248.1 | 16.4|  7.3| 30.6|-57.6  |-174.1 

G3MP2B3+   |-248.3 | 16.5|  7.7| 29.3|-57.6  |-174.2 

G4MP2      |-246.9 | 15.8|  6.7| 30.5|-57.5  |-173.6 

M062X/Def2T|-245.4 | 18.8| 10.1| 29.4|-53.6  |-172.9 

B3/6-311++G|-236.0 | 16.2|  7.5| 29.2|-54.2  |-165.6 

++++++++++++++++++++++++++++++++

MeOWO3-

CH3O4W  mw:262.955 Anion CAS: Z-824401-80-1 fg:42 cnt:10388

----

05WAT/WAN    Datum: EA=4.9(1) eV LPES p:8

Vertical Detachment Energy:4.95(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rowo3-s.za0]

M062X/Def2T|-239.3 |     |     | 4.893|       |-126.2 |    |     

++++++++++++++++++++++++++++++++

HCO2H..HSO4-

CH3O6S  mw:142.966

Core ion CAS: Z-14996-02-2 Solvent: 64-18-6 fg:217 cnt:9015

HOF(solv)= -90.5/0.1 neut 94PED/   

----

17HOU/WAN    Datum: EA=6.10(10) eV LPES p:8

DaffH(AH)=  31.1/3.3 dEA

isomer: SO4H2..HCO2-.

----

17HOU/WAN    Datum: EA=6.85(1) eV LPES p:8

DaffH(AH)=  48.4/2.3 dEA

Isomer: HCO2H..HSO4-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hco2hso4.zcf]

CBS-QB3    |-344.7 | 24.6| 12.4| 41.1|-91.9  |-228.2 

G3MP2B3    |-334.7 | 23.4| 11.6| 39.7|-90.5  |-220.8 

G3MP2B3+   |-334.1 | 22.9| 11.2| 39.4|-90.6  |-220.6 

M062X/Def2T|-336.6 | 26.5| 14.8| 39.3|-90.7  |-219.3 

B3/6-311++G|-266.6 |     |     |     |       |       

++++++++++++++++++++++++++++++++

MeS-

CH3S  mw:46.996 Anion CAS: Z-17302-63-5 fg:53 cnt:647

HOF(A.)=  29.3/0.4  99BIS/CHO    | BDE(A-H)= 86.9/0.5 R-AH           

HOF(AH)=  -5.5/0.2  94PED/       |

DacidS=21.1/0.2 A-AH |  S(A-)=56.1/0.2 Isoe 82WAG/EWA |  S(AH)=61.0/0.1  82WAG/EVA

----

00SCH/DAV    Datum: EA=1.867(4) eV LPES p:9

DacidG(AH)= 352.3/0.7 H-TS| DacidH(AH)= 357.4/1.0 D-EA

----

79BAR/SCO #  Datum: DacidG= 350.6/2.0 IMRE | HOF(A-)=-14.3/3.6 Acid p:9

DacidH(AH)= 356.9/2.0 G+TS EA(ev)= 1.890 DaffH(X..Y-)= 73.0/3.6 A-IN

----

88MOR/ELL    Datum: EA=1.871(12) eV LPES p:8

----

78ENG/ELL    Datum: EA=1.882(24) eV LPES p:8

----

80JAN/REE    Datum: EA=1.861(4) eV LPD  p:7

----

80JAN/BRA    Datum: EA=1.861(4) eV LPD  p:7
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=1.36 eV SI   [31.4 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rs.zaf]

W1U        |-15.2  |357.5|351.1| 1.870|-6.8   |28.1   |21.4|87.0 

CBS-QB3    |-15.2  |356.8|350.4| 1.899|-6.3   |28.7   |21.4|87.0 

G3MP2B3    |-15.3  |357.7|350.6| 1.894|-5.8   |28.5   |23.6|86.3 

G3MP2B3+   |-15.3  |357.7|351.3| 1.893|-5.8   |28.4   |21.4|86.4 

G4MP2      |-15.0  |358.5|352.1| 1.859|-6.3   |28.0   |21.4|86.4 

M062X/Def2T|-9.1   |360.4|354.3| 1.657|-4.8   |29.1   |20.5|86.0 

B3/6-311++G|-10.5  |356.0|349.6| 1.836|0.7    |31.9   |21.4|83.2 

++++++++++++++++++++++++++++++++

HSCH2-

CH3S  mw:46.996 Anion CAS: Z-51422-57-2 fg:92 cnt:2434

HOF(A.)=  38.4/1.0 D+AH          | BDE(A-H)= 96.0/1.0  83SHU/BEN     

HOF(AH)=  -5.5/0.2  94PED/       |

DacidS=23.8/2.0 Stat |  S(A-)=58.8/2.2 Acid |  S(AH)=61.0/1.0  82WAG/EVA

----

90KAS/GUO    Datum: DacidG= 388.2/2.5 IMRB | HOF(A-)=24.1/2.6 Acid p:8

DacidH(AH)= 395.3/2.6 G+TS

Acidity between D2O and Me2NH.

----

90KAS/GUO    Datum: EA=0.781(330) eV [18.0(76) kcal] p:7

DacidH(AH)= 391.6/7.7 D-EA

Between O2 and SO2. Explains bad anchor in 82MCI/FUK.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsh.zaf]

W1U        |24.2   |396.9|389.5| 0.505|-6.8   |36.3   |24.8|95.2 

CBS-QB3    |25.2   |397.2|389.7| 0.510|-6.3   |37.2   |24.9|95.6 

G3MP2B3    |23.8   |396.8|389.3| 0.582|-5.8   |37.4   |25.1|95.3 

G3MP2B3+   |23.6   |396.6|389.2| 0.576|-5.8   |37.2   |25.1|95.2 

G4MP2      |23.4   |396.9|389.4| 0.559|-6.3   |36.5   |25.0|94.9 

M062X/Def2T|29.9   |399.4|392.2| 0.345|-4.8   |38.1   |24.1|95.0 

B3/6-311++G|30.9   |397.4|390.0| 0.479|0.7    |42.3   |25.0|93.6 

++++++++++++++++++++++++++++++++

CD3S-

CD3S  mw:50.015 Anion CAS: Z-73142-80-0 fg:53 cnt:649

DacidS=23.1/2.0 Stat | 

----

80JAN/BRA    Datum: EA=1.858(6) eV LPD  p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd3s.zaf]

W1U        |-20.6  |359.2|353.1| 1.871|-13.9  |22.7   |20.2|88.7 

CBS-QB3    |-19.4  |358.4|352.4| 1.901|-11.7  |24.5   |20.3|88.3 

G3MP2B3    |-20.7  |360.2|352.6| 1.895|-12.8  |23.1   |25.4|88.9 

G4MP2      |-19.2  |360.1|354.1| 1.862|-11.7  |23.9   |20.4|87.7 

M062X/Def2T|-12.8  |362.0|356.2| 1.603|-9.6   |24.4   |19.5|86.6 

B3/6-311++G|9.6    |355.2|349.1| 1.820|388.3  |51.6   |20.4|82.1 

++++++++++++++++++++++++++++++++

MeSS-

CH3S2  mw:78.968 Anion CAS: Z-97141-28-1 fg:56 cnt:1888

HOF(A.)=  25.2/4.1 D+AH          | BDE(A-H)= 78.5/3.2 D-EA           

HOF(AH)=  -1.2/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat | 

----

88MOR/ELL    Datum: EA=1.757(22) eV LPES | HOF(A-)=-15.3/4.2 Acid p:9

DacidG(AH)= 345.0/4.1 H-TS| DacidH(AH)= 351.6/4.0 D-EA

----

92DOW/BOW    Datum: DacidG= 345.0/3.0 IMRB p:8

DacidH(AH)= 351.6/3.1 G+TS

Acid: between CF3COCH3, tBuSH. Composite computational methods(18BAR/) indicate this is ca. 9 kcal/mol more strongly acidic.
###### the following are "below the line": evaluated as not accurate ####

----

91MOD/JON    Datum: HOF(A-)=-36.0/4.6 EIAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rss.zaf]

W1U        |-25.1  |343.8|336.5| 1.773|-3.0   |15.8   |24.4|70.9 

CBS-QB3    |-25.5  |342.8|335.6| 1.806|-2.5   |16.2   |24.2|70.8 

G3MP2B3    |-24.6  |343.8|336.5| 1.828|-1.1   |17.6   |24.4|70.8 

G3MP2B3+   |-24.7  |343.7|336.5| 1.830|-1.2   |17.5   |24.2|70.8 

G4MP2      |-25.4  |344.5|337.3| 1.764|-2.8   |15.3   |24.3|70.2 

M062X/Def2T|-21.0  |345.9|338.6| 1.584|-2.2   |15.4   |24.3|69.8 

B3/6-311++G|-10.8  |342.3|335.1| 1.780|14.2   |30.2   |24.2|68.2 

++++++++++++++++++++++++++++++++

CD3SS-

CD3S2  mw:81.987 Anion CAS: Z-113109-55-0 fg:56 cnt:1889

HOF(AH)=   3.0/2.0 Est3          |

DacidS=24.1/3.0 Stat | 

----

88MOR/ELL    Datum: EA=1.748(22) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd3ss.zaf]

W1U        |-30.7  |345.3|338.3| 1.769|-10.1  |10.1   |23.4|72.3 

CBS-QB3    |-29.8  |344.3|337.4| 1.804|-7.9   |11.8   |23.3|71.8 

G3MP2B3    |-30.1  |346.2|337.8| 1.825|-8.1   |12.0   |28.0|73.1 

G4MP2      |-29.7  |346.0|339.0| 1.761|-8.1   |10.9   |23.4|71.1 

M062X/Def2T|-24.8  |347.3|340.5| 1.578|-7.0   |11.5   |22.8|71.1 

B3/6-311++G|25.1   |341.3|334.3| 1.749|417.8  |65.5   |23.4|66.4 

++++++++++++++++++++++++++++++++

CH3Si-.

CH3Si  mw:43.001 Anion CAS: Z-0144466-51-3 fg:17 cnt:2832

HOF(AH)=  46.7                   |

----

92BEN/LEO    Datum: EA=0.852(10) eV LPES | HOF(A-)=53.0/0.2 R-EA p:9

DacidH(AH)= 372.0/3.0 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsi-t.zaf]

W1U        |53.3   |370.4|363.7| 0.841|48.7   |72.7   |22.7|76.1 

CBS-QB3    |55.2   |371.6|364.8| 0.821|49.3   |74.1   |22.6|76.9 

G3MP2B3    |52.4   |370.4|363.6| 0.883|49.2   |72.8   |22.8|75.7 

G3MP2B3+   |52.2   |370.4|363.6| 0.888|49.1   |72.8   |22.7|75.8 

G4MP2      |53.9   |372.1|365.4| 0.816|49.0   |72.7   |22.5|75.9 

M062X/Def2T|58.1   |373.5|366.9| 0.598|49.3   |71.9   |22.1|74.8 

B3/6-311++G|56.5   |369.5|362.7| 0.851|54.4   |76.2   |22.7|73.9 

++++++++++++++++++++++++++++++++

CH2=SiH-

CH3Si  mw:43.001 Anion CAS: Z-78289-04-0 fg:59 cnt:2833

DacidS=27.4/2.0 Stat | 

----

92BEN/LEO    Datum: EA=2.01(1) eV LPES | HOF(A-)=36.2/0.2 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2csih.zaf]

W1U        |37.1   |358.1|350.3| 1.971|44.8   |82.8   |26.2|90.1 

G3MP2B3    |34.8   |357.7|350.0| 2.090|44.3   |83.3   |25.8|91.1 

G3MP2B3+   |34.6   |357.6|349.9| 2.097|44.3   |83.3   |25.9|91.1 

G4MP2      |35.1   |357.9|350.2| 2.086|44.3   |83.5   |25.9|91.3 

M062X/Def2T|42.3   |359.1|351.3| 1.791|48.0   |83.8   |26.0|88.0 

B3/6-311++G|41.8   |357.4|349.7| 2.016|51.7   |88.6   |25.9|89.1 

++++++++++++++++++++++++++++++++

CH4..Ag-

mw:122.936

Core ion CAS: Z-19498-54-5 Solvent: 74-82-8 fg:201 cnt:11992

----

25CHI/OLA    Datum: EA=1.28(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeOH..Ag-

CH4AgO  mw:138.932

Core ion CAS: Z-19498-54-5 Solvent: 67-56-1 fg:24 cnt:8144

HOF(solv)= -48.1/0.1 neut 94PED/   

----

11CHI/XIE    Datum: EA=1.68(2) eV LPES p:8

DaffH(AH)=  8.7/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeAl(OH)O-

CH4AlO2  mw:75.003 Anion CAS: Z-132698-66-9 fg:42 cnt:2577

DacidS=22.0/3.0 Stat | 

----

91DAM/KRE    Datum: DacidG= 352.5/4.0 IMRB p:7

DacidH(AH)= 359.1/4.1 G+TS

Between CF3CH2OH and pyrrole.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [raloho.zaf]

W1U        |-159.9 |370.7|363.9| 2.844|-164.7 |-94.1  |22.5|122.7

CBS-QB3    |-159.2 |369.9|362.7|      |-163.4 |       |24.0|     

G3MP2B3    |-158.8 |369.4|362.4| 2.896|-161.0 |-91.9  |23.2|121.2

G3MP2B3+   |-158.9 |369.2|362.2| 2.901|-160.8 |-91.8  |23.3|121.1

G4MP2      |-157.9 |370.1|363.5| 2.817|-160.8 |-92.7  |22.0|120.2

M062X/Def2T|-152.3 |373.6|366.9| 2.539|-161.2 |-93.7  |22.3|119.6

B3/6-311++G|-139.8 |368.8|362.9| 2.751|-141.4 |-76.2  |20.0|117.3

++++++++++++++++++++++++++++++++

CAl3H4-

CH4Al3  mw:96.976 Anion CAS: Z-1232031-06-9 fg:13 cnt:8957

----

16ZHA/WAN    Datum: EA=1.0(1) eV LPES p:8

Vertical Detachment Energy:1.19(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cal3h4al.zzf]

W1U        |62.6   |     |     | 2.926|       |130.2  |    |     

CBS-QB3    |61.3   |     |     | 2.922|       |128.8  |    |     

G3MP2B3    |62.0   |     |     | 2.983|       |131.0  |    |     

G3MP2B3+   |62.0   |     |     | 2.986|       |131.0  |    |     

G4MP2      |62.8   |     |     | 2.960|       |131.1  |    |     

M062X/Def2T|67.7   |     |     | 1.982|       |133.3  |    |     

B3/6-311++G|81.5   |     |     | 2.896|       |148.4  |    |     

++++++++++++++++++++++++++++++++

MeOH..Al3O3-

CH4Al3O4  mw:160.956

Core ion CAS: Z-210057-25-3 Solvent: 67-56-1 fg:207 cnt:9616

HOF(solv)= -48.1/0.1 neut 94PED/   

----

03AKI/JAR2   Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.75(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [rohal3o3.zcf]

G3MP2B3    |-296.1 |  6.6| -1.4| 26.9|-47.8  |-241.7 | 2.257

G3MP2B3+   |-296.4 |  7.4| -0.6| 26.8|-47.9  |-241.1 | 2.284

M062X/Def2T|-298.6 |  8.7|  0.3| 28.1|-46.6  |-243.3 | 1.938

B3/6-311++G|-249.9 |  6.4| -1.6| 26.8|-43.7  |-199.9 | 2.340

++++++++++++++++++++++++++++++++

CH4..Au-

mw:212.998

Core ion CAS: Z-19498-55-6 Solvent: 74-82-8 fg:201 cnt:11993

----

25CHI/OLA    Datum: EA=2.35(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeOH..Au-

CH4AuO  mw:228.993

Core ion CAS: Z-19498-55-6 Solvent: 67-56-1 fg:24 cnt:10924

HOF(solv)= -48.1/0.1 neut 94PED/   

----

13QIN/CON    Datum: EA=2.815(32) eV PVMI p:8

DaffH(AH)=  11.7/0.7 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [rohau.za0]

M062X/Def2T|-7.8   | 12.6|  7.2| 18.3|-46.6  |51.5   | 2.071

++++++++++++++++++++++++++++++++

HAuSMe-

CH4AuS  mw:244.970 fg:24 cnt:10922

----

13QIN/CON    Datum: EA=3.158(26) eV PVMI p:8

Vertical Detachment Energy:3.207(25) eV.

++++++++++++++++++++++++++++++++

MeSH..Au-

CH4AuS  mw:244.970

Core ion CAS: Z-19498-55-6 Solvent: 74-93-1 fg:24 cnt:10923

HOF(solv)=  -5.5/0.2 neut 94PED/   

----

13QIN/CON    Datum: EA=2.729(33) eV PVMI p:8

DaffH(AH)=  9.7/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CH4..Br-

CH4Br  mw:94.950

Core ion CAS: Z-24959-67-9 Solvent: 74-82-8 fg:483 cnt:5275

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -2.3/3.0 TDAs | HOF(A-)=-71.7/0.4 AfIN p:8

DaffH(X..Y-)= 3.1/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ch4br.zcf]

CBS-QB3    |-79.3  |  6.3|  2.4| 12.8|-17.8  |-55.2  

G3MP2B3    |-71.9  |  1.9| -2.3| 14.0|-17.5  |-52.5  

G4MP2      |-71.2  |  1.6| -2.6| 14.0|-17.6  |-52.1  

M062X/Def2T|-67.7  |  3.2|  0.2|  9.9|-15.6  |-49.0  

B3/6-311++G|-74.5  |  1.2| -3.1| 14.5|-17.2  |-56.1  

++++++++++++++++++++++++++++++++

MeOH..Br-

CH4BrO  mw:110.945

Core ion CAS: Z-24959-67-9 Solvent: 67-56-1 fg:483 cnt:4436

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 8.0/0.1 TDAs | HOF(A-)=-113.5/0.3 AfIN p:9

DaffH(X..Y-)= 14.5/0.1 TDAs

----

91HIR/YAM    Datum: DaffG= 8.7/2.0 TDAs p:8

DaffH(X..Y-)= 13.9/1.0 TDAs

----

96TAN/MOR    Datum: DaffG= 8.4/2.0 IMRE p:6

Anchored to H2O.bullet..bullet.Br- of 88HIR/MIZ2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohbr.zcf]

CBS-QB3    |-120.4 | 16.4| 10.6| 19.4|-48.8  |-55.2  

G3MP2B3    |-119.3 | 19.0| 13.4| 19.0|-47.8  |-52.5  

G3MP2B3+   |-113.9 | 13.5|  7.6| 19.8|-47.9  |-52.5  

G4MP2      |-113.0 | 13.2|  7.8| 17.9|-47.8  |-52.1  

M062X/Def2T|-111.5 | 15.9| 10.1| 19.2|-46.6  |-49.0  

B3/6-311++G|-112.3 | 12.5|  6.6| 19.9|-43.7  |-56.1  

++++++++++++++++++++++++++++++++

CH4..Cl-

CH4Cl  mw:51.001

Core ion CAS: Z-16887-00-6 Solvent: 74-82-8 fg:482 cnt:5287

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -2.2/3.0 TDAs | HOF(A-)=-21.6/0.2 AfIN p:8

DaffH(X..Y-)= 3.8/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ch4cl.zcf]

W1U        |-76.8  |  3.0| -2.8| 19.4|-18.3  |-55.5  

CBS-QB3    |-77.2  |  2.7| -1.6| 14.4|-17.8  |-56.7  

G3MP2B3    |-76.1  |  2.4| -2.1| 15.0|-17.5  |-56.1  

G4MP2      |-74.8  |  2.3| -2.3| 15.2|-17.6  |-55.0  

M062X/Def2T|-68.3  |  4.3|  0.4| 13.3|-15.6  |-48.4  

B3/6-311++G|-76.1  | -8.9| -2.0| 13.5|-17.2  |-56.9  

++++++++++++++++++++++++++++++++

MeOH..Cl-

CH4ClO  mw:66.996

Core ion CAS: Z-16887-00-6 Solvent: 67-56-1 fg:482 cnt:1342

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 10.3/0.8 TDAs | HOF(A-)=-65.6/0.3 AfIN p:9

DaffH(X..Y-)= 17.5/0.3 TDAs

----

91EVA/KEE    Datum: DaffG= 10.4 TDEq p:8

DaffH(X..Y-)= 17.1/0.1 TDEq

----

87HIR/MIZ4   Datum: DaffG= 10.2/1.4 TDAs p:8

DaffH(X..Y-)= 17.4/1.0 TDAs

----

86YAM/FUR    Datum: DaffG= 10.2/2.6 TDAs p:7

DaffH(X..Y-)= 17.4/2.0 TDAs

----

85SIE/       Datum: DaffG= 10.9/0.2 TDAs p:7

DaffH(X..Y-)= 17.5/0.1 TDAs

----

84LAR/MCM2   Datum: DaffG= 9.9/2.0 IMRE p:7

DaffH(X..Y-)= 16.8/2.0 G+TS

----

82FRE/IKU    Datum: DaffG= 9.8 IMRE p:7
###### the following are "below the line": evaluated as not accurate ####

----

73YAM/PAY    Datum: DaffG= 9.8 TDAs p:4

DaffH(X..Y-)= 14.2 TDAs

----

71YAM/KEB    Datum: DaffG= 9.7/2.0 TDAs p:4

DaffH(X..Y-)= 14.1/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohcl.zcf]

W1U        |-121.0 | 16.3| 10.3| 20.1|-49.2  |-55.5  

CBS-QB3    |-121.8 | 16.3| 10.3| 20.1|-48.8  |-56.7  

G3MP2B3    |-119.7 | 15.7|  9.9| 19.4|-47.8  |-56.1  

G3MP2B3+   |-119.7 | 15.6|  9.6| 20.1|-47.9  |-56.1  

G4MP2      |-118.5 | 15.8| 10.9| 16.2|-47.8  |-55.0  

M062X/Def2T|-114.6 | 19.5| 13.6| 19.8|-46.6  |-48.4  

B3/6-311++G|-115.5 |  4.0|  8.9| 20.2|-43.7  |-56.9  

++++++++++++++++++++++++++++++++

MeSH..Cl-

CH4ClS  mw:82.973

Core ion CAS: Z-16887-00-6 Solvent: 74-93-1 fg:482 cnt:3045

HOF(solv)=  -5.5/0.2 neut 94PED/   

----

95STA/GRO    Datum: DaffG= 10.8/3.0 IMRB | HOF(A-)=-75.3/3.0 AfIN p:7

Chloride affinity comparable to that of CHCl3, as given in 71YAM/KEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rshcl.zcf]

W1U        |-75.1  | 12.8|  6.9| 19.7|-6.8   |-55.5  

CBS-QB3    |-75.5  | 12.5|  7.0| 18.4|-6.3   |-56.7  

G3MP2B3    |-73.9  | 11.9|  5.8| 20.5|-5.8   |-56.1  

G3MP2B3+   |-73.8  | 11.8|  6.6| 17.7|-5.8   |-56.1  

G4MP2      |-73.3  | 12.0|  5.8| 20.8|-6.3   |-55.0  

M062X/Def2T|-68.8  | 15.5|  9.3| 20.8|-4.8   |-48.4  

B3/6-311++G|-67.8  |  0.8|  6.6| 17.1|0.7    |-56.9  

++++++++++++++++++++++++++++++++

CH4..Co-

mw:74.965

Core ion CAS: Z-16727-18-7 Solvent: 74-82-8 fg:201 cnt:11994

----

25CHI/OLA    Datum: EA=0.68(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HCoCH3-

mw:74.965 Anion CAS: Z-2699684-33-6 fg:24 cnt:11997

----

25CHI/OLA    Datum: EA=2.70(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CH4..Cu-

mw:78.961

Core ion CAS: Z-19498-52-3 Solvent: 74-82-8 fg:201 cnt:11991

----

25CHI/OLA    Datum: EA=1.23(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HCuCH3-

mw:78.961 Anion CAS: Z-1227162-04-0 fg:24 cnt:11996

----

25CHI/OLA    Datum: EA=2.75(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CD3OD..Cu-

CD4CuO  mw:98.981

Core ion CAS: Z-19498-52-3 Solvent: 811-98-3 fg:24 cnt:10846

----

07BAR/HOR    Datum: EA=1.63(2) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CH4..F-

CH4F  mw:35.030

Core ion CAS: Z-16984-48-8 Solvent: 74-82-8 fg:481 cnt:5277

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 1.6/3.0 TDAs | HOF(A-)=-83.9/0.7 AfIN p:8

DaffH(X..Y-)= 6.7/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ch4f.zcf]

W1U        |-85.5  |  7.1|  0.3| 23.1|-18.3  |-60.1  

CBS-QB3    |-84.4  |  7.6|  2.5| 17.1|-17.8  |-59.0  

G3MP2B3    |-83.7  |  6.1|  0.3| 19.4|-17.5  |-60.1  

G4MP2      |-84.2  |  4.6| -1.1| 19.3|-17.6  |-62.0  

M062X/Def2T|-72.6  | 11.1|  6.0| 17.3|-15.6  |-45.9  

B3/6-311++G|-86.0  | -3.0|  2.7| 15.7|-17.2  |-61.5  

++++++++++++++++++++++++++++++++

MeOH..F-

CH4FO  mw:51.025

Core ion CAS: Z-16984-48-8 Solvent: 67-56-1 fg:481 cnt:994

HOF(solv)= -48.1/0.1 neut 94PED/   

----

17WEI/DEV    Datum: EA=3.1068(31) eV SEVI [25058.(25) cm-1] p:9

----

91BRA/ARN    Datum: EA=3.13(5) eV LPES p:8

The authors state that the electron affinity represents detachment to the transition state of H atom transfer.

----

83LAR/MCM    Datum: DaffG= 22.8/2.0 IMRE | HOF(A-)=-137.2/2.1 AfIN p:8

DaffH(X..Y-)= 29.6/2.0 G+TS

----

99DET/ERV    Datum: DaffH= 29.4/2.2 CIDT p:7

----

91HIR/YAM    Datum: DaffG= 15.8/2.0 TDAs p:6

DaffH(X..Y-)= 23.3/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [rohf.zcf]

W1U        |-140.6 | 31.2| 24.8| 21.6|-49.2  |-60.1  | 3.123

CBS-QB3    |-140.1 | 32.3| 26.6| 19.1|-48.8  |-59.0  | 3.132

G3MP2B3    |-137.4 | 29.5| 22.7| 22.7|-47.8  |-60.1  | 3.076

G3MP2B3+   |-138.5 | 30.4| 23.6| 22.8|-47.9  |-60.1  | 3.083

G4MP2      |-137.1 | 27.4| 20.3| 23.7|-47.8  |-62.0  | 3.027

M062X/Def2T|-133.2 | 40.6| 33.7| 23.3|-46.6  |-45.9  | 2.934

B3/6-311++G|-136.6 | 21.1| 24.7| 22.8|-43.7  |-61.5  | 3.077

++++++++++++++++++++++++++++++++

MeOD..F-

CH3DFO  mw:52.031

Core ion CAS: Z-16984-48-8 Solvent: 1455-13-6 fg:481 cnt:6531

HOF(solv)= -48.1/0.1 neut 94PED/   

----

92WIL/SZU    Datum: DaffG= 22.4/2.0 TDEq p:8

DaffH(X..Y-)= 29.8/2.0 TDEq

Reported relative to ROH.bullet..bullet.F-, 0.5 kcal/mol weaker.

++++++++++++++++++++++++++++++++

MeSH..F-

CH4FS  mw:67.002

Core ion CAS: Z-16984-48-8 Solvent: 74-93-1 fg:481 cnt:1033

HOF(solv)=  -5.5/0.2 neut 94PED/   
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 27.3/2.0 IMRE | HOF(A-)=-99.1/2.1 AfIN p:4

DaffH(X..Y-)= 34.2/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca.  15-16 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rshf.zcf]

W1U        |-104.9 | 37.9| 32.6| 17.8|-6.8   |-60.1  

CBS-QB3    |-104.4 | 39.1| 33.2| 19.7|-6.3   |-59.0  

G3MP2B3    |-103.2 | 37.3| 30.8| 22.0|-5.8   |-60.1  

G3MP2B3+   |-103.9 | 37.9| 31.9| 20.2|-5.8   |-60.1  

G4MP2      |-103.2 | 34.9| 28.2| 22.4|-6.3   |-62.0  

M062X/Def2T|-98.4  | 47.7| 41.4| 21.1|-4.8   |-45.9  

B3/6-311++G|-98.4  | 27.3| 31.3| 21.1|0.7    |-61.5  

++++++++++++++++++++++++++++++++

MeSiF2NH-

CH4F2NSi  mw:96.009 Anion CAS: Z-159592-83-3 fg:50 cnt:2991

DacidS=25.0/2.0 Stat | 

----

95KRE/DAM    Datum: DacidG= 363.0/3.0 IMRB p:8

DacidH(AH)= 370.5/3.1 G+TS

Acidity between Et2C=O,FCH2CH2OH. Composite computational methods(18BAR/) indicate an acidity ca. 5 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsif2nh.zaf]

W1U        |-234.2 |366.3|359.2|      |-234.7 |       |23.9|     

CBS-QB3    |-232.8 |365.6|358.2|      |-232.7 |       |24.8|     

G3MP2B3    |-230.9 |365.3|358.2| 2.750|-229.1 |-167.2 |23.8|114.0

G3MP2B3+   |-230.6 |365.4|358.2| 2.750|-228.8 |-166.8 |24.0|114.0

G4MP2      |-232.0 |365.8|358.6| 2.652|-230.6 |-170.6 |24.0|112.1

M062X/Def2T|-228.0 |367.8|360.7| 2.560|-231.1 |-168.9 |23.7|114.2

B3/6-311++G|-204.2 |363.0|355.8|      |-199.9 |       |24.0|     

++++++++++++++++++++++++++++++++

(H2O)2..CF3SO3-

CH4F3O5S  mw:184.974 fg:240 cnt:3266

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 3.8/0.3 IMRE | HOF(A-)=-482.6/4.6 AfIN p:8

DaffH(X..Y-)= 10.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

MeOH..SF6-

CH4F6OS  mw:177.989

Core ion CAS: Z-25031-39-4 Solvent: 67-56-1 fg:24 cnt:11017

HOF(solv)= -48.1/0.1 neut 94PED/   

----

86SIE/       Datum: DaffG= 5.0/0.3 TDAs p:8

DaffH(X..Y-)= 12.0/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sf6hor.zcf]

G3MP2B3    |-365.6 | 11.5|  2.7| 29.4|-47.8  |-306.2 

++++++++++++++++++++++++++++++++

CH4..I-

CH4I  mw:142.936

Core ion CAS: Z-20461-54-5 Solvent: 74-82-8 fg:484 cnt:5276

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -2.8/3.0 TDAs | HOF(A-)=-65.4/0.3 AfIN p:8

DaffH(X..Y-)= 2.6/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ch4i.zc0]

M062X/Def2T|-61.2  |  2.0| -0.2|  7.4|-15.6  |-43.7  

++++++++++++++++++++++++++++++++

MeOH..I-

CH4IO  mw:158.931

Core ion CAS: Z-20461-54-5 Solvent: 67-56-1 fg:484 cnt:1462

HOF(solv)= -48.1/0.1 neut 94PED/   

----

84CAL/KEB    Datum: DaffG= 6.0/1.0 TDAs | HOF(A-)=-104.5/1.0 AfIN p:9

DaffH(X..Y-)= 11.3/1.0 TDAs

----

99BOG/PES    Datum: DaffG= 5.8/0.5 TDAs p:8

DaffH(X..Y-)= 11.9/0.2 TDAs

----

91HIR/YAM    Datum: DaffG= 6.1/2.2 TDAs p:8

DaffH(X..Y-)= 11.2/1.0 TDAs

----

96TAN/MOR    Datum: DaffG= 5.7/2.0 IMRE p:7

Anchored to H2O.bullet..bullet.I- of 84CAL/KEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohi.zc0]

M062X/Def2T|-102.9 | 12.6|  6.6| 20.1|-46.6  |-43.7  

++++++++++++++++++++++++++++++++

CD4..Ir-

mw:213.019

Core ion CAS: Z-76948-83-9 Solvent: 558-20-3 fg:201 cnt:11995

----

25CHI/OLA    Datum: EA=1.54(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

D3IrCD-

mw:213.019 fg:24 cnt:11998

----

25CHI/OLA    Datum: EA=2.85(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeNH-

CH4N  mw:30.035 Anion CAS: Z-54448-39-4 fg:43 cnt:660

HOF(A.)=  41.9/1.0 D+AH          | BDE(A-H)= 99.6/1.6 D-EA           

HOF(AH)=  -5.6/0.2  94PED/       |

DacidS=25.2/1.4 Stat |  S(A-)=57.1/1.4 Acid |  S(AH)=57.9/0.2  69BEN/CRU

----

02RAD/XU     Datum: EA=0.432(15) eV LPES p:9

----

76MAC/HEM    Datum: DacidG= 395.7/0.7 IMRE | HOF(A-)=31.9/4.1 Acid p:8

DacidH(AH)= 403.2/0.8 G+TS DaffH(X..Y-)= 23.8/4.1 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

68COL/HUB    Datum: EA=<1.56 eV EIAE p:2

From MeNH2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rnh.zaf]

W1U        |31.6   |403.4|395.9| 0.446|-6.0   |42.0   |25.0|100.0

CBS-QB3    |32.9   |403.4|395.9| 0.443|-4.8   |43.2   |25.1|100.1

G3MP2B3    |32.2   |403.7|395.8| 0.457|-4.3   |42.9   |26.3|99.2 

G3MP2B3+   |31.4   |402.9|395.5| 0.489|-4.3   |42.8   |25.1|99.2 

G4MP2      |31.2   |402.9|395.4| 0.481|-4.5   |42.4   |24.9|99.0 

M062X/Def2T|40.3   |407.9|400.4| 0.151|-2.9   |43.9   |25.1|98.9 

B3/6-311++G|30.6   |402.2|394.8| 0.398|-4.4   |39.9   |25.1|96.4 

++++++++++++++++++++++++++++++++

(H2O)2..NaSCN-

CH4NNaO2S  mw:116.987 fg:21 cnt:11186

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20GON/WAN    Datum: EA=0.57(5) eV LPES p:8

Vertical Detachment Energy:0.67(5) eV.

++++++++++++++++++++++++++++++++

H2NCH2O-

CH4NO  mw:46.030 Anion CAS: Z-122972-61-6 fg:32 cnt:9709

----

18OLI/LEH    Datum: EA=1.944(1) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2njo.zaf]

W1U        |-40.8  |374.4|367.0| 2.037|-49.3  |6.3    |24.8|107.7

CBS-QB3    |-40.9  |373.3|365.9| 2.072|-48.4  |7.1    |24.9|107.6

G3MP2B3    |-40.0  |374.3|366.9| 1.966|-47.1  |5.4    |24.8|104.6

G3MP2B3+   |-40.6  |373.8|366.4| 1.988|-47.2  |5.4    |24.6|104.6

G4MP2      |-40.2  |374.0|366.6| 2.043|-47.0  |7.1    |24.9|106.2

M062X/Def2T|-34.0  |376.9|369.6| 1.768|-46.2  |6.9    |24.7|105.2

B3/6-311++G|-39.4  |371.1|363.7| 1.943|-43.2  |5.5    |24.6|100.8

++++++++++++++++++++++++++++++++

(H2O)2..CN-

CH4NO2  mw:62.025 fg:485 cnt:4030

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10WAN/KOW    Datum: EA=5.20(5) eV LPES p:9

DaffH(AH)=  20.8/1.6 dEA

The stated EA is the Vertical Detachment Energy, at 12 K. At 298 K, measured Vertical Detachment Energy = 5.10(8) eV.

----

89MEO/SPE    Datum: DaffG= 6.3/1.4 TDAs | HOF(A-)=-69.5/1.0 AfIN p:8

DaffH(X..Y-)= 11.7/1.0 TDAs

++++++++++++++++++++++++++++++++

MeSO2NH-

CH4NO2S  mw:93.997 Anion CAS: Z-72409-61-1 fg:49 cnt:4070

DacidS=23.9/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 338.8/2.0 IMRE p:9

DacidH(AH)= 345.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rso2nh.zaf]

W1U        |-106.8 |347.0|339.8|      |-87.9  |       |24.1|     

CBS-QB3    |-106.1 |345.8|338.6| 3.222|-86.2  |-31.6  |24.1|106.7

G3MP2B3    |-101.1 |346.3|338.9| 3.205|-80.2  |-27.0  |25.0|105.4

G3MP2B3+   |-100.9 |346.4|339.2| 3.198|-80.1  |-26.9  |24.1|105.3

G4MP2      |-105.3 |346.3|339.1| 3.135|-84.4  |-32.8  |24.1|103.7

M062X/Def2T|-95.8  |347.7|340.6| 3.103|-78.8  |-24.1  |23.7|106.8

B3/6-311++G|-52.9  |346.6|339.5| 3.043|-32.3  |17.5   |24.0|101.8

++++++++++++++++++++++++++++++++

MeOH..NO2-

CH4NO3  mw:78.020

Core ion CAS: Z-14797-65-0 Solvent: 67-56-1 fg:488 cnt:1772

HOF(solv)= -48.1/0.1 neut 94PED/   

----

85SIE/       Datum: DaffG= 9.7/0.4 TDAs | HOF(A-)=-109.8/0.3 AfIN p:8

DaffH(X..Y-)= 17.4/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohno2.zcf]

W1U        |-109.4 | 16.0|  7.7| 27.8|-49.2  |-44.2  

CBS-QB3    |-111.4 | 16.1|  7.6| 28.4|-48.8  |-46.5  

G3MP2B3    |-108.2 | 15.9|  7.5| 28.1|-47.8  |-44.4  

G3MP2B3+   |-108.4 | 15.8|  8.2| 25.7|-47.9  |-44.6  

G4MP2      |-108.0 | 15.2|  6.8| 28.2|-47.8  |-45.0  

M062X/Def2T|-102.9 | 18.6| 10.8| 26.2|-46.6  |-37.6  

B3/6-311++G|-103.3 | 15.3|  7.7| 25.5|-43.7  |-44.3  

++++++++++++++++++++++++++++++++

(H2O)..{HCO2H}..NO3-

CH4NO6  mw:126.004 fg:489 cnt:4865

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00VII/REI    Datum: DaffG= 4.4/0.2 IMRE p:6

++++++++++++++++++++++++++++++++

MeOH..O2-.

CH4O3  mw:64.017

Core ion CAS: Z-11062-77-4 Solvent: 67-56-1 fg:491 cnt:1490

HOF(solv)= -48.1/0.1 neut 94PED/   

----

73YAM/PAY    Datum: DaffG= 12.5 TDAs | HOF(A-)=-77.5/1.7 AfIN p:7

DaffH(X..Y-)= 19.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [roho2.zcf]

CBS-QB3    |-81.4  | 21.4| 14.0| 25.0|-48.8  |-11.2  

G3MP2B3    |-78.8  | 23.5| 16.6| 23.0|-47.8  |-7.5   

G3MP2B3+   |-78.8  | 23.3| 16.7| 22.0|-47.9  |-7.6   

G4MP2      |-79.3  | 23.2| 15.6| 25.4|-47.8  |-8.4   

M062X/Def2T|-76.7  | 25.5| 17.8| 25.7|-46.6  |-4.5   

++++++++++++++++++++++++++++++++

(H2O)2..COS-.

CH4O3S  mw:95.989 fg:302 cnt:5815

HOF(A.)= -10.1/2.8               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02SUR/SAN    Datum: EA=2.53(7) eV LPES | HOF(A-)=-68.4/2.3 AfIN p:8

DaffH(AH)=  10.6/2.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..CO2-.

CH4O4  mw:80.012 fg:100 cnt:11780

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03TSU/NAG    Datum: EA=2(2) eV LPES [2.44(2) eV] p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..CO3-.

CH4O5  mw:96.006 fg:401 cnt:4062

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

79KEE/LEE    Datum: DaffG= 4.8/1.0 TDAs | HOF(A-)=-276.9/4.6 AfIN p:8

DaffH(X..Y-)= 13.6/0.5 TDAs

++++++++++++++++++++++++++++++++

MePH-

CH4P  mw:47.006 Anion CAS: Z-31386-69-3 fg:58 cnt:7454

HOF(AH)=  -4.8/2.0 Est5 88LIE/   |

DacidS=25.4/3.0 Calc | 

----

09HUR/YAN    Datum: DacidG= 365.7/2.6 IMRE | HOF(A-)=2.8/3.4 Acid p:8

DacidH(AH)= 373.3/2.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rph.zaf]

W1U        |3.0    |374.1|366.5| 0.905|-5.3   |23.8   |25.5|81.2 

CBS-QB3    |2.9    |374.1|366.5| 0.916|-5.4   |24.0   |25.4|81.5 

G3MP2B3    |2.8    |373.9|366.3| 0.937|-3.9   |24.5   |25.4|80.4 

G3MP2B3+   |2.8    |373.9|366.4| 0.937|-3.9   |24.4   |25.4|80.4 

G4MP2      |3.0    |374.5|366.9| 0.915|-4.3   |24.1   |25.4|80.5 

M062X/Def2T|7.7    |377.6|369.6| 0.638|-5.2   |22.3   |26.9|79.7 

B3/6-311++G|4.9    |373.5|365.9| 0.882|-1.3   |25.3   |25.4|78.7 

++++++++++++++++++++++++++++++++

CH3-Pt-H-

CH4Pt  mw:210.997 Anion CAS: Z-152577-27-0 fg:24 cnt:9954

----

19LIU/ZHU    Datum: EA=1.98(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rpth-d.za0]

M062X/Def2T|74.4   |     |     | 0.616|       |88.2   |    |     

++++++++++++++++++++++++++++++++

CD3-Pt-D-

CD4Pt  mw:215.022 Anion CAS: N-1091679-65-0 fg:24 cnt:9955

----

19LIU/ZHU    Datum: EA=1.93(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeGeH2-

CH5Ge  mw:90.961 Anion CAS: Z-14039-11-3 fg:59 cnt:2977

HOF(A.)=  40.4/2.4  19BEC/WAL    | BDE(A-H)= 82.7/2.5 R-AH           

HOF(AH)=   9.8/0.6  19BEC/WAL    |

DacidS=26.8/1.0 Stat | 

----

93DEC/GAL    Datum: DacidG= 359.3/2.0 IMRE | HOF(A-)=11.4/2.1 Acid p:8

DacidH(AH)= 367.3/2.0 G+TS EA(ev)= 1.258

----

01GAL/DEC    Datum: DacidG= 358.7/2.0 IMRE p:7

DacidH(AH)= 366.7/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rgeh2.zaf]

CBS-QB3    |4.7    |368.6|360.4| 1.415|1.9    |37.3   |27.6|87.6 

G3MP2B3    |8.2    |366.7|358.3| 1.458|8.7    |41.8   |28.0|85.2 

G3MP2B3+   |6.0    |366.5|358.1| 1.460|6.7    |39.6   |27.9|85.0 

G4MP2      |8.5    |367.0|358.8| 1.428|8.7    |41.5   |27.4|84.9 

M062X/Def2T|16.0   |368.6|360.5| 1.091|12.1   |41.3   |27.3|81.3 

B3/6-311++G|9.8    |365.2|357.6| 1.480|11.8   |43.9   |25.6|84.2 

++++++++++++++++++++++++++++++++

H2O..HCONH2-.

CH5NO2  mw:63.033

Core ion CAS: Z-108508-38-9 Solvent: 7732-18-5 fg:102 cnt:9696

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02LEC/LUC    Datum: EA=0.0031(10) eV Rydb p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [whconh2.zcf]

G3MP2B3    |-83.7  | 17.7|  8.5| 31.1|-57.6  |-8.3   |-1.104

M062X/Def2T|-78.5  | 21.7| 12.6| 30.6|-53.6  |-3.1   |-1.265

++++++++++++++++++++++++++++++++

H2O..MeNO2-

CH5NO3  mw:79.027

Core ion CAS: Z-034538-58-4 Solvent: 7732-18-5 fg:302 cnt:11621

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16PRU/ALB    Datum: EA=0.8(2) eV LPEI p:8

DaffH(AH)=  14.5/4.6 dEA

Vertical Detachment Energy:1.7(1) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wrni.zzf]

G3MP2B3    |-96.3  | 18.2|  9.4| 29.5|-57.6  |-20.5  | 0.779

++++++++++++++++++++++++++++++++

CH4..HO-

CH5O  mw:33.035

Core ion CAS: Z-14280-30-9 Solvent: 74-82-8 fg:486 cnt:9949

HOF(solv)= -17.8/0.1 neut 94PED/   

----

19BEN/LU     Datum: EA=2.00(5) eV PEPI p:8

DaffH(AH)=  4.0/1.2 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ch4ho.zcf]

W1U        |-56.6  |  4.6| -1.8| 21.7|-18.3  |-33.6  | 2.018

G3MP2B3    |-55.2  |  4.4| -0.7| 15.5|-17.5  |-33.2  | 1.981

++++++++++++++++++++++++++++++++

MeOH..HS-

CH5OS  mw:65.007

Core ion CAS: Z-15035-72-0 Solvent: 67-56-1 fg:203 cnt:2074

HOF(solv)= -48.1/0.1 neut 94PED/   

----

88MEO/       Datum: DaffG= 11.0/1.0 TDAs | HOF(A-)=-84.5/1.0 AfIN p:8

DaffH(X..Y-)= 17.0/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohhs.zcf]

W1U        |-84.9  | 15.3|  9.2| 20.6|-49.2  |-20.4  

CBS-QB3    |-85.3  | 15.4|  9.0| 21.5|-48.8  |-21.1  

G3MP2B3    |-84.4  | 15.2|  8.9| 21.4|-47.8  |-21.3  

G3MP2B3+   |-84.4  | 15.2|  8.7| 21.9|-47.9  |-21.3  

G4MP2      |-83.4  | 15.7|  9.2| 22.0|-47.8  |-20.0  

M062X/Def2T|-78.3  | 19.1| 12.9| 20.8|-46.6  |-12.5  

B3/6-311++G|-77.7  | 14.6|  8.4| 21.0|-43.7  |-19.4  

++++++++++++++++++++++++++++++++

H2O..MeS-

CH5OS  mw:65.007

Core ion CAS: Z-17302-63-5 Solvent: 7732-18-5 fg:253 cnt:2268

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

89SIE/MEO    Datum: DaffG= 8.7/0.7 TDAs | HOF(A-)=-72.8/0.2 AfIN p:8

DaffH(X..Y-)= 15.0/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wrs.zcf]

W1U        |-87.8  | 14.1|  7.4| 22.5|-58.5  |-15.2  

CBS-QB3    |-87.1  | 13.7|  6.5| 24.3|-58.2  |-15.2  

G3MP2B3    |-86.7  | 13.8|  6.7| 23.6|-57.6  |-15.3  

G3MP2B3+   |-87.0  | 14.1|  7.9| 20.8|-57.6  |-15.3  

G4MP2      |-86.4  | 13.8|  6.7| 23.9|-57.5  |-15.0  

M062X/Def2T|-79.7  | 17.0|  9.9| 23.8|-53.6  |-9.1   

B3/6-311++G|-79.4  | 14.7|  8.8| 19.9|-54.2  |-10.5  

++++++++++++++++++++++++++++++++

MeSiH2O-

CH5OSi  mw:61.012 Anion CAS: Z-355010-50-3 fg:42 cnt:2575

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 352.5/4.0 IMRB p:6

DacidH(AH)= 358.9/4.1 G+TS

Between pyrrole, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsih2o.zaf]

W1U        |-93.4  |359.0|352.0| 3.243|-86.6  |-18.5  |23.3|120.2

CBS-QB3    |-93.1  |358.1|351.3|      |-85.5  |       |23.0|     

G3MP2B3    |-91.4  |358.7|351.9| 3.248|-82.9  |-16.3  |22.9|118.7

G3MP2B3+   |-91.6  |358.5|351.7| 3.253|-83.0  |-16.4  |23.0|118.6

G4MP2      |-91.5  |359.3|352.4| 3.201|-83.6  |-17.5  |23.0|118.2

M062X/Def2T|-86.2  |361.4|354.6| 2.975|-82.9  |-17.5  |22.8|117.5

B3/6-311++G|-76.6  |358.8|351.9| 3.019|-68.2  |-6.9   |23.0|113.4

++++++++++++++++++++++++++++++++

H2O..MeO-

CH5O2  mw:49.030

Core ion CAS: Z-3315-60-4 Solvent: 7732-18-5 fg:230 cnt:1348

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22BEN/NGU    Datum: EA=2.37(2) eV PEPI p:8

----

86MEO/SIE    Datum: DaffG= 17.0/0.3 TDAs | HOF(A-)=-113.1/0.9 AfIN p:8

DaffH(X..Y-)= 23.9/0.2 TDAs

----

99DET/ERV    Datum: DaffH= 25.3/2.2 CIDT p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2oro.zcf]

W1U        |-114.3 | 23.8| 16.2| 25.5|-58.5  |-31.9  | 2.440

CBS-QB3    |-113.8 | 23.7| 15.9| 26.2|-58.2  |-31.9  |      

G3MP2B3    |-112.1 | 23.1| 15.7| 24.9|-57.6  |-31.4  | 2.436

G3MP2B3+   |-113.0 | 23.1| 15.5| 25.6|-57.6  |-32.2  | 2.433

G4MP2      |-112.2 | 22.8| 14.6| 27.7|-57.5  |-31.8  |      

M062X/Def2T|-106.6 | 27.3| 18.5| 29.3|-53.6  |-25.7  |      

B3/6-311++G|-109.3 | 23.6| 16.2| 24.8|-54.2  |-31.6  | 2.393

++++++++++++++++++++++++++++++++

(H2O)2..HCO2-

CH5O4  mw:81.019 fg:234 cnt:3239

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.8/0.3 IMRE | HOF(A-)=-145.4/1.0 AfIN p:8

DaffH(X..Y-)= 13.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

00VII/REI    Datum: DaffG= 6.9/0.2 kfkr p:6

++++++++++++++++++++++++++++++++

H2O..MeSO3-

CH5O4S  mw:112.991

Core ion CAS: Z-16053-58-0 Solvent: 7732-18-5 fg:240 cnt:3212

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.9/0.3 IMRE | HOF(A-)=-250.9/3.2 AfIN p:8

DaffH(X..Y-)= 13.9/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rso3w.zcf]

CBS-QB3    |-254.5 | 14.1|  4.6| 32.0|-58.2  |-182.2 

G3MP2B3    |-247.2 | 13.7|  4.2| 31.7|-57.6  |-175.9 

G3MP2B3+   |-247.5 | 14.2|  5.7| 28.4|-57.6  |-175.7 

G4MP2      |-250.6 | 12.8|  3.4| 31.7|-57.5  |-180.2 

M062X/Def2T|-241.6 | 16.1|  7.2| 29.8|-53.6  |-171.9 

B3/6-311++G|-189.2 | 14.0|  5.5| 28.4|-54.2  |-121.1 

++++++++++++++++++++++++++++++++

(H2O)2..HOCO2-

CH5O5  mw:97.014 fg:238 cnt:4064

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=4.83(3) eV LPES p:8

DaffH(AH)=  12.0/1.0 dEA

Vertical Detachment Energy:5.35(3) eV.

----

79KEE/LEE    Datum: DaffG= 6.2/1.0 TDAs | HOF(A-)=-72.7/0.2 AfIN p:8

DaffH(X..Y-)= 14.9/0.2 TDAs

++++++++++++++++++++++++++++++++

MeSiH2-

CH5Si  mw:45.017 Anion CAS: Z-75919-37-8 fg:59 cnt:2232

HOF(A.)=  32.8/3.5 D+AH          | BDE(A-H)= 91.9/2.9 D-EA           

HOF(AH)=  -7.0/2.0  81WAL/       |

DacidS=28.2/2.0 Stat |  S(A-)=63.5/2.0 Acid |  S(AH)=61.3/0.3  76BEN

----

89WET/SAL    Datum: EA=1.19(3) eV LPD  [27.5(8) kcal] p:9

----

89WET/SAL #  Datum: DacidG= 369.6/2.0 IMRE | HOF(A-)=5.3/2.9 Acid p:8

DacidH(AH)= 378.0/2.1 G+TS

0.8 kcal/mol weaker than iPrOH.

----

01GAL/DEC    Datum: DacidG= 369.0/2.0 IMRE p:7

DacidH(AH)= 377.4/2.1 G+TS

----

88DAM/KAS    Datum: DacidG= 377.0/4.0 IMRB p:6

DacidH(AH)= 385.4/4.0 G+TS

Between furan and methanol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsih2.zaf]

W1U        |6.6    |380.5|372.2| 1.137|-8.0   |32.8   |27.7|93.0 

CBS-QB3    |7.6    |380.8|373.2| 1.127|-7.5   |33.6   |25.5|93.2 

G3MP2B3    |6.8    |380.0|372.4| 1.163|-5.9   |33.7   |25.4|91.7 

G3MP2B3+   |6.6    |379.8|371.6| 1.170|-6.0   |33.6   |27.6|91.7 

G4MP2      |6.9    |380.4|372.1| 1.144|-6.3   |33.3   |27.7|91.7 

M062X/Def2T|11.6   |381.0|372.8| 0.932|-4.7   |33.1   |27.5|89.9 

B3/6-311++G|11.3   |378.9|371.3| 1.162|-0.3   |38.2   |25.4|90.5 

++++++++++++++++++++++++++++++++

H3SiCH2-

CH5Si  mw:45.017 Anion CAS: Z-57271-97-3 fg:92 cnt:2234

HOF(AH)=  -7.0/2.0  81WAL/       |

DacidS=28.2/2.0 Stat |  S(A-)=63.5/2.0 Acid |  S(AH)=61.3/0.3  76BEN

----

88DAM/KAS    Datum: DacidG= 380.0/4.0 IMRB | HOF(A-)=15.7/4.5 Acid p:8

DacidH(AH)= 388.4/4.0 G+TS

Slightly less acidic then fluorobenzene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsih3.zaf]

W1U        |17.6   |391.4|383.8| 1.036|-8.0   |41.6   |25.4|101.8

CBS-QB3    |18.5   |391.7|384.2| 1.031|-7.5   |42.5   |25.2|102.1

G3MP2B3    |18.2   |391.3|383.9| 1.073|-5.9   |43.2   |24.9|101.2

G3MP2B3+   |17.8   |391.0|383.4| 1.089|-6.0   |43.2   |25.6|101.2

G4MP2      |17.9   |391.3|383.9| 1.063|-6.3   |42.7   |25.0|101.0

M062X/Def2T|24.1   |393.4|385.8| 0.865|-4.6   |44.1   |25.5|100.9

B3/6-311++G|24.8   |392.4|384.8| 0.958|-0.3   |47.1   |25.5|99.5 

++++++++++++++++++++++++++++++++

Au(MeOH)(H2O)-

CH6AuO2  mw:247.004 fg:301 cnt:11569

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22QIN/WAN    Datum: EA=3.22(2) eV SEVI p:8

++++++++++++++++++++++++++++++++

ClCH2PH.BH3-

CH6BClP  mw:94.999 Anion CAS: Z-1163712-07-9 fg:23 cnt:7460

DacidS=25.2/3.0 Calc | 

----

09HUR/YAN    Datum: DacidG= 313.6 IMRE p:8

DacidH(AH)= 321.1 G+TS

Acidity not corrected for BH3 dissociation of neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cljphbh3.zaf]

W1U        |-45.4  |331.2|323.7| 3.102|-10.8  |26.2   |25.1|89.1 

CBS-QB3    |-45.6  |330.9|323.4| 3.108|-10.7  |26.2   |25.3|89.0 

G3MP2B3    |-42.4  |330.7|323.2| 3.144|-5.9   |30.2   |25.3|88.2 

G3MP2B3+   |-42.7  |330.5|323.0| 3.154|-6.0   |30.2   |25.2|88.3 

G4MP2      |-43.0  |331.2|323.7| 3.071|-7.0   |28.0   |25.2|87.1 

M062X/Def2T|-46.0  |331.1|323.5| 2.952|-12.4  |22.2   |25.5|86.7 

B3/6-311++G|-36.5  |328.7|321.2| 3.078|2.1    |34.6   |25.1|84.6 

++++++++++++++++++++++++++++++++

CH(B11Br6H5)-

CH6B11Br6  mw:612.660 Anion CAS: Z-108674-23-3 fg:17 cnt:10986 BDE(A-H)=>90.5/11.5 D-EA          

----

09MEY/WAN #  Datum: DacidH(AH)=<285.6/3.0 IMRB p:8

Adjusted from paper based on 14ZHA/SON.

----

09MEY/WAN #  Datum: EA=>5.14(48) eV LPES p:8

Adjusted from paper based on 14ZHA/SON.

++++++++++++++++++++++++++++++++

CH(B11Cl6H5)-

CH6B11Cl6  mw:348.963 Anion CAS: Z-108635-59-2 fg:17 cnt:10987 BDE(A-H)=>90.5/11.5 D-EA          

----

09MEY/WAN #  Datum: DacidH(AH)=<285.6/3.0 IMRB p:8

Adjusted from paper based on 14ZHA/SON.

----

09MEY/WAN #  Datum: EA=>5.14(48) eV LPES p:8

Adjusted from paper based on 14ZHA/SON.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [xb11cl6h.zaf]

G3MP2B3    |-326.9 |250.5|243.1| 7.462|-210.1 |-154.2 |24.9|108.1

B3/6-311++G|-247.2 |249.6|242.2| 5.733|-129.4 |-114.3 |24.8|67.3 

++++++++++++++++++++++++++++++++

CH(B11I6H5)-

CH6B11I6  mw:900.577 Anion CAS: Z-175476-39-8 fg:17 cnt:10988 BDE(A-H)=>90.5/11.5 D-EA          

----

09MEY/WAN #  Datum: EA=>5.14(48) eV LPES p:8

Adjusted from paper based on 14ZHA/SON.

----

09MEY/WAN #  Datum: DacidH(AH)=<285.6/3.0 IMRB p:8

Adjusted from paper based on 14ZHA/SON.

++++++++++++++++++++++++++++++++

(MeOH){H2O}..Cl-

CH6ClO2  mw:85.006 fg:482 cnt:6457

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91EVA/KEE    Datum: DaffG= 5.8/0.4 TDAs p:8

DaffH(X..Y-)= 10.9/0.2 TDAs

For water attachment to the core ion.

----

91EVA/KEE    Datum: DaffG= 6.9/0.4 TDAs | HOF(A-)=-134.0/0.2 AfIN p:8

DaffH(X..Y-)= 13.2/0.1 TDAs

For solvation by MeOH of core ion.

++++++++++++++++++++++++++++++++

MeNH2..H-

CH6N  mw:32.051 Anion CAS: Z-323194-31-6 fg:480 cnt:5812

HOF(solv)=  -5.6/0.2 neut 94PED/   

----

02RAD/XU     Datum: EA=1.157(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [rnh2h.zcf]

W1U        |28.4   |  0.3| -5.7| 20.4|-6.0   |34.7   | 0.555

CBS-QB3    |28.7   |  6.2|  0.3| 20.1|-4.8   |34.7   | 0.566

G3MP2B3    |28.5   |  6.8|  0.8| 20.0|-4.3   |34.7   | 0.549

G3MP2B3+   |27.4   |  7.7|  2.1| 18.8|-4.3   |34.7   | 0.583

G4MP2      |28.3   | 14.4|  8.5| 19.7|-4.5   |34.7   | 0.548

M062X/Def2T|36.2   | 13.3|  7.3| 20.0|-2.9   |34.7   | 0.351

B3/6-311++G|25.1   | -5.2| -3.0| 18.8|-4.4   |34.7   | 0.599

++++++++++++++++++++++++++++++++

(H2O)3..NaSCN-

CH6NNaO3S  mw:134.997 fg:21 cnt:11187

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20GON/WAN    Datum: EA=0.43(5) eV LPES p:8

Vertical Detachment Energy:0.64(5) eV.

++++++++++++++++++++++++++++++++

MeOSiH2NH-

CH6NOSi  mw:76.022 Anion CAS: Z-159592-82-2 fg:50 cnt:2990

DacidS=25.0/2.0 Stat | 

----

95KRE/DAM    Datum: DacidG= 368.0/3.0 IMRB p:8

DacidH(AH)= 375.5/3.1 G+TS

Acidity between EtCN, nPrOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rosinh.zaf]

W1U        |-79.4  |374.0|367.2| 2.285|-87.6  |-26.5  |22.9|113.2

CBS-QB3    |-79.6  |373.4|366.6| 2.320|-87.2  |-25.9  |22.8|113.4

G3MP2B3    |-76.9  |373.5|366.3| 2.313|-83.2  |-23.4  |24.1|112.0

G3MP2B3+   |-77.5  |373.1|366.1| 2.334|-83.3  |-23.4  |23.4|112.0

G4MP2      |-77.4  |373.6|366.2| 2.259|-83.8  |-25.2  |24.8|110.8

M062X/Def2T|-73.8  |376.7|369.8| 2.064|-85.8  |-25.9  |23.2|112.0

B3/6-311++G|-60.5  |374.2|367.1| 2.172|-67.4  |-10.2  |23.6|109.3

++++++++++++++++++++++++++++++++

(H2O)3..CN-

CH6NO3  mw:80.035 fg:485 cnt:4031

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10WAN/KOW    Datum: EA=5.58(8) eV LPES p:8

DaffH(AH)=  8.8/2.2 dEA

The stated EA is the Vertical Detachment Energy, at 12 K. At 298 K, measured Vertical Detachment Energy = 5.50(10) eV.

----

89MEO/SPE    Datum: DaffG= 7.8/1.4 TDAs | HOF(A-)=-68.5/1.0 AfIN p:8

DaffH(X..Y-)= 10.7/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..CO2-.

CH6O5  mw:98.022 fg:100 cnt:11781

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03TSU/NAG    Datum: EA=3(2) eV LPES [2.85(2) eV] p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeOH..H2PO4-

CH6O5P  mw:128.996

Core ion CAS: Z-14066-20-7 Solvent: 67-56-1 fg:241 cnt:8721

HOF(solv)= -48.1/0.1 neut 94PED/   

----

14WAN/KAS    Datum: EA=<4.90(1) eV LPES p:8

Vertical Detachment Energy:5.7(1) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2po4hor.zcf]

CBS-QB3    |-375.4 | 15.6|  7.4| 27.3|-48.8  |-311.0 | 4.605

G3MP2B3    |-367.1 | 15.1|  7.2| 26.3|-47.8  |-304.2 | 4.611

G3MP2B3+   |-367.0 | 14.8|  7.1| 25.7|-47.9  |-304.3 | 4.599

G4MP2      |-369.1 | 14.5|  6.0| 28.4|-47.8  |-306.9 | 4.443

M062X/Def2T|-367.3 | 15.8|  7.5| 28.1|-46.6  |-304.9 | 4.369

B3/6-311++G|-318.3 | 14.0|  6.1| 26.3|-43.7  |-260.6 | 4.317

++++++++++++++++++++++++++++++++

(H2O)3..CO3-.

CH6O6  mw:114.017 fg:401 cnt:4063

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

79KEE/LEE    Datum: DaffG= 3.3/1.0 TDAs | HOF(A-)=-347.8/4.7 AfIN p:8

DaffH(X..Y-)= 13.1/0.8 TDAs

++++++++++++++++++++++++++++++++

MePH.BH3-

CH7BP  mw:61.038 Anion CAS: Z-1163712-02-4 fg:23 cnt:7458

DacidS=25.1/3.0 Calc | 

----

09HUR/YAN    Datum: DacidG= 337.5/2.6 IMRE p:8

DacidH(AH)= 344.9/2.7 G+TS

Acidity is not corrected for RPH2/BH3 neutral dissociation, so is an upper limit.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rphbh3.zaf]

W1U        |-31.9  |344.8|337.3| 2.519|-10.9  |26.4   |25.1|89.4 

CBS-QB3    |-30.8  |344.7|337.1|      |-9.7   |       |25.3|     

G3MP2B3    |-29.1  |344.3|336.8| 2.558|-6.2   |30.1   |25.1|88.4 

G3MP2B3+   |-29.5  |344.1|336.6| 2.568|-6.4   |29.9   |25.1|88.4 

G4MP2      |-29.8  |344.5|337.0| 2.524|-7.2   |28.6   |25.1|87.8 

M062X/Def2T|-31.1  |344.8|337.3| 2.354|-11.2  |23.4   |25.3|86.7 

B3/6-311++G|-27.7  |343.6|336.1| 2.444|-4.0   |28.9   |25.1|85.0 

++++++++++++++++++++++++++++++++

(H2O)2..MeO-

CH7O3  mw:67.040 fg:230 cnt:4488

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/       Datum: DaffG= 11.7/0.5 TDAs | HOF(A-)=-77.0/1.0 AfIN p:8

DaffH(X..Y-)= 19.2/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..HCO2-

CH7O5  mw:99.030 fg:234 cnt:3273

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.1/0.3 IMRE | HOF(A-)=-215.3/1.1 AfIN p:8

DaffH(X..Y-)= 12.1/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

00VII/REI    Datum: DaffG= 5.2/0.2 kfkr p:6

++++++++++++++++++++++++++++++++

(H2O)2..MeSO3-

CH7O5S  mw:131.002 fg:240 cnt:3261

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.4/0.3 IMRE | HOF(A-)=-321.1/3.2 AfIN p:8

DaffH(X..Y-)= 12.4/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)3..HOCO2-

CH7O6  mw:115.025 fg:238 cnt:4065

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=5.20(3) eV LPES p:8

DaffH(AH)=  8.5/1.0 dEA

Vertical Detachment Energy:5.70(3) eV.

----

79KEE/LEE    Datum: DaffG= 4.5/1.0 TDAs | HOF(A-)=-71.4/0.3 AfIN p:8

DaffH(X..Y-)= 13.6/0.3 TDAs

++++++++++++++++++++++++++++++++

(MeOH){H2O}2..Cl-

CH8ClO3  mw:103.017 fg:482 cnt:6459

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91EVA/KEE    Datum: DaffG= 5.8/0.7 TDAs | HOF(A-)=-202.0/1.0 AfIN p:8

DaffH(X..Y-)= 10.4/0.2 TDAs

----

91EVA/KEE    Datum: DaffG= 6.0/0.9 TDAs p:8

DaffH(X..Y-)= 11.4/0.3 TDAs

For solvation by MeOH of core ion.

++++++++++++++++++++++++++++++++

(H2O)4..NaSCN-

CH8NNaO4S  mw:153.008 fg:21 cnt:11188

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20GON/WAN    Datum: EA=0.42(5) eV LPES p:8

Vertical Detachment Energy:0.58(5) eV.

++++++++++++++++++++++++++++++++

(H2O)4..CN-

CH8NO4  mw:98.046 fg:485 cnt:4032

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10WAN/KOW    Datum: EA=5.89(8) eV LPES p:9

DaffH(AH)=  7.1/2.6 dEA

The stated EA is the Vertical Detachment Energy, at 12 K.

----

89MEO/SPE    Datum: DaffG= 3.8/1.4 TDAs | HOF(A-)=-67.6/1.0 AfIN p:8

DaffH(X..Y-)= 9.8/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

(H2O)4..CO2-.

CH8O6  mw:116.033 fg:100 cnt:11782

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03TSU/NAG    Datum: EA=3(2) eV LPES [3.21(2) eV] p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..MeO-

CH9O4  mw:85.051 fg:230 cnt:4489

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/       Datum: DaffG= 7.5/0.5 TDAs | HOF(A-)=-149.6/1.4 AfIN p:8

DaffH(X..Y-)= 14.8/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..MeSO3-

CH9O6S  mw:149.013 fg:240 cnt:3284

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.4/0.3 IMRE | HOF(A-)=-390.3/3.2 AfIN p:8

DaffH(X..Y-)= 11.4/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)4..HOCO2-

CH9O7  mw:133.035 fg:238 cnt:4066

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=5.58(3) eV LPES p:8

DaffH(AH)=  8.8/1.0 dEA

Vertical Detachment Energy:6.05(3) eV.

----

79KEE/LEE    Datum: DaffG= 3.4/1.0 TDAs | HOF(A-)=-71.2/0.9 AfIN p:8

DaffH(X..Y-)= 13.4/0.9 TDAs

++++++++++++++++++++++++++++++++

(H2O)5..NaSCN-

CH10NNaO5S  mw:171.018 fg:21 cnt:11189

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20GON/WAN    Datum: EA=0.53(5) eV LPES p:8

Vertical Detachment Energy:0.74(5) eV.

++++++++++++++++++++++++++++++++

(H2O)5..CN-

CH10NO5  mw:116.056 fg:485 cnt:7881

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10WAN/KOW    Datum: EA=6.09(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy, at 12 K.

++++++++++++++++++++++++++++++++

(H2O)5..CO2-.

CH10O7  mw:134.043 fg:100 cnt:11783

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03TSU/NAG    Datum: EA=3(2) eV LPES [3.46(2) eV] p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)4..MeO-

CH11O5  mw:103.061 fg:230 cnt:4490

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/       Datum: DaffG= 5.1/0.5 TDAs | HOF(A-)=-218.4/1.7 AfIN p:8

DaffH(X..Y-)= 11.0/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)5..HOCO2-

CH11O8  mw:151.046 fg:238 cnt:8890

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=5.76(3) eV LPES p:8

DaffH(AH)=  4.2/1.0 dEA

Vertical Detachment Energy:6.30(5) eV.

++++++++++++++++++++++++++++++++

(H2O)6..NaSCN-

CH12NNaO6S  mw:189.029 fg:21 cnt:11190

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20GON/WAN    Datum: EA=0.55(5) eV LPES p:8

Vertical Detachment Energy:0.77(5) eV.

++++++++++++++++++++++++++++++++

(H2O)6..HOCO2-

CH13O9  mw:169.057 fg:238 cnt:8891

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=6.03(3) eV LPES p:8

DaffH(AH)=  6.2/1.0 dEA

Vertical Detachment Energy:6.50(5) eV.

++++++++++++++++++++++++++++++++

(H2O)7..HOCO2-

CH15O10  mw:187.067 fg:238 cnt:8892

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=6.19(3) eV LPES p:8

DaffH(AH)=  3.7/1.0 dEA

Vertical Detachment Energy:6.65(5) eV.

++++++++++++++++++++++++++++++++

(H2O)8..HOCO2-

CH17O11  mw:205.078 fg:238 cnt:8893

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=6.32(3) eV LPES p:8

DaffH(AH)=  3.0/1.0 dEA

Vertical Detachment Energy:6.75(5) eV.

++++++++++++++++++++++++++++++++

(H2O)9..HOCO2-

CH19O12  mw:223.088 fg:238 cnt:8894

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=6.50(3) eV LPES p:8

DaffH(AH)=  4.2/1.0 dEA

Vertical Detachment Energy:6.85(5) eV.

++++++++++++++++++++++++++++++++

(H2O)10..HOCO2-

CH21O13  mw:241.099 fg:238 cnt:8895

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=6.62(3) eV LPES p:8

DaffH(AH)=  2.8/1.0 dEA

Vertical Detachment Energy:6.95(5) eV.

++++++++++++++++++++++++++++++++

(H2O)11..HOCO2-

CH23O14  mw:259.109 fg:238 cnt:8896

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=6.62(3) eV LPES p:8

Vertical Detachment Energy:6.95(5) eV.

++++++++++++++++++++++++++++++++

(H2O)12..HOCO2-

CH25O15  mw:277.120 fg:238 cnt:8897

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=6.62(3) eV LPES p:8

Vertical Detachment Energy:6.95(5) eV.

++++++++++++++++++++++++++++++++

(H2O)13..HOCO2-

CH27O16  mw:295.130 fg:238 cnt:8898

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WEN/HOU    Datum: EA=6.62(3) eV LPES p:8

Vertical Detachment Energy:6.95(5) eV.

++++++++++++++++++++++++++++++++

PdAu24[CC-C6H3-3,5-diCF3]10=

CH30Au24F60Pd  mw:6015.24 fg:24 cnt:11802

----

24ITO/HIR    Datum: EA=2.79(5) eV LPES p:8

++++++++++++++++++++++++++++++++

C2-.

C2  mw:24.001 Anion CAS: Z-012595-78-7 fg:2 cnt:154

HOF(A.)= 200.2/0.9  98JANAF      | BDE(A-H)= 116.6/0.9 R-AH          

HOF(AH)= 135.7/0.2 d+ah          |

DacidS=24.6/2.0 Stat |  S(A-)=48.2/1.0 Isoe 91GUR/VEY |  S(AH)=49.6/2.2 Acid | S(A.)=47.7/0.1  82WAG/EVA

----

91ARN/BRA    Datum: EA=3.273(8) eV LPES | HOF(A-)=124.8/1.5 Acid p:9

DacidG(AH)= 344.7/0.6 H-TS| DacidH(AH)= 354.7/1.4 D-EA

DaffH(AH)=  188.8/1.5 A-IN

The triplet diradical is 1.7 kcal/mol up from the singlet graiond state.

----

90ERV/GRO    Datum: EA=3.27(2) eV LPES [75.3(5) kcal] p:8

DaffH(AH)=  46.2/0.5 dEA

----

80JON/MEA    Datum: EA=3.391(17) eV LPD  p:8

See also 83HEF/MEA.

----

88YAN/TAY    Datum: EA=3.30(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Probably linear structure.

----

70FEL/       Datum: EA=3.54(5) eV PD   p:6

----

70LOC/MOM #  Datum: HOF(A-)=<125.0/7.4 EIAE p:5

EA(eV)= 3.264 DaffH(X..Y-)=>188.6/7.4 A-IN

From C2H2, C2H4. Reworked with modern thermochemistry.
###### the following are "below the line": evaluated as not accurate ####

----

63TRE/NEU #  Datum: HOF(A-)=120.7/7.1 EIAE p:4

EA(eV)= 3.449 DaffH(X..Y-)= 192.9/7.0 A-IN

From C2H4. Reworked with modern neutral thermochemistry.

----

75SCH/BOH    Datum: DacidG=<368.5/2.0 IMRB p:3

DacidH(AH)=<375.8/2.1 G+TS

No reaction with acetylene.

----

71THY/MAC #  Datum: HOF(A-)=<192.3/7.4 EIAE p:3

DaffH(X..Y-)=>121.3/7.4 A-IN

From C2H4. Reworked with modern neutral thermochemistry.

----

70COL/LOC #  Datum: HOF(A-)=<197.7/9.6 EIAE p:3

DaffH(X..Y-)=>115.9/9.6 A-IN

From ketene. Reworked with modern thermochemistry.

----

54HON/       Datum: EA=3.1(1) eV EIAE p:3

From graphite.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2.zzf]

W1U        |122.9  |353.8|347.4| 3.261|134.9  |198.1  |21.3|115.3

W1U        |122.9  |353.8|347.4| 3.261|134.9  |198.1  |21.4|115.3

CBS-QB3    |124.0  |352.9|346.4|-15.26|136.9  |136.9  |21.5|52.1 

CBS-QB3    |124.0  |     |     | 3.180|       |197.3  |    |     

G3MP2B3    |120.2  |353.9|347.7| 3.150|133.5  |192.8  |20.9|111.5

G3MP2B3+   |120.1  |353.8|347.5| 3.154|133.5  |192.8  |21.0|111.4

G3MP2B3+   |120.1  |     |     |      |       |       |    |     

G4MP2      |120.4  |353.7|346.5| 3.145|133.9  |192.9  |24.2|111.2

M062X/Def2T|128.7  |357.9|351.0| 4.226|135.5  |226.2  |23.0|142.8

M062X/Def2T|128.7  |357.8|351.0| 4.226|135.5  |226.1  |23.0|142.7

B3/6-311++G|126.0  |352.5|346.2| 4.372|140.8  |226.9  |21.0|138.2

++++++++++++++++++++++++++++++++

Ag(CN)2-

C2AgN2  mw:158.912 Anion CAS: Z-15391-88-5 fg:24 cnt:10577

----

09WAN/WAN    Datum: EA=6.06(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Also see 10WAN/ .

++++++++++++++++++++++++++++++++

AgNi(CO)2-

C2AgNiO2  mw:220.831 Anion CAS: Z-2133030-23-4 fg:22 cnt:9013

----

17LIU/XIE    Datum: EA=2.29(3) eV SEVI p:8

++++++++++++++++++++++++++++++++

AlC2-

C2Al  mw:50.982 Anion CAS: Z-163135-73-7 fg:19 cnt:5268

HOF(A.)= 161.5/8.4  96GUR/VEY    |

----

99BOL/SIM2   Datum: EA=2.65(3) eV LPES | HOF(A-)=100.4/8.4 R-EA p:9

Vertical Detachment Energy:2.73(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alc2#.zaf]

W1U        |99.9   |     |     | 3.029|       |169.9  |    |     

CBS-QB3    |100.1  |     |     | 2.955|       |168.4  |    |     

G3MP2B3    |96.2   |     |     | 3.185|       |169.7  |    |     

G3MP2B3+   |96.2   |     |     | 2.989|       |165.2  |    |     

G4MP2      |96.5   |     |     | 2.989|       |165.5  |    |     

M062X/Def2T|100.5  |     |     | 3.033|       |170.5  |    |     

B3/6-311++G|105.6  |     |     | 3.053|       |176.0  |    |     

++++++++++++++++++++++++++++++++

Al2C2-

C2Al2  mw:77.964 Anion CAS: Z-300550-42-9 fg:19 cnt:5105

HOF(A.)= 130.3/9.6  96GUR/VEY    |

----

00CAN/BOL    Datum: EA=0.64(5) eV LPES | HOF(A-)=115.5/9.6 R-EA p:9

Vertical Detachment Energy:0.71 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [al2c2.zaf]

W1U        |125.9  |     |     | 0.683|       |141.9  |    |     

CBS-QB3    |125.3  |     |     | 0.662|       |140.9  |    |     

G3MP2B3    |121.7  |     |     | 0.728|       |138.8  |    |     

G3MP2B3+   |121.9  |     |     | 0.732|       |139.0  |    |     

G4MP2      |122.0  |     |     | 0.736|       |139.3  |    |     

M062X/Def2T|122.3  |     |     | 0.659|       |137.8  |    |     

B3/6-311++G|132.5  |     |     | 0.919|       |153.9  |    |     

++++++++++++++++++++++++++++++++

Al3C2-

C2Al3  mw:104.945 Anion CAS: Z-420119-50-2 fg:19 cnt:10232

----

02LI_/WAN    Datum: EA=2.19(3) eV LPES p:8

Vertical Detachment Energy:2.26(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2al3-l.zzf]

W1U        |130.5  |     |     | 2.154|       |180.8  |    |     

G3MP2B3    |126.2  |     |     | 2.260|       |179.0  |    |     

B3/6-311++G|152.3  |     |     | 2.040|       |200.0  |    |     

++++++++++++++++++++++++++++++++

Al5C2-.

C2Al5  mw:158.908 Anion CAS: Z-212068-85-4 fg:19 cnt:9632

----

18TSU/KOY    Datum: EA=2.74(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al6C2-.

C2Al6  mw:185.890 Anion CAS: N-1021345-83-4 fg:19 cnt:9633

----

18TSU/KOY    Datum: EA=1.72(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al7C2-.

C2Al7  mw:212.871 Anion CAS: N-212068-86-5 fg:19 cnt:9634

----

18TSU/KOY    Datum: EA=2.06(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al8C2-.

C2Al8  mw:239.853 Anion CAS: Z-2296893-30-4 fg:19 cnt:9635

----

18TSU/KOY    Datum: EA=1.81(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al9C2-.

C2Al9  mw:266.834 Anion CAS: N-212068-87-6 fg:19 cnt:9636

----

18TSU/KOY    Datum: EA=2.47(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al10C2-.

C2Al10  mw:293.816 Anion CAS: Z-2296893-36-0 fg:19 cnt:9637

----

18TSU/KOY    Datum: EA=2.22(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Al11C2-.

C2Al11  mw:320.797 Anion CAS: Z-2296893-31-5 fg:19 cnt:9638

----

18TSU/KOY    Datum: EA=2.38(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al12C2-.

C2Al12  mw:347.779 Anion CAS: Z-2296893-34-8 fg:19 cnt:9639

----

18TSU/KOY    Datum: EA=2.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Al13C2-.

C2Al13  mw:374.761 Anion CAS: N-2100868-80-0 fg:19 cnt:9640

----

18TSU/KOY    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

AuC2-

C2Au  mw:220.967 Anion CAS: Z-1240613-47-1 fg:19 cnt:8459

----

14LEO/YAN    Datum: EA=3.2192(7) eV LPES p:9

Vertical Detachment Energy:3.494(1) eV.

----

13VIS/ADD    Datum: EA=1.442(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auc2-s.za0]

M062X/Def2T|150.1  |     |     | 3.039|       |220.2  |    |     

++++++++++++++++++++++++++++++++

Au(CN)2-

C2AuN2  mw:248.973 Anion CAS: Z-14950-87-9 fg:24 cnt:10576

----

09WAN/WAN    Datum: EA=6.09(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 10WAN/ .

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aucn2.za0]

M062X/Def2T|37.0   |     |     | 6.041|       |176.3  |    |     

++++++++++++++++++++++++++++++++

AuNi(CO)2-

C2AuNiO2  mw:310.892 fg:24 cnt:11930

----

24LIU/ZHA    Datum: EA=2.89(2) eV LPEI p:8

Vertical Detachment Energy: 3.32(2) eV.

++++++++++++++++++++++++++++++++

AuC2Au-

C2Au2  mw:417.934 Anion CAS: N-70950-00-4 fg:19 cnt:8984

----

17WAN/ZHA    Datum: EA=1.60(8) eV LPES p:9

Vertical Detachment Energy:1.72(8) eV.

----

18LEO/RUI    Datum: EA=1.651(1) eV PVMI p:8

++++++++++++++++++++++++++++++++

Au2(CO)2-

C2Au2O2  mw:449.923 Anion CAS: Z-845664-60-0 fg:22 cnt:10392

----

05ZHA/WAN    Datum: EA=0.69(5) eV LPES p:8

Vertical Detachment Energy:0.69(3) eV. See also 10WAN/ZHA.

++++++++++++++++++++++++++++++++

Au3(CO)2-

C2Au3O2  mw:646.890 Anion CAS: Z-845664-62-2 fg:22 cnt:10395

----

05ZHA/WAN    Datum: EA=2.73(3) eV LPES p:8

Vertical Detachment Energy:2.90(3) eV.

++++++++++++++++++++++++++++++++

Au4(CO)2-

C2Au4O2  mw:843.857 Anion CAS: Z-845664-68-8 fg:22 cnt:10400

----

05ZHA/WAN    Datum: EA=1.77(5) eV LPES p:8

Vertical Detachment Energy:1.95(2) eV.

++++++++++++++++++++++++++++++++

Au5(CO)2-

C2Au5O2  mw:1040.82 Anion CAS: Z-845664-76-8 fg:22 cnt:10407

----

05ZHA/WAN    Datum: EA=3.32(5) eV LPES p:8

Vertical Detachment Energy:3.41(3) eV.

++++++++++++++++++++++++++++++++

Au6(CO)2-

C2Au6O2  mw:1237.79 fg:22 cnt:10414

----

05ZHA/KIR    Datum: EA=2.03(5) eV LPES p:8

Vertical Detachment Energy:2.15(3) eV.

++++++++++++++++++++++++++++++++

Au7(CO)2-

C2Au7O2  mw:1434.76 Anion CAS: Z-1333116-58-7 fg:22 cnt:10608

----

11PAL/HUA    Datum: EA=3.08(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

difluoro-oxalylborate-

C2BF2O4  mw:136.986 Anion CAS: Z-768353-04-4 fg:60 cnt:11938

----

25JIA/CAO    Datum: EA=5.70(10) eV LPES p:8

Vertical Detachment Energy: 6.09(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oxalbf2.zaf]

CBS-QB3    |-457.7 |     |     | 5.415|       |-332.2 |    |     

G3MP2B3    |-453.2 |     |     | 5.467|       |-326.5 |    |     

G3MP2B3+   |-453.4 |     |     | 5.467|       |-326.8 |    |     

G4MP2      |-449.7 |     |     | 5.303|       |-326.9 |    |     

M062X/Def2T|-462.9 |     |     | 5.341|       |-339.2 |    |     

B3/6-311++G|-422.6 |     |     | 5.268|       |-300.6 |    |     

++++++++++++++++++++++++++++++++

C2B3-.

C2B3  mw:57.028 Anion CAS: Z-1244978-77-5 fg:19 cnt:7916

----

10WAN/AVE    Datum: EA=2.90(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbcbb-w.zaf]

W1U        |210.6  |     |     | 2.265|       |263.1  |    |     

CBS-QB3    |217.1  |     |     | 2.286|       |270.0  |    |     

G3MP2B3    |209.0  |     |     | 2.701|       |271.5  |    |     

G3MP2B3+   |208.9  |     |     | 2.106|       |257.6  |    |     

G4MP2      |208.7  |     |     | 2.244|       |260.7  |    |     

M062X/Def2T|206.2  |     |     | 2.273|       |258.9  |    |     

B3/6-311++G|222.4  |     |     | 2.193|       |273.2  |    |     

++++++++++++++++++++++++++++++++

C2B5-

C2B5  mw:79.047 Anion CAS: Z-1008798-14-8 fg:19 cnt:7157

----

08AVE/ZUB    Datum: EA=2.40(5) eV LPES p:8

Vertical Detachment Energy:2.61(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2b5-a.zzf]

CBS-QB3    |213.2  |     |     | 2.818|       |278.3  |    |     

G3MP2B3    |206.6  |     |     | 3.024|       |276.5  |    |     

G3MP2B3+   |206.4  |     |     | 3.029|       |276.4  |    |     

G4MP2      |206.9  |     |     | 2.958|       |275.3  |    |     

M062X/Def2T|189.4  |     |     | 2.857|       |255.5  |    |     

B3/6-311++G|210.3  |     |     | 2.767|       |274.3  |    |     

++++++++++++++++++++++++++++++++

C2B6-

C2B6  mw:90.056 Anion CAS: Z-1012311-51-1 fg:19 cnt:10602

----

11GAL/IVA    Datum: EA=2.30(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C2B8-

C2B8  mw:112.075 Anion CAS: Z-1008798-16-0 fg:19 cnt:10617

----

12GAL/LI     Datum: EA=2.67(3) eV LPES p:8

The stated EA is also the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

BeC2-

C2Be  mw:33.013 Anion CAS: Z-911406-82-1 fg:14 cnt:10769

HOF(A.)= 135.0/10.0  02BIN/MIL   |

----

20GRE/JAF    Datum: EA=1.9402(48) eV PVMI [15649.(39) cm-1] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bec2.zaf]

W1U        |117.1  |     |     | 1.935|       |161.5  |    |     

CBS-QB3    |121.0  |     |     | 1.942|       |165.5  |    |     

G3MP2B3    |119.1  |     |     | 1.968|       |164.3  |    |     

G3MP2B3+   |119.0  |     |     | 1.969|       |164.2  |    |     

G4MP2      |113.8  |     |     | 1.964|       |158.8  |    |     

M062X/Def2T|113.9  |     |     | 2.019|       |160.2  |    |     

B3/6-311++G|116.7  |     |     | 2.078|       |164.3  |    |     

++++++++++++++++++++++++++++++++

CF2=CF2..Br-

C2BrF4  mw:178.913

Core ion CAS: Z-24959-67-9 Solvent: 116-14-3 fg:483 cnt:7000

HOF(solv)=-157.4/3.0  98JANAF      

----

08HIR/MOC    Datum: DaffG= 2.3/0.5 TDAs p:8

DaffH(X..Y-)= 7.1/0.5 TDAs

The experimental .DELTA.fH of C2F4 has been questioned as being too positive: 00CUR/RAG, 11CHA/DEN. Composite computational methods(18BAR/) indicate an .DELTA.fH of ca. -161 to -165 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cf2cf2br.zcf]

G3MP2B3    |-220.7 |  6.4|  2.5| 13.0|-161.9 |-52.5  

G3MP2B3+   |-221.0 |  6.6|  2.1| 15.2|-161.9 |-52.5  

G4MP2      |-218.4 |  6.0|  1.3| 15.6|-160.3 |-52.1  

M062X/Def2T|-224.8 |  8.2|  3.5| 15.5|-167.6 |-49.0  

B3/6-311++G|-205.1 |  4.7|  0.1| 15.2|-144.3 |-56.1  

++++++++++++++++++++++++++++++++

(CO2)2..IBr-

C2BrIO4  mw:293.803 fg:214 cnt:7797

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

09SHE/MIL    Datum: EA=2.80(6) eV LPES p:8

DaffH(AH)=  3.0/1.5 dEA

Vertical Detachment Energy:3.646 eV.

++++++++++++++++++++++++++++++++

(CO2)2..Br-

C2BrO4  mw:166.899 fg:483 cnt:3098

HOF(A.)= -161.3/1.7              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=3.811(59) eV LPES | HOF(A-)=-249.2/1.5 AfIN p:8

DaffH(AH)=  5.3/1.4 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

87HIR/MIZ3   Datum: DaffG= 0.3/2.0 TDAs | HOF(A-)=-249.9/1.1 AfIN p:8

DaffH(X..Y-)= 6.0/1.0 TDAs

++++++++++++++++++++++++++++++++

(CS2)2..Br-

C2BrS4  mw:230.807 fg:483 cnt:3544

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= 1.2/1.0 TDAs | HOF(A-)=-10.6/0.5 AfIN p:8

DaffH(X..Y-)= 7.3/0.2 TDAs

++++++++++++++++++++++++++++++++

(Cl3CBr)2..Br-

C2Br3Cl6  mw:470.569 fg:483 cnt:10209

HOF(solv)=  -9.8/0.5  94PED/       

----

19ZHA/LIU    Datum: EA=4.22(5) eV LPES p:8

DaffH(AH)=  8.1/1.6 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [cl3cbr2b.zcf]

B3/6-311++G|-58.9  |  8.5|  0.5| 26.8|11.3   |-61.7  | 4.639

++++++++++++++++++++++++++++++++

CeNi(CO)2-

C2CeNiO2  mw:253.831 Anion CAS: N-2304408-62-4 fg:22 cnt:9618

----

18LI_/ZHA    Datum: EA=1.18(12) eV LPES p:8

Vertical Detachment Energy:1.33(11) eV.

++++++++++++++++++++++++++++++++

CF2=CF2..Cl-

C2ClF4  mw:134.963

Core ion CAS: Z-16887-00-6 Solvent: 116-14-3 fg:482 cnt:6996

HOF(solv)=-157.4/3.0  98JANAF      

----

08HIR/MOC    Datum: DaffG= 2.6 TDAs | HOF(A-)=<-167.4/3.0 AfIN p:8

DaffH(X..Y-)=>10.0 TDAs

Entropy estimated. The experimental .DELTA.fH of C2F4 has been questioned as being too positive: 00CUR/RAG, 11CHA/DEN.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cf2cf2cl.zcf]

W1U        |-227.2 |  7.6|  2.6| 16.8|-164.0 |-55.5  

CBS-QB3    |-229.4 |  7.7|  3.1| 15.4|-164.9 |-56.7  

G3MP2B3    |-225.2 |  7.2|  2.2| 17.0|-161.9 |-56.1  

G3MP2B3+   |-225.3 |  7.3|  2.8| 15.0|-161.9 |-56.1  

G4MP2      |-222.7 |  7.4|  2.3| 17.0|-160.3 |-55.0  

M062X/Def2T|-226.2 | 10.2|  4.6| 18.7|-167.6 |-48.4  

B3/6-311++G|-207.2 | -4.9|  1.6| 14.8|-144.3 |-56.9  

++++++++++++++++++++++++++++++++

CF3CF=O..Cl-

C2ClF4O  mw:150.958 Anion CAS: Z-57710-72-2 fg:482 cnt:1007

HOF(solv)=-249.0/2.0 Est3          

----

85LAR/MCM    Datum: DaffG= 10.1/2.0 IMRE | HOF(A-)=-265.7/2.8 AfIN p:9

DaffH(X..Y-)= 16.7/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcfocl.zcf]

CBS-QB3    |-323.8 | 17.9|  9.9| 27.0|-249.1 |-56.7  

G3MP2B3    |-318.7 | 17.2|  8.9| 27.9|-245.4 |-56.1  

G3MP2B3+   |-319.2 | 17.6|  9.2| 28.1|-245.4 |-56.1  

G4MP2      |-316.2 | 17.7|  9.4| 27.6|-243.6 |-55.0  

M062X/Def2T|-323.7 | 25.2| 16.6| 28.7|-250.0 |-48.4  

B3/6-311++G|-295.6 |  7.4|  9.9| 28.2|-220.4 |-56.9  

++++++++++++++++++++++++++++++++

(CO2)2..Cl-

C2ClO4  mw:122.949 fg:482 cnt:3096

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

91MAR/GIN    Datum: EA=4.29(5) eV LPES p:8

DaffH(AH)=  8.8/1.2 dEA

The stated EA is the Vertical Detachment Energy. See also 91MAR/GIN2.

----

87HIR/MIZ3   Datum: DaffG= -1.4/2.0 TDAs | HOF(A-)=-233.8/1.0 AfIN p:8

DaffH(X..Y-)= 7.2/1.0 TDAs

----

86HIR/SHO    Datum: DaffG= 1.0 TDAs | HOF(A-)=-233.8/0.2 AfIN p:7

DaffH(X..Y-)= 7.2 TDAs

++++++++++++++++++++++++++++++++

(CS2)2..Cl-

C2ClS4  mw:186.858 fg:482 cnt:3541

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= 3.0/1.0 TDAs | HOF(A-)=39.3/0.4 AfIN p:8

DaffH(X..Y-)= 7.7/0.2 TDAs

++++++++++++++++++++++++++++++++

CF3CCl2-

C2Cl2F3  mw:150.933 Anion CAS: Z-130016-58-9 fg:90 cnt:8694

DacidS=26.9/3.0 Calc | 

----

14ZHA/BAD    Datum: DacidG= 348.2/2.0 IMRE p:8

DacidH(AH)= 356.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qccl2.zaf]

CBS-QB3    |-194.3 |358.4|350.4|      |-186.9 |       |26.7|     

G3MP2B3    |-189.4 |359.1|351.1| 2.266|-181.4 |-137.3 |26.8|96.2 

G3MP2B3+   |-189.7 |358.9|350.9| 2.278|-181.3 |-137.3 |26.9|96.2 

G4MP2      |-188.4 |359.1|351.1| 2.118|-180.3 |-139.6 |26.5|92.8 

M062X/Def2T|-193.0 |358.1|350.2| 2.147|-186.3 |-143.5 |26.4|95.0 

B3/6-311++G|-163.8 |354.8|346.8| 2.306|-151.3 |-110.7 |26.8|92.7 

++++++++++++++++++++++++++++++++

CF3CCl=O..Cl-

C2Cl2F3O  mw:166.928 Anion CAS: Z-57710-73-3 fg:482 cnt:1005

HOF(solv)=-201.0/2.0 Est3          

----

85LAR/MCM    Datum: DaffG= 11.2/2.0 IMRE | HOF(A-)=-218.8/2.8 AfIN p:9

DaffH(X..Y-)= 17.8/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qccl2o.zcf]

CBS-QB3    |-280.6 | 20.2| 12.0| 27.4|-203.7 |-56.7  

G3MP2B3    |-274.8 | 19.2| 10.9| 27.8|-199.5 |-56.1  

G4MP2      |-272.3 | 19.2| 10.9| 27.7|-198.2 |-55.0  

M062X/Def2T|-279.4 | 26.7| 18.3| 28.2|-204.2 |-48.4  

++++++++++++++++++++++++++++++++

[Fe4S4Cl2(CN)2]=

C2Cl2Fe4N2S4  mw:473.573 Anion CAS: Z-727731-31-9 fg:24 cnt:10279

----

04FU_/YAN    Datum: EA=1.09(10) eV LPES p:8

Vertical Detachment Energy:1.36(8) eV.

++++++++++++++++++++++++++++++++

[Fe4S4Cl2(NCS)2]=

C2Cl2Fe4N2S6  mw:537.517 Anion CAS: Z-727731-34-2 fg:24 cnt:10283

----

04FU_/YAN    Datum: EA=1.36(9) eV LPES p:8

Vertical Detachment Energy:1.61(5) eV.

++++++++++++++++++++++++++++++++

ClCOCOCl-.

C2Cl2O2  mw:125.928 Anion CAS: Z-895518-18-0 fg:102 cnt:11473

HOF(A.)= -80.3/1.5  94PED/       |

----

21DAU/RU     Datum: EA=1.8(1) eV LPEI | HOF(A-)=-121.8/2.8 R-EA p:8

Vertical Detachment Energy:2.33(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clcococl.zzf]

G3MP2B3    |-120.1 |     |     | 1.755|       |-79.9  |    |     

G3MP2B3+   |-120.6 |     |     | 1.771|       |-80.0  |    |     

G4MP2      |-121.2 |     |     | 1.824|       |-79.3  |    |     

M062X/Def2T|-124.6 |     |     | 1.910|       |-80.5  |    |     

B3/6-311++G|-110.7 |     |     | 2.200|       |-60.2  |    |     

++++++++++++++++++++++++++++++++

Cl3CCN-.

C2Cl3N  mw:142.910 Anion CAS: N-545-06-2 fg:102 cnt:6969

HOF(A.)=  20.0/2.0 Est3 88LIE/   |

----

07BRO/HAR    Datum: EA=>0.3(2) eV NBIE | HOF(A-)=<13.1/5.0 R-EA p:6

Composite computational methods(18BAR/) indicate that the anion is dissociative with respect to chloride.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl3ccn.zzf]

CBS-QB3    |-18.0  |     |     | 1.569|       |17.5   |    |     

G3MP2B3    |-14.7  |     |     | 1.548|       |20.4   |    |     

G3MP2B3+   |-14.9  |     |     | 1.555|       |20.3   |    |     

G4MP2      |-15.8  |     |     | 1.604|       |20.6   |    |     

M062X/Def2T|-15.2  |     |     | 1.586|       |20.8   |    |     

B3/6-311++G|-3.7   |     |     | 2.146|       |45.1   |    |     

++++++++++++++++++++++++++++++++

CCl2=CCl2-.

C2Cl4  mw:163.876 Anion CAS: Z-051743-56-7 fg:102 cnt:2705

HOF(A.)=  -2.6/2.0  94PED/       | | S(A.)=81.5/1.0  82WAG/EVA

----

94CHE/WIL    Datum: EA=0.64(3) eV TDAs | HOF(A-)=-17.4/2.1 R-EA p:8

The experimental .DELTA.fH of C2Cl4 has been questioned as being too positive: 00CUR/RAG,11CHA/DEN. Composite computational methods(18BAR/) indicate a .DELTA.fH of -7 to -12 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

91WIL/CHE    Datum: EA=0.5 eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2cccl2.zzf]

CBS-QB3    |-24.9  |     |     | 0.599|       |-11.9  |    |     

G3MP2B3    |-19.0  |     |     | 0.531|       |-7.5   |    |     

G4MP2      |-21.2  |     |     | 0.585|       |-8.4   |    |     

M062X/Def2T|-21.1  |     |     | 0.513|       |-9.9   |    |     

B3/6-311++G|-3.4   |     |     | 1.143|       |22.2   |    |     

++++++++++++++++++++++++++++++++

C2Cl5-

C2Cl5  mw:198.845 Anion CAS: Z-263019-83-6 fg:90 cnt:898

HOF(A.)=   8.4/1.9  82MCM/GOL    | BDE(A-H)= 94.6/2.5 R-AH           

HOF(AH)= -34.1/1.7  78GUN/HEA    |

DacidS=26.0/2.0 Stat |  S(A-)=91.9/2.2 Acid |  S(AH)=91.9/1.0 GpAd 93SP
###### the following are "below the line": evaluated as not accurate ####

----

66GAI/KAY    Datum: EA=1.54 eV SI   [35.6 kcal] p:1

DacidH(AH)= 372.6/2.3 D-EA

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate the structure is an ion-molecule complex Cl2C=CCl2.bullet..bullet.Cl-, with an electron affinity of ca. 3.1-3.3 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2cl5.zaf]

CBS-QB3    |-77.4  |335.6|324.7| 3.229|-47.2  |-3.5   |36.5|95.9 

G3MP2B3    |-71.5  |336.2|325.6| 3.267|-40.5  |3.3    |35.3|95.9 

G3MP2B3+   |-71.1  |336.5|325.2| 3.252|-40.5  |3.3    |37.8|95.8 

G4MP2      |-72.0  |335.8|326.9| 3.118|-40.7  |-0.1   |29.8|92.7 

M062X/Def2T|-68.4  |337.4|327.0| 3.037|-41.1  |1.1    |34.8|94.4 

B3/6-311++G|-38.3  |330.4|318.9| 3.336|-1.4   |38.1   |38.9|91.6 

++++++++++++++++++++++++++++++++

C2Cl6-.

C2Cl6  mw:233.814 Anion CAS: Z-0112673-92-4 fg:101 cnt:330

HOF(A.)= -35.9/1.2  83KOL/PAP    | | S(A.)=95.3/1.0  82WAG/EVA
###### the following are "below the line": evaluated as not accurate ####

----

66GAI/KAY    Datum: EA=1.48(10) eV SI   [34.1(22) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.8-1.1 eV, but the geometry is dissociative to an ion/molecule complex at all levels tried.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2cl6.zzf]

CBS-QB3    |-66.8  |     |     | 0.831|       |-48.9  |    |     

G3MP2B3    |-65.3  |     |     | 1.110|       |-40.7  |    |     

G3MP2B3+   |-53.5  |     |     | 0.612|       |-40.6  |    |     

G4MP2      |-68.3  |     |     | 1.249|       |-40.6  |    |     

B3/6-311++G|-36.7  |     |     | 2.056|       |9.4    |    |     

++++++++++++++++++++++++++++++++

(CCl4)2..Cl-

C2Cl9  mw:338.720 fg:482 cnt:5302

HOF(solv)= -22.9/0.2 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 3.0/3.0 TDAs | HOF(A-)=-68.4/0.4 AfIN p:8

DaffH(X..Y-)= 9.3/0.2 TDAs

++++++++++++++++++++++++++++++++

CoC2-.

C2Co  mw:82.934 Anion CAS: Z-253438-72-1 fg:19 cnt:4945

----

99LI_/WAN2   Datum: EA=1.70(7) eV LPES p:9

----

14YUA/XU     Datum: EA=1.74(8) eV LPES p:8

Vertical Detachment Energy:2.03(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coc2-kv.za0]

CBS-QB3    |165.8  |     |     | 1.474|       |199.4  |    |     

M062X/Def2T|153.8  |     |     | 2.070|       |201.4  |    |     

++++++++++++++++++++++++++++++++

Co(CO)2NO-

C2CoNO3  mw:144.922 Anion CAS: Z-99632-74-3 fg:22 cnt:3130

----

94TUR/MAR    Datum: EA=1.73(3) eV LPES p:8

++++++++++++++++++++++++++++++++

Co(CO)2-

C2CoO2  mw:114.924 Anion CAS: Z-99632-76-5 fg:22 cnt:1783
###### the following are "below the line": evaluated as not accurate ####

----

86MCE/ALL    Datum: EA=< 1.80 eV IMRB [41.5 kcal] p:4

Order: Cr(CO)3 < Co(CO)2 < Co(CO)(NO) < Co(CO)3 < Fe(CO)3 = 41.5 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coco2-t.za0]

M062X/Def2T|13.6   |     |     | 0.559|       |26.5   |    |     

++++++++++++++++++++++++++++++++

Ru3Co(CO)2-

C2CoO2Ru3  mw:420.637 fg:22 cnt:5842

----

02BUT/JOH    Datum: EA=1.95(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Co2C2-

C2Co2  mw:141.867 Anion CAS: Z-487005-53-8 fg:24 cnt:11285

----

14YUA/XU     Datum: EA=1.61(8) eV LPES p:8

Vertical Detachment Energy:1.75(8) eV.

++++++++++++++++++++++++++++++++

Co3C2-

C2Co3  mw:200.800 Anion CAS: Z-1449700-20-2 fg:24 cnt:11286

----

14YUA/XU     Datum: EA=1.80(8) eV LPES p:8

Vertical Detachment Energy:1.92(8) eV.

++++++++++++++++++++++++++++++++

Co4C2-

C2Co4  mw:259.733 Anion CAS: Z-1452383-26-4 fg:24 cnt:11287

----

14YUA/XU     Datum: EA=1.93(8) eV LPES p:8

Vertical Detachment Energy:2.52(8) eV.

++++++++++++++++++++++++++++++++

Co5C2-

C2Co5  mw:318.667 Anion CAS: Z-1449700-23-5 fg:24 cnt:11288

----

14YUA/XU     Datum: EA=1.83(8) eV LPES p:8

Vertical Detachment Energy:2.07(8) eV.

++++++++++++++++++++++++++++++++

CrC2-.

C2Cr  mw:75.941 Anion CAS: Z-253438-69-6 fg:19 cnt:4942

----

04ZHA/WAN    Datum: EA=1.617(15) eV LPES p:9

Vertical Detachment Energy:1.680(15) eV. Probably cyclic isomer.

----

99LI_/WAN2   Datum: EA=1.63(1) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crc2-6v.za0]

M062X/Def2T|147.3  |     |     | 2.124|       |196.3  |    |     

B3/6-311++G|160.1  |     |     | 2.109|       |208.6  |    |     

++++++++++++++++++++++++++++++++

CuC2-

C2Cu  mw:86.930 Anion CAS: Z-1449700-32-6 fg:24 cnt:9405

----

05ALE/BOL    Datum: EA=2.26(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cuc2-sv.za0]

M062X/Def2T|149.2  |     |     | 2.172|       |199.2  |    |     

++++++++++++++++++++++++++++++++

Cu(CN)2-

C2CuN2  mw:114.936 Anion CAS: Z-18973-62-1 fg:24 cnt:10578

----

09WAN/WAN    Datum: EA=5.29(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 10WAN/ .

++++++++++++++++++++++++++++++++

Cu(NCS)2-

C2CuN2S2  mw:178.880 Anion CAS: Z-31040-69-4 fg:24 cnt:8539

----

14NIU/HUA    Datum: EA=4.92(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CuNi(CO)2-

C2CuNiO2  mw:176.855 Anion CAS: Z-1630744-26-1 fg:22 cnt:10929

----

14LIU/XIE2   Datum: EA=2.15(3) eV PVMI p:8

Vertical Detachment Energy:2.47(3) eV.

++++++++++++++++++++++++++++++++

Cu2(CN)2-.

C2Cu2N2  mw:177.866 Anion CAS: N-150464-47-4 fg:17 cnt:5100

----

00NEG/YAS    Datum: EA=2.39(4) eV LPES p:8

Vertical Detachment Energy:2.48(5) eV; isomer at electron affinity = 2.52 eV.

++++++++++++++++++++++++++++++++

FCC-

C2F  mw:42.999 Anion CAS: Z-85905-56-2 fg:84 cnt:915

HOF(A.)= 106.9/5.1 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)=  26.0/1.0  80STA/VOG    |

DacidS=26.0/2.0 Stat |  S(A-)=55.4/2.2 Acid |  S(AH)=55.4/1.0  98JANAF

----

71THY/MAC #  Datum: HOF(A-)=<43.0/4.6 EIAE p:5

DacidG(AH)=<375.7/6.4 H-TS DacidH(AH)=<383.5/6.3 D-EA  EA(eV)= 2.771

From CH2=CF2. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fcc#.zaf]

W1U        |32.4   |373.8|366.1| 3.234|24.4   |106.9  |26.0|134.7

CBS-QB3    |32.4   |373.3|365.6| 3.240|24.9   |107.2  |25.9|134.4

G3MP2B3    |30.2   |373.2|365.5| 3.233|24.2   |104.7  |25.7|132.6

G3MP2B3+   |30.1   |373.1|365.4| 3.241|24.2   |104.8  |25.9|132.7

G4MP2      |30.9   |372.6|365.0| 3.235|25.4   |105.6  |25.6|132.2

M062X/Def2T|31.8   |373.9|366.2| 3.153|22.5   |104.5  |25.8|134.0

B3/6-311++G|37.3   |372.6|364.9| 3.218|32.0   |111.5  |25.9|131.6

++++++++++++++++++++++++++++++++

FCCN-

C2FN  mw:57.002 Anion CAS: Z-847643-24-7 fg:117 cnt:8669

----

14DIX/KHU    Datum: EA=2.081(2) eV LPES p:9

Triplet state is 0.42 eV higher than singlet in the neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fccn.zaf]

W1U        |20.1   |363.5|356.0| 2.184|22.5   |70.6   |25.1|100.2

CBS-QB3    |20.7   |364.1|356.6| 2.174|22.3   |70.9   |25.2|100.7

G3MP2B3    |18.9   |363.5|356.0| 2.172|22.6   |69.1   |25.2|98.6 

G3MP2B3+   |18.8   |363.5|356.0| 2.175|22.5   |69.1   |25.2|98.6 

G4MP2      |18.6   |362.8|355.3| 2.199|22.9   |69.4   |25.2|98.6 

M062X/Def2T|19.2   |362.5|355.1| 2.193|21.4   |69.9   |24.9|100.6

B3/6-311++G|19.6   |360.5|353.0| 2.483|26.4   |76.9   |25.2|102.7

++++++++++++++++++++++++++++++++

(CO2)2..F-

C2FO4  mw:106.979 fg:481 cnt:3091

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

87HIR/MIZ3   Datum: DaffG= 1.9/2.0 TDAs | HOF(A-)=-284.0/4.3 AfIN p:8

DaffH(X..Y-)= 7.3/1.0 TDAs

++++++++++++++++++++++++++++++++

(CS2)2..F-

C2FS4  mw:170.887 fg:481 cnt:3539

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= 2.1/1.0 TDAs | HOF(A-)=-45.4/1.7 AfIN p:8

DaffH(X..Y-)= 6.7/0.2 TDAs

++++++++++++++++++++++++++++++++

F2C=C-.

C2F2  mw:61.997 Anion CAS: Z-0107693-92-5 fg:117 cnt:248

HOF(A.)=  32.7/14.7              |

----

93GIL/LIN    Datum: EA=2.255(6) eV LPES | HOF(A-)=-19.3/14.7 R-EA p:9

----

86HEN/ILL4   Datum: HOF(A-)=-18.0/11.5 EIAE;EA(eV)=2.200 p:5

From F2C=CHF.
###### the following are "below the line": evaluated as not accurate ####

----

76DAW/JEN    Datum: HOF(A-)=<3.5 IMRB p:3

O- + CH2=CF2 ->. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of -22 kcal/mol.

----

75HAR/THY    Datum: HOF(A-)=-154.5/13.8 EIAE;EA(eV)=1.700 p:2

From CF3CHO. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.3 eV, and .DELTA.fH(A-) of -22 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2cc.zaf]

W1U        |-22.1  |363.7|356.6| 2.259|-19.9  |30.0   |24.0|102.1

CBS-QB3    |-22.0  |363.2|356.0| 2.254|-19.4  |30.0   |24.1|101.5

G3MP2B3    |-22.4  |363.6|356.4| 2.259|-18.8  |29.7   |24.2|100.6

G3MP2B3+   |-22.5  |363.4|356.2| 2.266|-18.8  |29.7   |24.2|100.6

G4MP2      |-23.1  |363.2|356.1| 2.305|-19.1  |30.2   |24.0|101.4

M062X/Def2T|-22.8  |364.1|356.9| 2.269|-22.3  |29.5   |24.1|103.9

B3/6-311++G|-17.4  |360.3|353.1| 2.559|-10.5  |41.6   |24.2|104.2

++++++++++++++++++++++++++++++++

CF2O..CN-

C2F2NO  mw:91.995 Anion CAS: Z-110661-65-9 fg:485 cnt:2104

HOF(solv)=-145.0/1.0  08MAT/NGU    

----

88LAR/SZU    Datum: DaffG= 13.1/0.5 IMRE | HOF(A-)=-151.8/2.2 AfIN p:8

DaffH(X..Y-)= 23.5/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nccf2o.zaf]

CBS-QB3    |-165.7 | 34.7| 24.5| 34.4|-147.5 |16.5   | 4.955

G3MP2B3    |-164.4 | 33.5| 23.2| 34.5|-145.4 |14.5   | 4.919

G3MP2B3+   |-164.4 | 33.4| 23.2| 34.3|-145.4 |14.5   | 4.918

G4MP2      |-163.1 | 32.3| 21.9| 34.8|-144.9 |14.1   | 4.825

M062X/Def2T|-164.1 | 34.0| 23.7| 34.8|-148.4 |18.4   | 4.794

B3/6-311++G|-152.5 | 35.6| 25.4| 34.3|-133.1 |16.2   | 5.038

++++++++++++++++++++++++++++++++

F2C=C=O-.

C2F2O  mw:77.992 Anion CAS: N-683-54-5 fg:102 cnt:939

HOF(A.)=  17.9/19.5              |
###### the following are "below the line": evaluated as not accurate ####

----

75HAR/THY    Datum: HOF(A-)=-34.5/2.7 EIAE;EA(eV)=2.273 p:2

From CF3CHO. Composite computational methods(18BAR/) indicate an .DELTA.fH(A-) of -96 to -98 kcal/mol, and an electron affinity of ca. 1.0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2cco.zzf]

W1U        |-97.4  |     |     | 0.966|       |-75.3  |    |     

CBS-QB3    |-98.4  |     |     | 0.967|       |-76.3  |    |     

G3MP2B3    |-96.5  |     |     | 0.940|       |-74.9  |    |     

G3MP2B3+   |-97.3  |     |     | 0.953|       |-74.9  |    |     

G4MP2      |-97.3  |     |     | 1.038|       |-73.5  |    |     

M062X/Def2T|-100.0 |     |     | 0.946|       |-78.3  |    |     

B3/6-311++G|-93.0  |     |     | 1.268|       |-63.6  |    |     

++++++++++++++++++++++++++++++++

C2F3-

C2F3  mw:80.996 Anion CAS: Z-51953-51-6 fg:89 cnt:863

HOF(A.)= -53.0/4.6  72LIF/GRA    | BDE(A-H)= 116.3/5.0 R-AH          

HOF(AH)= -117.2/2.0  94PED/      |

DacidS=30.1/2.0 Stat |  S(A-)=74.0/2.0 Acid |  S(AH)=69.9/0.3  69STU/WES
###### the following are "below the line": evaluated as not accurate ####

----

83SPY/SAU    Datum: HOF(A-)=-93.4/4.6 EIAE p:4

DacidH(AH)= 388.9/5.8 D-EA  EA(eV)= 1.751

From C3F8. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.4 eV, and .DELTA.fH(A-) of -110 kcal/mol.

----

79SAU/CHR    Datum: EA=>1.6 eV EIAE p:3

From CF3CF=CFCF3.

----

72LIF/GRA #  Datum: HOF(A-)=-138.1/10.0 EIAE;EA(eV)=2.000 p:3

From cyclo-C4F8. Reworked from AE=4.0(4) eV with modern neutral thermochemistry (94PED/).

----

70THY/MAC2   Datum: HOF(A-)=<-102.8/2.3 EIAE;EA(eV)=2.001 p:3

From C2F4.

----

75HAR/THY    Datum: HOF(A-)=-152.2/13.8 EIAE p:2

From CF3CF2CHO.

----

75HAR/THY    Datum: EA=3.1(3) eV EIAE p:1

From CF3CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2f3.zaf]

W1U        |-110.3 |377.1|369.3| 2.375|-121.6 |-55.5  |26.4|118.2

CBS-QB3    |-110.7 |376.9|369.0| 2.380|-121.8 |-55.8  |26.3|118.1

G3MP2B3    |-109.8 |377.3|369.4| 2.427|-119.9 |-53.8  |26.3|118.1

G3MP2B3+   |-110.0 |377.1|369.2| 2.435|-119.9 |-53.8  |26.4|118.1

G4MP2      |-109.3 |376.5|368.7| 2.373|-118.6 |-54.6  |26.2|116.2

M062X/Def2T|-111.2 |377.2|369.4| 2.243|-123.7 |-59.5  |26.1|116.3

B3/6-311++G|-100.6 |373.1|365.2| 2.509|-106.5 |-42.8  |26.4|115.8

++++++++++++++++++++++++++++++++

CF3CO-

C2F3O  mw:96.991 Anion CAS: Z-41398-51-0 fg:85 cnt:914

HOF(A.)= -151.2/4.1 D+AH         | BDE(A-H)= 88.0/4.0 Est2           

HOF(AH)= -187.1/1.0 GpAd 93SP    |

DacidS=26.0/2.0 Stat |  S(A-)=75.2/2.2 Acid |  S(AH)=75.2/1.0 GpAd 93SP
###### the following are "below the line": evaluated as not accurate ####

----

70HAR/THY #  Datum: HOF(A-)=-162.7/20.8 EIAE;EA(eV)=1.920 p:1

DacidG(AH)= 349.6/5.8 H-TS| DacidH(AH)= 357.3/5.7 D-EA

DaffH(AH)=  2.8/20.8 A-IN

From (CF3)2CO. Values unreasonable: .DELTA.fH(CF3CO-) must be <.DELTA.fH(CF3- + CO)=-181. Composite computations(18BAR/) indicate an electron affinity of ca. 1.6 eV, .DELTA.fH(A-) of ca. -182 kcal/mol, and an ion-molecule complex.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qco.zaf]

W1U        |-182.7 |370.9|362.1| 1.567|-187.7 |-147.0 |29.2|92.8 

CBS-QB3    |-183.0 |371.6|359.4| 1.594|-188.9 |-147.5 |40.8|93.5 

G3MP2B3    |-181.8 |371.4|362.5| 1.598|-186.0 |-145.4 |29.9|92.7 

G3MP2B3+   |-182.5 |370.6|362.4| 1.620|-186.0 |-145.4 |27.7|92.7 

G4MP2      |-181.8 |370.1|361.5| 1.531|-184.7 |-146.8 |28.7|90.0 

M062X/Def2T|-183.4 |370.1|361.9| 1.497|-188.8 |-149.1 |27.5|91.9 

B3/6-311++G|-166.8 |366.2|358.0| 1.714|-165.7 |-127.5 |27.6|90.3 

++++++++++++++++++++++++++++++++

CF3COS-

C2F3OS  mw:128.963 Anion CAS: Z-81568-91-4 fg:56 cnt:2515

DacidS=23.5/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 312.5/2.0 IMRE p:9

DacidH(AH)= 319.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qcos.zaf]

CBS-QB3    |-238.6 |318.6|311.3| 3.669|-191.5 |-153.9 |24.6|89.8 

G3MP2B3    |-235.4 |319.8|311.8| 3.634|-187.9 |-151.4 |26.7|88.6 

G3MP2B3+   |-235.5 |319.7|312.3| 3.639|-188.0 |-151.5 |24.9|88.7 

G4MP2      |-233.8 |320.1|312.7| 3.518|-186.8 |-152.6 |25.0|86.4 

M062X/Def2T|-237.5 |318.8|312.3| 3.553|-191.6 |-155.4 |21.8|88.3 

B3/6-311++G|-212.0 |316.7|309.4| 3.649|-161.4 |-127.7 |24.4|85.8 

++++++++++++++++++++++++++++++++

CF3CO2-

C2F3O2  mw:112.986 Anion CAS: Z-14477-72-6 fg:38 cnt:640

HOF(A.)= -185.8/3.0 D+AH         | BDE(A-H)= 113.8/7.7 D-EA          

HOF(AH)= -246.5/0.4  94PED/      |

DacidS=24.6/3.0 Stat |  S(A-)=78.2/4.2 Acid |  S(AH)=79.6/3.0 GpAd 93SP

----

14WAN/KAS    Datum: EA=4.45(10) eV LPES p:9

----

89CAL/REN    Datum: DacidG= 317.4/2.0 IMRE | HOF(A-)=-287.5/2.2 Acid p:9

DacidH(AH)= 324.7/2.2 G+TS

----

88JIN/TOP #  Datum: DacidG= 316.4/2.0 IMRE p:8

DacidH(AH)= 323.7/2.2 G+TS

----

78CUM/KEB    Datum: DacidG= 316.3/2.0 IMRE p:8

DacidH(AH)= 323.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qco2-p.zaf]

W1U        |-289.5 |324.7|316.7|      |-248.3 |       |26.7|     

G3MP2B3    |-288.2 |324.9|317.3| 4.489|-246.0 |-184.7 |25.8|113.4

G3MP2B3+   |-288.4 |324.9|317.0| 4.493|-246.1 |-184.7 |26.6|113.5

G4MP2      |-286.7 |324.8|316.9|      |-244.3 |       |26.4|     

M062X/Def2T|-290.9 |324.4|316.1| 4.569|-250.7 |-185.3 |27.8|117.4

M062X/Def2T|-290.9 |324.4|316.2| 4.570|-250.7 |-185.3 |27.6|117.5

B3/6-311++G|-268.5 |320.2|311.9| 4.477|-221.5 |-165.3 |28.0|108.3

++++++++++++++++++++++++++++++++

FCOCOF..F-

C2F3O2  mw:112.986 Anion CAS: Z-129541-03-3 fg:481 cnt:990

HOF(solv)=-177.1/5.0 Est3          
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 37.0/2.0 IMRE | HOF(A-)=-282.2/5.4 AfIN p:4

DaffH(X..Y-)= 45.7/2.0 G+TS

These relative affinities are ca. 10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 45-48 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fcocof2.zcf]

CBS-QB3    |-288.9 | 57.1| 48.2| 30.0|-172.7 |-59.0  

G3MP2B3    |-285.3 | 54.7| 45.7| 30.1|-170.6 |-60.1  

G3MP2B3+   |-285.5 | 54.8| 45.7| 30.4|-170.6 |-60.1  

G4MP2      |-283.7 | 52.7| 43.6| 30.5|-169.0 |-62.0  

M062X/Def2T|-287.1 | 68.3| 59.1| 30.7|-172.9 |-45.9  

B3/6-311++G|-268.7 | 44.3| 45.4| 31.0|-152.6 |-61.5  

++++++++++++++++++++++++++++++++

CF3CN..F-

C2F4N  mw:113.997

Core ion CAS: Z-16984-48-8 Solvent: 353-85-5 fg:481 cnt:997

HOF(solv)=-119.0/0.7  94PED/       

----

85LAR/MCM    Datum: DaffG= 21.9/2.0 IMRE | HOF(A-)=-207.6/2.2 AfIN p:9

DaffH(X..Y-)= 29.2/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcnf1.zcf]

CBS-QB3    |-213.4 | 32.5| 24.3| 27.3|-121.9 |-59.0  

G3MP2B3    |-210.9 | 30.6| 22.3| 27.7|-120.2 |-60.1  

G3MP2B3+   |-211.2 | 30.9| 22.8| 27.3|-120.2 |-60.1  

G4MP2      |-209.3 | 28.5| 20.1| 28.0|-118.9 |-62.0  

M062X/Def2T|-212.1 | 43.8| 35.4| 28.1|-122.4 |-45.9  

B3/6-311++G|-195.3 | 22.8| 25.0| 27.3|-100.6 |-61.5  

++++++++++++++++++++++++++++++++

C2F5-

C2F5  mw:118.993 Anion CAS: Z-35476-45-0 fg:89 cnt:895

HOF(A.)= -213.4/1.6 D+AH         | BDE(A-H)= 102.7/0.5  82MCM/GOL    

HOF(AH)= -264.0/1.5  82MCM/GOL   |

DacidS=26.0/3.0 Stat |  S(A-)=79.4/3.2 Acid |  S(AH)=79.4/1.0 GpAd 93SP

----

76SUL/BEA #  Datum: DacidG= 366.8/3.2 IMRB | HOF(A-)=-255.1/4.8 Acid p:8

DacidH(AH)= 374.6/3.3 G+TS EA(ev)= 1.810 DaffH(X..Y-)= 38.3/4.8 A-IN

Between tBuOH and HF.

----

83SPY/SAU    Datum: EA=1.90(20) eV EIAE p:5

From C2F6, relative to F- appearance energy. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.9 eV.
###### the following are "below the line": evaluated as not accurate ####

----

73HAR/THY2   Datum: EA=2.2(3) eV EIAE p:3

From n-C4F10.

----

72HAR/THY #  Datum: EA=2.10(20) eV EIAE p:3

From C3F8. Reworked with modern thermochemical data.

----

63BIB/CAR #  Datum: EA=1.92(10) eV EIAE p:3

From C3F8. Reworked with modern thermochemical data.

----

69MAC/THY #  Datum: HOF(A-)=-248.1 EIAE;EA(eV)=2.400 p:2

From C2F6. AE=2.8 eV. Reworked using modern thermochemical data.

----

69LIF/GRA #  Datum: EA=2.3 eV EIAE p:2

From C3F8. Reworked with modern thermochemical data.

----

69PAG/GOO    Datum: EA=> 2.15(30) eV SI   [49.6(69) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2f5.zaf]

W1U        |-262.0 |373.9|366.1|      |-270.0 |       |26.1|     

CBS-QB3    |-263.6 |373.8|366.0| 1.931|-271.7 |-219.2 |26.2|104.6

G3MP2B3    |-260.1 |374.4|366.5| 1.936|-267.3 |-215.5 |26.3|103.8

G3MP2B3+   |-260.3 |374.1|366.4| 1.945|-267.3 |-215.6 |26.1|103.8

G4MP2      |-259.1 |373.5|365.8| 1.826|-265.4 |-217.0 |26.0|100.5

M062X/Def2T|-264.2 |373.4|365.6| 1.795|-272.9 |-222.8 |26.0|102.2

B3/6-311++G|-241.2 |367.5|359.7| 2.090|-241.4 |-193.1 |26.1|100.4

++++++++++++++++++++++++++++++++

CF3CF=O..F-

C2F5O  mw:134.987 Anion CAS: Z-94295-10-0 fg:481 cnt:989

HOF(solv)=-249.0/2.0 Est3          
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 37.2/2.0 IMRE | HOF(A-)=-354.0/2.9 AfIN p:4

DaffH(X..Y-)= 45.6/2.0 G+TS

These relative affinities are ca. 10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 45-48 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcfof.zcf]

CBS-QB3    |-365.1 | 63.1| 50.3| 43.0|-147.5 |-154.5 

G3MP2B3+   |-360.2 | 61.6| 48.8| 42.9|-145.4 |-153.2 

G4MP2      |-358.1 | 60.0| 47.1| 43.3|-144.9 |-153.2 

M062X/Def2T|-364.4 | 63.4| 50.5| 43.5|-148.4 |-152.6 

B3/6-311++G|-336.3 | 56.3| 43.5| 43.0|-133.1 |-146.9 

++++++++++++++++++++++++++++++++

(CF3)2N-

C2F6N  mw:151.994 Anion CAS: Z-56006-85-0 fg:46 cnt:2925

DacidS=26.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 324.3/2.0 IMRE p:9

DacidH(AH)= 332.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2n.zaf]

CBS-QB3    |-368.8 |329.3|321.4| 4.196|-332.4 |-272.1 |26.6|112.5

G3MP2B3    |-362.7 |330.4|322.6| 4.150|-325.9 |-266.9 |26.3|111.1

G3MP2B3+   |-362.5 |330.5|323.5| 4.148|-325.8 |-266.8 |23.6|111.1

G4MP2      |-361.1 |330.6|322.8| 3.963|-324.5 |-269.6 |26.0|106.9

M062X/Def2T|-371.7 |328.2|320.4| 4.148|-335.2 |-276.0 |26.1|111.3

B3/6-311++G|-339.4 |321.8|313.7| 4.413|-293.9 |-237.7 |26.9|108.3

++++++++++++++++++++++++++++++++

(CF3SO2)2N-

C2F6NO4S2  mw:279.918 Anion CAS: Z-98837-98-0 fg:49 cnt:2689

DacidS=24.0/2.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 286.5/2.0 IMRE p:9

DacidH(AH)= 293.7/2.1 G+TS

----

25LEE/KAL    Datum: DacidG= 282.9/2.0 IMRE p:8

DacidH(AH)= 290.1/2.1 G+TS

----

98KOP/KOP    Datum: DacidG= 291.8/2.0 IMRE p:6

DacidH(AH)= 299.0/2.1 G+TS

Corrected from typo in literature: I. Koppel, private Communication, 1998. Still too weak per 09LEI/RAA.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tf2n.zaf]

CBS-QB3    |-510.8 |291.7|284.5| 5.849|-436.8 |-375.5 |24.2|113.4

G3MP2B3    |-493.9 |293.2|286.2| 5.743|-419.9 |-361.0 |23.4|111.0

G3MP2B3+   |-493.6 |293.2|286.0| 5.739|-419.6 |-360.9 |24.3|110.9

G4MP2      |-497.7 |293.3|286.1| 5.440|-423.9 |-371.8 |24.1|104.2

M062X/Def2T|-497.2 |291.6|284.4| 5.825|-424.1 |-362.4 |23.9|113.8

B3/6-311++G|-363.3 |294.3|287.4| 5.486|-290.3 |-236.4 |23.1|106.1

++++++++++++++++++++++++++++++++

Mn(CO)2(PF3)3-

C2F9MnO2P3  mw:374.835 fg:22 cnt:2351

----

90MIL/KAW    Datum: DacidG=<309.0/3.0 IMRB p:7

Between HPO3 and FSO3H.

++++++++++++++++++++++++++++++++

FeC2-.

C2Fe  mw:79.935 Anion CAS: Z-253438-71-0 fg:19 cnt:4944

----

01BOE/BAS    Datum: EA=1.9782(1) eV ZEKE p:9

----

99LI_/WAN2   Datum: EA=1.98(1) eV LPES p:8

----

94FAN/WAN    Datum: EA=1.91(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe(CO)2-

C2FeO2  mw:111.925 Anion CAS: Z-71701-39-8 fg:22 cnt:174

HOF(A.)=  -2.2/4.9  92SUN/WAN    |

----

79ENG/LIN2   Datum: EA=1.22(21) eV LPES | HOF(A-)=-30.3/8.0 R-EA p:8

DaffH(AH)=  38.7/7.7 A-IN

----

92SUN/WAN    Datum: DaffH= 35.7/3.5 CIDT p:7

Affinity: CO.bullet..bullet.Fe(CO)-.
###### the following are "below the line": evaluated as not accurate ####

----

76COM/STO    Datum: DacidH(AH)= | HOF(A-)=-61.3/18.2 NBAE p:3

DaffH(X..Y-)= 69.7/18.0 A-IN

From Fe(CO)5.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [feco2-q.za0]

CBS-QB3    |-14.0  |     |     | 1.153|       |12.6   |    |     

M062X/Def2T|-10.6  |     |     | 1.046|       |13.6   |    |     

B3/6-311++G|-17.5  |     |     | 1.011|       |5.7    |    |     

++++++++++++++++++++++++++++++++

[Fe2S2(CN)2]-

C2Fe2N2S2  mw:227.821 Anion CAS: Z-849794-32-7 fg:24 cnt:11337

----

05FU_/YAN    Datum: EA=4.32(6) eV LPES p:8

Vertical Detachment Energy:4.44(5) eV.

++++++++++++++++++++++++++++++++

(CO)2..I-

C2IO2  mw:182.895 fg:484 cnt:8178

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

12LAP/LAM    Datum: EA=3.21(5) eV LPES p:9

DaffH(AH)=  1.2/1.6 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ocico.zc0]

M062X/Def2T|-102.0 |  2.1| -2.0| 13.8|-26.6  |-73.2  

++++++++++++++++++++++++++++++++

(CO2)2..I-

C2IO4  mw:214.885 fg:484 cnt:3099

HOF(A.)= -163.5/2.9              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=3.380(75) eV LPES | HOF(A-)=-241.4/2.3 AfIN p:8

DaffH(AH)=  3.6/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

91MAR/GIN    Datum: EA=3.44(5) eV LPES p:8

DaffH(AH)=  3.9/1.6 dEA

The stated EA is the Vertical Detachment Energy. See also 91MAR/GIN2.

----

87HIR/MIZ3   Datum: DaffG= 0.7/2.0 TDAs | HOF(A-)=-242.5/2.3 AfIN p:8

DaffH(X..Y-)= 4.7/1.0 TDAs

----

02GOM/TAY    Datum: EA=3.485(7) eV LPES | HOF(A-)=-240.3/2.0 AfIN p:7

DaffH(AH)=  2.6/0.2 dEA

The stated EA is the Vertical Detachment Energy. The ion affinity is the stepwise difference in electron affinities.

++++++++++++++++++++++++++++++++

(CS2)2..I-

C2IS4  mw:278.793 fg:484 cnt:3545

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= 0.2/1.0 TDAs | HOF(A-)=-3.4/0.4 AfIN p:8

DaffH(X..Y-)= 6.8/0.2 TDAs

++++++++++++++++++++++++++++++++

K(NCS)2-

C2KN2S2  mw:154.915

Core ion CAS: Z-302-04-5 Solvent: 333-20-0 fg:24 cnt:10800

----

15DEN/KON2   Datum: EA=5.34(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [kncs2-pi.zaf]

CBS-QB3    |-46.3  |     |     |     |       |       | 5.438

G3MP2B3    |-55.2  |     |     |     |       |-15.2  | 5.727

G3MP2B3+   |-55.1  | 38.3| 32.0| 21.2|-1.6   |-15.3  | 5.729

G4MP2      |-54.5  |     |     |     |       |       | 5.567

M062X/Def2T|-56.2  | 39.7| 32.4| 24.5|-3.4   |-13.1  | 5.390

B3/6-311++G|-33.3  | 36.3| 29.9| 21.2|11.5   |-8.6   | 5.834

++++++++++++++++++++++++++++++++

LaC2-.

C2La  mw:162.907 Anion CAS: Z-194015-85-5 fg:19 cnt:5008

HOF(A.)= 142.0/10.0  02BIN/MIL   |

----

00KOH/SUZ    Datum: EA=1.40(10) eV LPES | HOF(A-)=109.7/10.3  p:7

The stated EA is the Vertical Detachment Energy. "side" metalated structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lac2-sv.za0]

M062X/Def2T|125.4  |     |     | 1.330|       |155.9  |    |     

++++++++++++++++++++++++++++++++

LaNi(CO)2-

C2LaNiO2  mw:252.832 Anion CAS: N-2304408-72-6 fg:22 cnt:9622

----

18LI_/ZHA    Datum: EA=1.20(11) eV LPES p:8

Vertical Detachment Energy:1.40(10) eV.

++++++++++++++++++++++++++++++++

LiCC-

C2Li  mw:31.017 Anion CAS: Z-679435-61-1 fg:84 cnt:7899

DacidS=26.0/1.0 Stat | 

----

10MEY/CHA    Datum: DacidG= 383.3/1.3 kfkr p:8

DacidH(AH)= 391.0/1.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [licc.zaf]

W1U        |92.4   |390.3|382.3| 1.665|68.0   |130.9  |26.8|115.0

CBS-QB3    |94.3   |390.0|382.1| 1.691|70.1   |133.4  |26.5|115.4

G3MP2B3    |89.4   |388.7|380.8| 1.767|67.9   |130.3  |26.3|114.4

G3MP2B3+   |89.2   |388.5|380.5| 1.776|67.8   |130.2  |27.0|114.5

G4MP2      |89.8   |388.5|380.4| 1.777|68.5   |130.9  |27.1|114.5

M062X/Def2T|94.8   |391.3|383.4| 1.707|68.3   |134.3  |26.4|118.1

B3/6-311++G|97.6   |390.4|382.4| 1.766|74.4   |138.4  |27.0|116.1

++++++++++++++++++++++++++++++++

MnC2-.

C2Mn  mw:78.939 Anion CAS: Z-253438-70-9 fg:19 cnt:4943

----

99LI_/WAN2   Datum: EA=2.12(1) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnc2-7v.za0]

CBS-QB3    |124.6  |     |     | 2.134|       |173.8  |    |     

M062X/Def2T|72.7   |     |     | 2.078|       |120.5  |    |     

B3/6-311++G|129.1  |     |     | 1.978|       |174.6  |    |     

++++++++++++++++++++++++++++++++

C2N-

C2N  mw:38.004 Anion CAS: Z-12373-35-2 fg:117 cnt:973

HOF(AH)= 115.6/5.0  02POU/UPS    |

----

09GAR/YAC    Datum: EA=2.7489(10) eV LPES p:9

Triplet anion ground state.
###### the following are "below the line": evaluated as not accurate ####

----

71TSU/YOK    Datum: HOF(A-)=<134.2/4.6 EIAE p:2

From MeCN. Computations indicate electron affinity ca. 66 kcal/mol, .DELTA.fH(A-) ca. 98 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ccn-t#.zaf]

W1U        |98.9   |350.5|344.0| 2.743|114.3  |162.5  |21.7|100.3

CBS-QB3    |99.6   |350.0|343.6| 2.761|115.3  |163.4  |21.6|100.2

G3MP2B3    |97.3   |350.4|343.9| 2.783|114.2  |161.7  |21.7|99.6 

G3MP2B3+   |97.3   |350.3|343.8| 2.786|114.1  |161.7  |21.8|99.6 

G4MP2      |98.9   |349.9|343.5| 2.757|116.2  |162.7  |21.7|98.6 

M062X/Def2T|97.3   |349.4|343.0| 2.886|112.6  |164.1  |21.4|103.6

B3/6-311++G|94.8   |349.9|343.4| 2.942|112.1  |162.8  |21.8|102.8

++++++++++++++++++++++++++++++++

CO2..CN-

C2NO2  mw:69.993

Core ion CAS: Z-57-12-5 Solvent: 124-38-9 fg:485 cnt:2102

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

88LAR/SZU    Datum: DaffG= 7.9/0.2 TDAs | HOF(A-)=-94.7/2.1 AfIN p:8

DaffH(X..Y-)= 17.3/0.8 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [co2cn.zcf]

W1U        |-96.4  | 18.0|  8.9| 30.3|-94.8  |16.3   | 4.773

CBS-QB3    |-97.9  | 18.7|  9.7| 30.3|-95.7  |16.5   |      

G3MP2B3    |-97.9  | 16.3|  9.7| 22.1|-96.0  |14.5   | 4.741

G3MP2B3+   |-98.0  | 16.4| 10.7| 19.0|-96.0  |14.5   |      

G4MP2      |-96.8  | 15.5| 10.0| 18.4|-95.4  |14.1   |      

M062X/Def2T|-96.0  | 18.5| 12.0| 21.9|-95.9  |18.4   | 4.859

B3/6-311++G|-88.8  | 17.3|  7.9| 31.7|-87.6  |16.2   | 4.665

++++++++++++++++++++++++++++++++

O2NCC-

C2NO2  mw:69.993 Anion CAS: Z-144982-35-4 fg:84 cnt:2838 BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

DacidS=26.0/3.0 Stat | 

----

92SCH/KRE    Datum: DacidG= 348.2/4.2 IMRB p:6

DacidH(AH)= 356.0/4.3 G+TS EA(ev)= 3.931

Acidity between MeSH, tBuSH. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger, and that the radical anion of O2NCCH is bound by 1.1 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o2ncc.zaf]

W1U        |49.8   |347.2|339.5| 4.519|68.5   |154.2  |25.6|137.8

CBS-QB3    |47.0   |346.1|338.4| 4.545|66.6   |151.9  |25.6|137.4

G3MP2B3    |47.1   |346.7|339.6| 4.546|67.6   |152.2  |23.9|136.6

G3MP2B3+   |47.0   |346.7|339.5| 4.560|67.6   |152.4  |24.1|136.9

G4MP2      |47.8   |346.4|338.8| 4.491|68.6   |151.5  |25.5|135.0

M062X/Def2T|49.7   |343.7|336.5| 4.465|70.6   |152.6  |24.3|134.1

B3/6-311++G|52.7   |342.4|334.4| 4.544|77.6   |157.6  |26.9|132.2

++++++++++++++++++++++++++++++++

(CO2)2..NO2-

C2NO6  mw:133.973 fg:488 cnt:3619

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= 1.0/1.0 TDAs | HOF(A-)=-246.3/1.0 AfIN p:8

DaffH(X..Y-)= 6.7/1.0 TDAs

++++++++++++++++++++++++++++++++

Na(NCS)2-

C2N2NaS2  mw:138.941 Anion CAS: Z-1193251-33-0 fg:24 cnt:10789

----

15DEN/KON2   Datum: EA=5.19(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [scnnancs.zaf]

G3MP2B3    |-53.5  |     |     |     |       |       | 5.197

++++++++++++++++++++++++++++++++

(NaSCN)2-.

C2N2Na2S2  mw:161.930 Anion CAS: N-1357582-45-6 fg:20 cnt:11419

----

21GON/WAN    Datum: EA=1.74(6) eV LPES p:8

DaffH(AH)=  15.9/1.8 dEA

Vertical Detachment Energy:1.88(8) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nancs2.zzf]

G3MP2B3    |-41.8  | 36.9| 31.9| 12.5|11.0   |-15.9  | 0.572

B3/6-311++G|-19.2  |     |     |     |       |       | 0.833

++++++++++++++++++++++++++++++++

Sn(CN)2-

C2N2Sn  mw:171.909 Anion CAS: N-35667-77-7 fg:17 cnt:4871

----

00MOR/JAR    Datum: EA=2.622(4) eV LPES p:9

++++++++++++++++++++++++++++++++

(NC)2N-

C2N3  mw:66.010 Anion CAS: Z-17997-40-9 fg:46 cnt:6917 BDE(A-H)= 91.8/3.0 D-EA           

----

07JAG/WAN    Datum: EA=4.135(10) eV LPES p:9

Vertical Detachment Energy:4.135(10) eV.

----

16NIC/WAN    Datum: DacidH(AH)=<310.0/3.0 IMRB p:7

Does not deprotonate H2SO4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nc2n.zaf]

W1U        |28.2   |307.8|301.0| 4.153|86.3   |124.1  |22.8|90.0 

CBS-QB3    |27.7   |307.2|300.4| 4.176|86.2   |124.2  |22.9|90.1 

G3MP2B3    |26.6   |308.3|301.5| 4.188|85.5   |123.4  |22.8|89.9 

G3MP2B3+   |26.5   |308.2|301.4| 4.191|85.5   |123.3  |23.0|89.9 

G4MP2      |27.7   |308.6|301.7| 4.162|86.3   |123.8  |23.1|89.7 

M062X/Def2T|23.4   |305.0|298.4| 4.214|83.1   |120.8  |22.0|89.8 

B3/6-311++G|26.4   |304.0|297.2| 4.058|89.6   |120.1  |23.0|82.6 

++++++++++++++++++++++++++++++++

NbC2-

C2Nb  mw:116.907 Anion CAS: N-12188-72-6 fg:19 cnt:8558

----

01ZHA/LIU    Datum: EA=1.380(25) eV LPES p:9

Vertical Detachment Energy:1.38(025) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbc2-tv.za0]

M062X/Def2T|190.5  |     |     | 1.438|       |223.7  |    |     

++++++++++++++++++++++++++++++++

Ni(CO)2-

C2NiO2  mw:113.926 Anion CAS: Z-475578-60-0 fg:22 cnt:1837

HOF(A.)= -39.0/2.5  92SUN/WAN    |

----

82STE/FEI    Datum: EA=0.643(14) eV LPES | HOF(A-)=-53.8/2.5 R-EA p:9

----

92SUN/WAN    Datum: DaffH= 43.4/5.8 CIDT p:7

Affinity: CO.bullet..bullet.Ni(CO)-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nico2-d.za0]

CBS-QB3    |-49.1  |     |     | 0.687|       |-33.4  |    |     

M062X/Def2T|10.1   |     |     | 0.335|       |17.9   |    |     

B3/6-311++G|-28.3  |     |     | -1037|       |-8.0   |    |     

++++++++++++++++++++++++++++++++

ScNi(CO)2-

C2NiO2Sc  mw:158.882 Anion CAS: Z-2197979-16-9 fg:22 cnt:9577

----

18XIE/ZOU    Datum: EA=1.53(10) eV LPES p:8

Vertical Detachment Energy:1.76(10) eV.

++++++++++++++++++++++++++++++++

VNi(CO)2-

C2NiO2V  mw:164.870 Anion CAS: Z-2396733-56-3 fg:22 cnt:10972

----

18YUA/ZHA    Datum: EA=1.30(11) eV LPES p:8

Vertical Detachment Energy:1.49(10) eV.

++++++++++++++++++++++++++++++++

YNi(CO)2-

C2NiO2Y  mw:202.832 Anion CAS: Z-2197979-21-6 fg:22 cnt:9582

----

18XIE/ZOU    Datum: EA=1.54(10) eV LPES p:8

Vertical Detachment Energy:1.70(9) eV.

++++++++++++++++++++++++++++++++

CCO-.

C2O  mw:39.995 Anion CAS: Z-087191-88-6 fg:117 cnt:617

HOF(A.)=  89.7/5.6 D+AH          | BDE(A-H)= 100.6/6.2 D-EA          

HOF(AH)=  40.2/2.1 d+ah          |

DacidS=22.0/3.0 Stat | 

----

08GAR/YAC    Datum: EA=2.3107(6) eV SEVI | HOF(A-)=36.4/5.6 R-EA p:9

DacidG(AH)= 354.3/5.1 H-TS| DacidH(AH)= 360.9/5.0 D-EA

Neutral is ground state triplet; singlet state is 0.654 eV higher.

----

11GOE/KHU    Datum: EA=2.31(1) eV LPES p:8

Ground state neutral is triplet; singlet state 0.64 eV higher.

----

98CHO/MOR    Datum: EA=2.310(12) eV LPES p:8

Ground state triplet; first triplet state 0.653(17) eV up.

----

96ZEN/PER    Datum: EA=2.289(18) eV LPES p:8

Implies that 83OAK/JON missed the electron affinity due to too low energy photons and wrong polarization.

----

93DOR/MIL    Datum: DacidG= 354.3/4.7 IMRB p:7

DacidH(AH)= 360.9/4.8 G+TS

The .DELTA.fH(3CCO) in the Webbook is 20 kcal/mol too stable, based on the D-EA cycle.
###### the following are "below the line": evaluated as not accurate ####

----

83OAK/JON    Datum: EA=1.848(27) eV LPES p:4

See 96ZEN/PER for reinterpretation.

----

79DAW/NOE    Datum: HOF(A-)=<81.0 IMRB p:3

O- + (Z)CHF=CHF ->.

----

70COL/LOC #  Datum: HOF(A-)=4.6/4.6 EIAE p:3

From ketene. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cco#.zaf]

W1U        |37.7   |361.3|354.8| 2.307|42.3   |91.1   |21.6|100.9

CBS-QB3    |37.8   |360.8|354.5| 2.319|42.7   |91.4   |21.3|100.8

G3MP2B3    |35.6   |361.7|355.3| 2.305|41.0   |88.9   |21.6|100.0

G3MP2B3+   |35.4   |361.7|355.2| 2.311|40.9   |88.9   |21.6|100.0

G4MP2      |35.9   |361.4|355.0| 2.360|41.7   |90.5   |21.4|100.9

M062X/Def2T|36.2   |360.7|354.3| 2.120|40.2   |85.2   |21.3|97.1 

B3/6-311++G|37.1   |360.8|354.4| 2.343|43.5   |91.3   |21.6|99.8 

++++++++++++++++++++++++++++++++

OCCO-.

C2O2  mw:55.990 Anion CAS: Z-77783-15-4 fg:7 cnt:8759

----

15DIX/XUE    Datum: EA=1.936(8) eV LPES p:9

Doublet anion to excited triplet neutral. See also 20MAT/POO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [occo.zzf]

W1U        |-34.9  |     |     | 1.662|       |3.5    |    |     

CBS-QB3    |-36.2  |     |     | 1.692|       |2.8    |    |     

G3MP2B3    |-36.6  |     |     | 1.700|       |2.8    |    |     

G3MP2B3+   |-36.9  |     |     | 1.718|       |3.0    |    |     

G4MP2      |-35.8  |     |     | 1.781|       |5.3    |    |     

M062X/Def2T|-38.4  |     |     | 1.499|       |-4.1   |    |     

B3/6-311++G|-35.4  |     |     | 1.600|       |1.7    |    |     

++++++++++++++++++++++++++++++++

Pt(CO)2-

C2O2Pt  mw:250.955 Anion CAS: Z-1415842-30-6 fg:22 cnt:8417

----

12LIU/XIE    Datum: EA=0.930(42) eV LPES p:8

++++++++++++++++++++++++++++++++

CO..Pt3CO-.

C2O2Pt3  mw:640.885 Anion CAS: Z-171823-45-3 fg:22 cnt:4283

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 53.0/11.5 CIDT | HOF(A-)=29.4/16.6 AfIN p:8

++++++++++++++++++++++++++++++++

(COS)2-.

C2O2S2  mw:119.935 Anion CAS: Z-37183-16-7 fg:302 cnt:6743

HOF(solv)= -33.9/0.1 neut 94PED/   

----

03SUR/SAN    Datum: EA=1.87(10) eV LPES p:7

DaffH(AH)=  35.1/5.2 dEA

The stated EA is the Vertical Detachment Energy. See also 03SUR/SAN2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [coscos.zcf]

G3MP2B3    |-80.9  |  9.0| -1.0| 33.5|-36.7  |-35.1  | 0.257

G3MP2B3+   |-81.0  |  8.9| -1.1| 33.4|-36.7  |-35.4  | 0.277

G4MP2      |-82.0  | 10.2|  0.5| 32.7|-36.3  |-35.5  | 0.356

M062X/Def2T|-80.8  | 12.3|  2.5| 32.8|-36.2  |-32.3  | 0.321

B3/6-311++G|-65.9  |  9.1| -0.9| 33.4|-25.8  |-31.0  | 0.599

++++++++++++++++++++++++++++++++

C2O3-. | carbon suboxide

C2O3  mw:71.985 Anion CAS: Z-403738-98-7 fg:102 cnt:1720
###### the following are "below the line": evaluated as not accurate ####

----

73COO/COM    Datum: HOF(A-)=-130.2/9.2 EIAE p:4

From cyclobutanedicarboxlic anhydride. Cyclobutene assumed to be the neutral product.

----

73COO/COM    Datum: HOF(A-)=-132.4 EIAE p:2

From maleic anhydride; ethyne assumed to be the neutral product. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) ca. -117 to -120 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2o3.zaf]

W1U        |-117.8 |     |     |-0.224|       |-122.0 |    |     

CBS-QB3    |-119.8 |     |     |-0.188|       |-123.1 |    |     

G3MP2B3    |-118.4 |     |     |-0.264|       |-123.6 |    |     

G3MP2B3+   |-118.6 |     |     |-0.260|       |-123.6 |    |     

G4MP2      |-119.2 |     |     |-0.210|       |-123.1 |    |     

M062X/Def2T|-117.9 |     |     |-0.226|       |-122.2 |    |     

B3/6-311++G|-112.3 |     |     | 0.199|       |-106.6 |    |     

++++++++++++++++++++++++++++++++

(CO2)2-.

C2O4  mw:87.980 Anion CAS: Z-12542-00-6 fg:302 cnt:1849

----

97TSU/JOH    Datum: EA=3.00(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=2.79(2) eV LPES p:6

DaffH(AH)=  32.1/2.4 dEA

The stated EA is the Vertical Detachment Energy.
###### the following are "below the line": evaluated as not accurate ####

----

88BOW/EAT    Datum: EA=>2.4 eV LPES p:4

Vertical Detachment Energy limit. Probably covalent oxalate.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o2cco2.zaf]

G3MP2B3    |-188.2 |291.7|283.4|-0.176|-112.6 |-191.6 |27.8|-26.8

M062X/Def2T|-190.0 |285.5|277.9| 1.817|-110.8 |-149.0 |25.3|13.9 

B3/6-311++G|-181.8 |286.0|277.8| 2.586|-100.5 |-123.0 |27.5|29.6 

++++++++++++++++++++++++++++++++

CO2..CO3-.

C2O5  mw:103.975

Core ion CAS: Z-16518-46-0 Solvent: 124-38-9 fg:401 cnt:1539

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= 1.0/2.0 TDAs | HOF(A-)=-233.6/4.6 AfIN p:8

DaffH(X..Y-)= 5.9/0.2 TDAs

----

80KEE/LEE    Datum: DaffG= 0.6/0.2 TDAs p:7

DaffH(X..Y-)= 7.1/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [co2co3.zcf]

CBS-QB3    |-226.7 | -5.5|-16.7| 37.4|-95.7  |-136.5 

G3MP2B3    |-221.4 | -5.4|-14.7| 30.7|-96.0  |-130.9 

G3MP2B3+   |-221.5 | -5.4|-13.5| 27.1|-96.0  |-130.9 

G4MP2      |-222.3 | -4.5|-12.1| 25.6|-95.4  |-131.5 

M062X/Def2T|-226.7 |  2.9| -6.1| 30.0|-95.9  |-128.0 

B3/6-311++G|-212.5 | -7.7|-19.2| 38.5|-87.6  |-132.6 

++++++++++++++++++++++++++++++++

(CO2)2..O2-.

C2O6  mw:119.970 fg:491 cnt:3607

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= 1.1/1.0 TDAs | HOF(A-)=-224.0/1.7 AfIN p:8

DaffH(X..Y-)= 6.6/0.2 TDAs

++++++++++++++++++++++++++++++++

C2P-

C2P  mw:54.974 Anion CAS: Z-199603-62-8 fg:14 cnt:9082

----

19CZE/CHE    Datum: EA=2.6328(6) eV PVMI p:9

----

18CZE/CHE    Datum: EA=2.8508(7) eV PVMI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ccp-t.zaf]

W1U        |95.3   |335.4|328.6| 2.659|125.7  |156.8  |23.1|83.2 

CBS-QB3    |94.5   |335.1|328.9| 2.618|125.1  |154.9  |21.0|82.0 

G3MP2B3    |92.9   |337.0|330.1| 2.667|123.1  |154.6  |23.3|83.6 

G4MP2      |94.5   |338.3|331.4| 2.696|123.3  |156.8  |23.2|85.6 

M062X/Def2T|92.5   |335.0|324.0| 2.661|122.2  |154.0  |36.8|83.9 

B3/6-311++G|94.6   |334.1|327.1| 2.715|127.8  |157.3  |23.4|81.7 

++++++++++++++++++++++++++++++++

Pt2C2-

C2Pt2  mw:413.930 Anion CAS: Z-2226136-68-9 fg:20 cnt:11863

----

22LIU/LI     Datum: EA=2.63(10) eV PVMI p:8

Vertical Detachment Energy: 2.84(9) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptccpt-d.za0]

M062X/Def2T|228.0  |     |     | 2.666|       |289.4  |    |     

++++++++++++++++++++++++++++++++

CCS-

C2S  mw:55.973 Anion CAS: Z-363454-45-9 fg:19 cnt:7175

----

08GAR/YAC    Datum: EA=2.7475(6) eV SEVI p:9

----

15XU_/DEN    Datum: EA=2.56(8) eV LPES p:8

Vertical Detachment Energy:2.75(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ccs#.zaf]

CBS-QB3    |76.6   |356.4|347.5| 2.762|86.0   |140.4  |30.0|106.6

G3MP2B3    |74.1   |356.6|347.9| 2.789|84.7   |138.5  |29.0|105.9

G3MP2B3+   |74.0   |356.6|347.9| 2.792|84.7   |138.5  |29.1|105.9

G4MP2      |74.1   |356.4|348.0| 2.837|84.8   |139.6  |28.4|106.9

M062X/Def2T|75.8   |356.2|346.8| 2.551|84.3   |134.6  |31.3|102.4

B3/6-311++G|80.2   |356.4|347.5| 2.685|91.1   |142.2  |29.8|103.2

++++++++++++++++++++++++++++++++

C2S2-

C2S2  mw:87.945 Anion CAS: Z-191427-36-8 fg:19 cnt:8819

----

15XU_/DEN    Datum: EA=2.27(8) eV LPES p:8

Vertical Detachment Energy:2.58(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sccs.zzf]

W1U        |32.6   |     |     | 2.426|       |88.5   |    |     

CBS-QB3    |29.5   |     |     | 2.421|       |85.3   |    |     

G3MP2B3    |29.1   |     |     | 2.457|       |85.9   |    |     

G3MP2B3+   |29.4   |     |     | 2.471|       |86.3   |    |     

G4MP2      |29.4   |     |     | 2.508|       |87.1   |    |     

M062X/Def2T|28.2   |     |     | 2.263|       |80.4   |    |     

B3/6-311++G|39.4   |     |     | 2.320|       |92.8   |    |     

++++++++++++++++++++++++++++++++

(CS2)2-.

C2S4  mw:151.889 Anion CAS: Z-202017-96-7 fg:302 cnt:4349

HOF(solv)=  27.9/0.2 neut 94PED/   

----

94HIR/FUJ2   Datum: DaffG= 13.0/2.5 TDAs | HOF(A-)=21.1/1.5 AfIN p:9

DaffH(X..Y-)= 21.9/1.5 TDAs

----

03MAB/SUR    Datum: EA=1.65 eV LPES p:7

The stated EA is the Vertical Detachment Energy. From CS2 solvated CS2-. See also 98MAE/OIK. See 08MAT/NAG for experimental structure.

----

97TSU/HIR2   Datum: EA=1.65(2) eV LPES p:7

DaffH(AH)=  25.3/0.5 dEA

The stated EA is the Vertical Detachment Energy. Affinity is difference from next lower Vertical Detachment Energy.

----

88BOW/EAT    Datum: DaffH= 4.1/0.6 dEA p:7

----

03MAB/SUR    Datum: EA=2.70 eV LPES p:6

the stated EA is the Vertical Detachment Energy. From covalent bound dimer anion.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cs22.zcf]

CBS-QB3    |25.3   | 12.9|  2.9| 33.5|24.3   |13.9   

G3MP2B3    |29.1   |  7.2| -1.5| 29.3|22.4   |13.9   

G3MP2B3+   |29.0   |  7.1| -1.5| 29.1|22.4   |13.8   

G4MP2      |27.6   |  8.4| -0.4| 29.4|22.4   |13.6   

M062X/Def2T|17.3   | 25.4| 16.0| 31.4|24.6   |18.1   

B3/6-311++G|55.1   |  4.1| -4.5| 29.1|36.1   |23.1   

++++++++++++++++++++++++++++++++

(CS2)2..S2-

C2S6  mw:215.833 Anion CAS: Z-56699-28-6 fg:202 cnt:7027

HOF(solv)=  27.9/0.2 neut 94PED/   

----

94HIR/FUJ2   Datum: DaffH= 6.1/1.5 TDAs | HOF(A-)=22.8/5.0 AfIN p:9

DaffG(X..Y-)= 0.1/1.7 H-TS

Entropy estimated.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c2s6.zcf]

G3MP2B3    |21.9   | -3.1|-11.4| 28.0|22.4   |-3.5   

G3MP2B3+   |21.7   | -3.0|-11.4| 28.2|22.4   |-3.6   

G4MP2      |18.7   | -2.1|-10.5| 28.0|22.4   |-5.8   

M062X/Def2T|28.6   | -4.1|-12.8| 29.2|24.6   |-0.1   

B3/6-311++G|67.1   | -7.6|-16.0| 28.3|36.1   |23.4   

++++++++++++++++++++++++++++++++

ScC2-.

C2Sc  mw:68.956 Anion CAS: Z-0253438-67-4 fg:19 cnt:4939

----

99LI_/WAN2   Datum: EA=1.65(3) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [scc2-tv.za0]

CBS-QB3    |135.3  |     |     | 1.071|       |159.9  |    |     

M062X/Def2T|130.8  |     |     | 1.742|       |171.0  |    |     

B3/6-311++G|131.3  |     |     | 1.158|       |157.9  |    |     

++++++++++++++++++++++++++++++++

SiC2-.

C2Si  mw:51.977 Anion CAS: Z-161636-17-5 fg:19 cnt:3626

HOF(A.)= 151.3/2.2  97SCH/GIN    |

----

95NAK/TAG2   Datum: EA=1.37(10) eV LPES | HOF(A-)=119.7/3.2 R-EA p:8

Vertical Detachment Energy:1.54(6) eV.

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

96NAK/TAG2   Datum: EA=0() eV [ eV] p:7

The article appears to duplicate the EAs in 95NAK/TAG2, save for this anion having a different EA.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sic2#.zaf]

W1U        |121.2  |     |     | 1.623|       |159.0  |    |     

CBS-QB3    |122.1  |     |     | 1.566|       |158.7  |    |     

G3MP2B3    |117.2  |     |     | 1.615|       |154.6  |    |     

G3MP2B3+   |117.2  |     |     | 1.619|       |154.7  |    |     

G4MP2      |117.7  |     |     | 1.621|       |155.3  |    |     

M062X/Def2T|121.7  |     |     | 3.436|       |200.9  |    |     

++++++++++++++++++++++++++++++++

Si2C2-.

C2Si2  mw:79.954 Anion CAS: Z-161636-23-3 fg:19 cnt:3630

HOF(A.)= 162.0/3.6  97SCH/GIN    |

----

20BAB/DEW    Datum: EA=0.493(12) eV SEVI | HOF(A-)=150.6/3.6 R-EA p:9

----

95NAK/TAG2   Datum: EA=1.61(1) eV LPES p:8

Vertical Detachment Energy:1.93(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2c2.zaf]

W1U        |132.7  |     |     | 2.390|       |188.0  |    |     

CBS-QB3    |131.2  |     |     | 2.367|       |185.9  |    |     

G3MP2B3    |126.1  |     |     | 2.396|       |181.6  |    |     

G3MP2B3+   |126.1  |     |     | 2.399|       |181.5  |    |     

G4MP2      |127.2  |     |     | 2.392|       |182.5  |    |     

M062X/Def2T|131.1  |     |     | 2.309|       |184.6  |    |     

++++++++++++++++++++++++++++++++

Si4C2-.

C2Si4  mw:135.908 Anion CAS: Z-167944-25-4 fg:19 cnt:3637

----

95NAK/TAG2   Datum: EA=1.61(12) eV LPES p:8

Vertical Detachment Energy:2.10(8) eV.

++++++++++++++++++++++++++++++++

TaC2-

C2Ta  mw:204.949 Anion CAS: N-37365-69-8 fg:19 cnt:11755

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25CHE/YAN    Datum: EA=2() eV SEVI [14666(18) cm-1] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tac2-tv.za0]

M062X/Def2T|213.0  |     |     | 1.423|       |245.8  |    |     

++++++++++++++++++++++++++++++++

Ta4C2-

C2Ta4  mw:747.793 Anion CAS: N-874485-18-4 fg:19 cnt:11326

----

21ZHA/XU 2   Datum: EA=1.44(8) eV LPES p:8

Vertical Detachment Energy:1.51(8) eV.

++++++++++++++++++++++++++++++++

TiC2-.

C2Ti  mw:71.948 Anion CAS: Z-0196945-21-8 fg:19 cnt:4940

----

97WAN/DIN    Datum: EA=1.542(20) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tic2-qv.za0]

CBS-QB3    |151.1  |     |     | 1.565|       |187.1  |    |     

M062X/Def2T|147.5  |     |     | 1.593|       |184.1  |    |     

B3/6-311++G|144.3  |     |     | 1.521|       |179.3  |    |     

++++++++++++++++++++++++++++++++

VC2-.

C2V  mw:74.945 Anion CAS: Z-253438-68-5 fg:19 cnt:4941

----

99LI_/WAN2   Datum: EA=1.42(2) eV LPES p:9

----

16YUA/WAN    Datum: EA=1.29(8) eV LPES p:8

Vertical Detachment Energy:1.56(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vc2-kv.za0]

CBS-QB3    |163.7  |     |     | 1.477|       |197.8  |    |     

M062X/Def2T|164.3  |     |     | 1.554|       |200.3  |    |     

B3/6-311++G|166.6  |     |     | 1.429|       |199.5  |    |     

++++++++++++++++++++++++++++++++

V2C2-.

C2V2  mw:125.888 Anion CAS: Z-403613-84-3 fg:24 cnt:11235

----

16YUA/WAN    Datum: EA=1.17(8) eV LPES p:8

Vertical Detachment Energy:1.47(8) eV.

++++++++++++++++++++++++++++++++

V3C2-.

C2V3  mw:176.832 Anion CAS: N-12246-90-1 fg:24 cnt:11236

----

16YUA/WAN    Datum: EA=0.90(8) eV LPES p:8

Vertical Detachment Energy:1.32(8) eV.

++++++++++++++++++++++++++++++++

V4C2-.

C2V4  mw:227.776 Anion CAS: Z-1883419-43-9 fg:24 cnt:11237

----

16YUA/WAN    Datum: EA=1.04(8) eV LPES p:8

Vertical Detachment Energy:1.28(8) eV.

++++++++++++++++++++++++++++++++

V5C2-.

C2V5  mw:278.720 Anion CAS: Z-1883419-44-0 fg:24 cnt:11238

----

16YUA/WAN    Datum: EA=0.94(8) eV LPES p:8

Vertical Detachment Energy:1.14(8) eV.

++++++++++++++++++++++++++++++++

V6C2-.

C2V6  mw:329.664 Anion CAS: Z-1883419-46-2 fg:24 cnt:11239

----

16YUA/WAN    Datum: EA=1.05(8) eV LPES p:8

Vertical Detachment Energy:1.29(8) eV.

++++++++++++++++++++++++++++++++

HCC-

C2H  mw:25.008 Anion CAS: Z-29075-95-4 fg:84 cnt:851

HOF(A.)= 135.7/0.2 D+AH          | BDE(A-H)= 133.3/0.1 PDis 94MOR/ASH

HOF(AH)=  54.5/0.2  94PED/       |

DacidS=27.4/1.0 Stat |  S(A-)=49.4/1.0 Acid |  S(AH)=48.0  82WAG/EVA

----

07ZHO/GAR    Datum: EA=2.9689(11) eV SEVI | HOF(A-)=67.3/0.4 Acid p:9

DacidH(AH)= 378.5/0.4 D-EA

DaffH(AH)=  51.1/0.1 dEA

----

90RUS/BER    Datum: DacidH(AH)= 378.0/0.5 TIPP | HOF(A-)=66.9/1.1 Acid p:9

DacidG(AH)= 369.8/0.6 H-TS  EA(eV)= 2.989 DaffH(X..Y-)= 168.1/1.1 A-IN

Reported as .DELTA.acidH = 376.7/0.5 kcal/mol at 0K; corrected with data from 89GUR/VEY.

----

91ERV/LIN    Datum: EA=2.969(6) eV LPES p:8

----

90ERV/GRO    Datum: DacidG= 369.8/0.6 IMRE p:8

DacidH(AH)= 378.0/0.7 G+TS

----

98TAY/XU     Datum: EA=2.956(20) eV LPES p:7

----

86MEO/SIE #  Datum: DacidH(AH)= 379.8/0.5 TDEq p:6

----

79JAN/BRA    Datum: EA=2.94(10) eV LPD  p:6

----

79BAR/SCO #  Datum: DacidG= 368.5/2.0 IMRE p:6

DacidH(AH)= 376.7/2.0 G+TS DaffH(X..Y-)= 168.0/2.7 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

63TRE/NEU #  Datum: DacidH(AH)= 378.2/4.6 EIAE p:4

From C2H4. Reworked with modern neutral thermochemistry.

----

74BOH/MAC    Datum: DacidG= 376.8/0.6 IMRE p:3

----

73HUG/LIF    Datum: DacidH(AH)= 383.5/4.6 Endo p:3

----

72BOH/LEE    Datum: DacidG= 368.0/5.0 IMRB p:3

----

71THY/MAC #  Datum: HOF(A-)=<119.5/6.9 EIAE p:2

EA(eV)= 0.702

From C2H4. Reworked with modern neutral thermochemistry.

----

70LOC/MOM #  Datum: DacidH(AH)= 378.2/4.6 EIAE | HOF(A-)=<85.6/10.1 EIAE p:2

DaffH(X..Y-)=>149.3/10.1 A-IN

From C2H2, C2H4. Reworked with modern thermochemistry.

----

70FEL/       Datum: EA=3.73(5) eV PD   p:2

----

70COL/LOC #  Datum: HOF(A-)=<123.8/14.4 EIAE p:2

DaffH(X..Y-)=>111.2/14.3 A-IN

From ketene. Reworked with modern thermochemistry.

----

69PAG/GOO    Datum: EA=2.65 eV SI   [61.1 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcc#.zaf]

W1U        |67.1   |378.6|370.6| 2.926|54.4   |134.9  |26.8|132.6

CBS-QB3    |68.6   |378.3|370.4| 2.952|56.0   |136.9  |26.8|133.1

G3MP2B3    |64.8   |378.1|370.3| 2.967|53.9   |133.5  |26.3|131.7

G3MP2B3+   |64.7   |378.0|370.1| 2.974|53.9   |133.5  |26.6|131.7

G4MP2      |65.0   |377.8|370.0| 2.994|54.4   |133.9  |26.2|131.6

M062X/Def2T|70.0   |378.9|370.9| 2.840|55.8   |135.5  |26.7|131.9

B3/6-311++G|69.3   |377.2|369.7| 3.092|59.3   |140.8  |25.3|133.6

++++++++++++++++++++++++++++++++

DCC-

C2D  mw:26.015 Anion CAS: Z-86432-20-4 fg:84 cnt:4421

----

07ZHO/GAR    Datum: EA=2.9700(11) eV SEVI p:9

----

98TAY/XU     Datum: EA=2.954(20) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcc#.zaf]

W1U        |65.7   |380.4|373.1| 2.918|51.1   |133.2  |24.6|134.2

CBS-QB3    |67.5   |380.2|372.4| 2.958|53.5   |136.0  |26.0|134.6

G3MP2B3    |63.3   |380.8|373.1| 2.970|50.7   |132.1  |25.8|134.4

G4MP2      |63.9   |379.5|372.0| 3.012|51.9   |133.8  |25.3|133.9

M062X/Def2T|69.1   |380.6|372.8| 2.814|53.6   |134.1  |26.0|133.0

B3/6-311++G|80.8   |376.8|369.2| 3.070|437.9  |151.8  |25.4|132.7

++++++++++++++++++++++++++++++++

AgC2H-

C2HAg  mw:131.913 Anion CAS: N-13092-75-6 fg:24 cnt:11570

----

22HAN/HON    Datum: EA=1.123(20) eV LPES p:8

Vertical Detachment Energy:1.17(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agcch.zz0]

M062X/Def2T|101.2  |     |     | 1.047|       |125.2  |    |     

++++++++++++++++++++++++++++++++

C2Al2H-

C2HAl2  mw:78.971 Anion CAS: Z-1224930-76-0 fg:13 cnt:8958

----

16ZHA/WAN    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.21(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2al2h.zzf]

W1U        |114.5  |     |     | 2.530|       |172.9  |    |     

CBS-QB3    |114.3  |     |     | 2.522|       |172.6  |    |     

G3MP2B3    |111.7  |     |     | 2.618|       |172.2  |    |     

G4MP2      |112.0  |     |     | 2.582|       |171.6  |    |     

M062X/Def2T|112.5  |     |     | 2.334|       |166.4  |    |     

B3/6-311++G|129.7  |     |     | 2.469|       |186.7  |    |     

++++++++++++++++++++++++++++++++

C2Al3H-

C2HAl3  mw:105.953 fg:13 cnt:8959

----

16ZHA/WAN    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.29(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2al3h.zzf]

W1U        |147.1  |     |     | 0.858|       |166.6  |    |     

G3MP2B3    |146.5  |     |     | 0.794|       |164.5  |    |     

B3/6-311++G|169.0  |     |     | 0.772|       |186.5  |    |     

++++++++++++++++++++++++++++++++

C2Al4H-

C2HAl4  mw:132.935 fg:13 cnt:8960

----

16ZHA/WAN    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:3.01(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2al4h.zzf]

G3MP2B3    |130.3  |     |     | 2.881|       |197.0  |    |     

B3/6-311++G|171.7  |     |     | 2.488|       |229.3  |    |     

++++++++++++++++++++++++++++++++

C2Al5H-

C2HAl5  mw:159.916 fg:13 cnt:8961

----

16ZHA/WAN    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.41(035) eV.

++++++++++++++++++++++++++++++++

C2Al6H-

C2HAl6  mw:186.898 fg:13 cnt:8962

----

16ZHA/WAN    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.8(3)5 eV.

++++++++++++++++++++++++++++++++

C2Al7H-

C2HAl7  mw:213.879 fg:13 cnt:8963

----

16ZHA/WAN    Datum: EA=2.2(1) eV LPES p:8

Vertical Detachment Energy:2.700(35) eV.

++++++++++++++++++++++++++++++++

C2Al8H-

C2HAl8  mw:240.861 fg:13 cnt:8964

----

16ZHA/WAN    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:3.09(035) eV.

++++++++++++++++++++++++++++++++

AuC2H-

C2HAu  mw:221.975 Anion CAS: N-196620-66-3 fg:24 cnt:8983

----

16LEO/RUI    Datum: EA=1.475(1) eV PVMI p:9

Vertical Detachment Energy:1.500(1) eV.

----

17WAN/ZHA    Datum: EA=1.54(4) eV LPES p:8

Vertical Detachment Energy:1.60(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [auc2h-d.za0]

M062X/Def2T|110.1  |     |     | 1.253|       |138.8  |    |     

++++++++++++++++++++++++++++++++

ClAuCCH-

C2HAuCl  mw:256.944 Anion CAS: Z-163393-78-0 fg:24 cnt:10641

----

13LIU/XIO    Datum: EA=4.585(15) eV LPES p:8

Vertical Detachment Energy:4.632(15) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [claucch.za0]

M062X/Def2T|21.3   |     |     | 4.769|       |131.4  |    |     

++++++++++++++++++++++++++++++++

IAuCCH-

C2HAuI  mw:348.879 Anion CAS: Z-199167-43-6 fg:24 cnt:10642

----

13LIU/XIO    Datum: EA=4.275(30) eV LPES p:8

Vertical Detachment Energy:4.32(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iaucch.za0]

M062X/Def2T|38.4   |     |     | 4.499|       |142.2  |    |     

++++++++++++++++++++++++++++++++

Au2C2H-

C2HAu2  mw:418.941 fg:18 cnt:8985

----

17WAN/ZHA    Datum: EA=4.14(8) eV LPES p:9

Vertical Detachment Energy:4.23(8) eV.

++++++++++++++++++++++++++++++++

Br2CHCO2-

C2HBr2O2  mw:214.835 Anion CAS: Z-35878-15-0 fg:38 cnt:2189

HOF(A.)= -28.1/5.0 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -89.0/4.0 Est3          |

DacidS=23.5/3.0 Stat | 

----

89CAL/REN    Datum: DacidG= 321.3/2.0 IMRE | HOF(A-)=-126.4/4.6 Acid p:9

DacidH(AH)= 328.3/2.2 G+TS EA(ev)= 4.262

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [br2chco2.zaf]

G3MP2B3    |-121.2 |328.6|319.6| 4.218|-82.6  |-24.0  |30.3|110.7

G3MP2B3+   |-122.1 |327.9|319.9| 4.260|-82.8  |-23.9  |26.9|111.1

++++++++++++++++++++++++++++++++

CF3CF2H..Cl-

C2HClF5  mw:154.969

Core ion CAS: Z-16887-00-6 Solvent: 354-33-6 fg:482 cnt:1389

HOF(solv)=-264.0/1.5 neut 82MCM/GOL

----

84LAR/MCM2   Datum: DaffG= 11.8/2.0 IMRE | HOF(A-)=-282.8/2.5 AfIN p:9

DaffH(X..Y-)= 18.8/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcf2hcl.zcf]

G3MP2B3    |-340.8 | 17.4| 11.4| 20.0|-267.3 |-56.1  

G3MP2B3+   |-340.8 | 17.4| 11.2| 20.5|-267.3 |-56.1  

G4MP2      |-337.7 | 17.3| 11.3| 20.2|-265.4 |-55.0  

M062X/Def2T|-341.5 | 20.2| 14.1| 20.4|-272.9 |-48.4  

B3/6-311++G|-315.7 |  6.4| 11.1| 20.8|-241.4 |-56.9  

++++++++++++++++++++++++++++++++

CF3OCF2H..Cl-

C2HClF5O  mw:170.964

Core ion CAS: Z-16887-00-6 Solvent: 3822-68-2 fg:482 cnt:1379

HOF(solv)=-315.0/2.0 Calc 18BAR/   

----

01BOG/LEE    Datum: DaffG= 11.3/1.0 TDAs | HOF(A-)=-332.5/2.0 AfIN p:9

DaffH(X..Y-)= 17.5/0.4 TDAs

----

84LAR/MCM    Datum: DaffG= 12.1/2.0 IMRE p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qocf2hcl.zcf]

G3MP2B3    |-388.1 | 16.8| 10.1| 22.5|-315.2 |-56.1  

G4MP2      |-385.4 | 16.7| 10.1| 22.3|-313.7 |-55.0  

M062X/Def2T|-392.4 | 19.9| 13.6| 21.3|-324.0 |-48.4  

B3/6-311++G|-357.3 |  6.0| 10.0| 23.3|-283.5 |-56.9  

++++++++++++++++++++++++++++++++

ClCHCN-

C2HClN  mw:73.980 Anion CAS: Z-74595-99-6 fg:67 cnt:2283

HOF(AH)=  25.5/3.8 GpAd 02POU/UPS|

DacidS=25.8/3.0 Stat | 

----

02POU/UPS    Datum: DacidG= 350.0/2.0 IMRB | HOF(A-)=17.5/6.7 Acid p:8

DacidH(AH)= 357.7/2.2 G+TS DaffH(X..Y-)= 98.1/6.7 A-IN

----

02POU/UPS    Datum: DaffH= 43.7/2.5 CIDT p:7
###### the following are "below the line": evaluated as not accurate ####

----

88HAC/SUZ    Datum: DacidH(AH)= 348.2/6.9 EIAE p:3

DacidG(AH)= 340.5/7.0 H-TS

From ClCH2CN. Composite computational methods(18BAR/) indicate .DELTA.acidH ca. 361 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clchcn.zaf]

W1U        |14.0   |360.9|353.2| 1.887|18.9   |57.5   |25.9|90.7 

CBS-QB3    |14.1   |360.7|353.0| 1.868|19.1   |57.2   |26.0|90.2 

G3MP2B3    |13.4   |361.3|353.5| 1.932|19.3   |57.9   |25.9|90.7 

G3MP2B3+   |13.1   |361.1|353.4| 1.940|19.2   |57.8   |25.9|90.7 

G4MP2      |13.5   |361.3|353.6| 1.900|19.3   |57.3   |25.9|90.1 

M062X/Def2T|13.6   |359.3|351.7| 1.872|18.9   |56.8   |25.8|90.0 

B3/6-311++G|19.1   |357.4|349.7| 1.936|29.0   |63.7   |25.9|86.9 

++++++++++++++++++++++++++++++++

CHCl2F..CN-

C2HCl2FN  mw:127.948

Core ion CAS: Z-57-12-5 Solvent: 75-43-4 fg:485 cnt:1707

HOF(solv)= -67.2/0.1 neut 78KUD/KUD

----

87LAR/MCM    Datum: DaffG= 10.4/2.3 IMRE | HOF(A-)=-68.3/3.0 AfIN p:9

DaffH(X..Y-)= 17.8/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [chcl2fnc.zcf]

CBS-QB3    |-71.6  | 16.1|  9.0| 23.8|-72.0  |16.5   

G3MP2B3    |-69.3  | 15.4|  8.2| 24.4|-68.3  |14.5   

G3MP2B3+   |-69.7  | 15.7|  8.4| 24.5|-68.4  |14.5   

G4MP2      |-69.2  | 14.8|  7.6| 24.3|-68.4  |14.1   

M062X/Def2T|-69.1  | 16.3| 10.0| 21.3|-71.1  |18.4   

B3/6-311++G|-54.3  | 16.1|  8.8| 24.6|-54.3  |16.2   

++++++++++++++++++++++++++++++++

Cl2CHCO2-

C2HCl2O2  mw:126.936 Anion CAS: Z-13425-80-4 fg:38 cnt:639

HOF(A.)= -44.3/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -105.2/1.0 GpAd 93SP    |

DacidS=21.7/2.0 Stat | 

----

89CAL/REN    Datum: DacidG= 321.9/2.0 IMRE | HOF(A-)=-142.5/2.3 Acid p:9

DacidH(AH)= 328.4/2.1 G+TS EA(ev)= 4.260

----

78CUM/KEB    Datum: DacidG= 321.9/2.0 IMRE p:8

DacidH(AH)= 328.4/2.1 G+TS

----

81FUJ/MCI #  Datum: DacidG= 320.8/2.0 IMRE p:7

DacidH(AH)= 327.3/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2chco2.zaf]

CBS-QB3    |-147.1 |327.9|319.2|      |-109.2 |       |29.2|     

G3MP2B3    |-143.3 |329.2|321.1| 4.210|-105.3 |-46.3  |27.0|111.1

G3MP2B3+   |-143.6 |328.9|320.8| 4.219|-105.3 |-46.4  |27.1|111.1

G4MP2      |-142.8 |329.3|320.8|      |-104.9 |       |28.3|     

M062X/Def2T|-143.5 |329.0|321.2| 4.264|-107.8 |-45.1  |26.4|114.9

B3/6-311++G|-125.4 |324.9|316.8| 4.167|-83.1  |-29.4  |27.1|105.8

++++++++++++++++++++++++++++++++

CHCl=CCl2-.

C2HCl3  mw:129.915 Anion CAS: Z-0146610-72-2 fg:102 cnt:2704

HOF(A.)=  -2.1/2.1  94PED/       |

----

94CHE/WIL    Datum: EA=0.40(22) eV TDAs | HOF(A-)=-11.4/5.5 R-EA p:7

----

91WIL/CHE    Datum: EA=0.3 eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clchccl2.zzf]

W1U        |-13.7  |     |     | 0.385|       |-5.7   |    |     

CBS-QB3    |-15.4  |     |     | 0.373|       |-7.6   |    |     

G3MP2B3    |-12.2  |     |     | 0.362|       |-4.7   |    |     

G3MP2B3+   |-12.2  |     |     | 0.360|       |-4.7   |    |     

G4MP2      |-13.5  |     |     | 0.384|       |-5.5   |    |     

M062X/Def2T|-10.4  |     |     | 0.187|       |-6.9   |    |     

B3/6-311++G|-1.3   |     |     | 0.818|       |16.8   |    |     

++++++++++++++++++++++++++++++++

CHCl3..CN-

C2HCl3N  mw:143.918

Core ion CAS: Z-57-12-5 Solvent: 67-66-3 fg:485 cnt:1704

HOF(solv)= -24.5/0.3 neut 94PED/   

----

87LAR/MCM    Datum: DaffG= 10.8/2.3 IMRE | HOF(A-)=-26.1/3.0 AfIN p:9

DaffH(X..Y-)= 18.2/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl3chnc.zcf]

CBS-QB3    |-29.4  | 17.0|  9.7| 24.3|-28.9  |16.5   

G3MP2B3    |-26.6  | 16.2|  8.6| 25.2|-25.0  |14.5   

G3MP2B3+   |-26.9  | 16.3|  8.9| 24.9|-25.0  |14.5   

G4MP2      |-27.2  | 15.6|  8.2| 25.0|-25.6  |14.1   

M062X/Def2T|-25.3  | 17.1| 10.4| 22.2|-26.6  |18.4   

B3/6-311++G|-8.0   | 16.5|  9.0| 24.8|-7.7   |16.2   

++++++++++++++++++++++++++++++++

HN=C(CCl3)O-

C2HCl3NO  mw:159.913 Anion CAS: Z-61652-30-0 fg:48 cnt:1242

HOF(AH)= -58.2/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 336.1/2.0 IMRE | HOF(A-)=-80.8/2.3 Acid p:9

DacidH(AH)= 343.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clconh-z.zaf]

CBS-QB3    |-91.1  |342.3|335.5| 3.695|-67.7  |-5.8   |22.9|113.9

G3MP2B3    |-86.5  |342.8|336.1| 3.705|-62.1  |-1.0   |22.3|113.2

G3MP2B3+   |-86.9  |342.5|335.5| 3.714|-62.2  |-1.2   |23.4|113.2

G4MP2      |-86.2  |342.9|336.2| 3.575|-61.9  |-3.6   |22.5|110.4

M062X/Def2T|-85.7  |343.5|336.4| 3.630|-64.5  |-1.8   |23.9|114.8

B3/6-311++G|-62.5  |341.2|334.3| 3.661|-36.4  |22.0   |23.2|110.6

++++++++++++++++++++++++++++++++

CoCCH-

C2HCo  mw:83.942 Anion CAS: Z-1261168-26-6 fg:24 cnt:9328

----

11YUA/XU     Datum: EA=1.19(8) eV LPES p:8

Vertical Detachment Energy:1.25(8) eV.

++++++++++++++++++++++++++++++++

Co2CCH-

C2HCo2  mw:142.875 Anion CAS: Z-1261168-27-7 fg:24 cnt:9329

----

11YUA/XU     Datum: EA=1.39(8) eV LPES p:8

Vertical Detachment Energy:1.50(8) eV.

++++++++++++++++++++++++++++++++

Co3CCH-

C2HCo3  mw:201.808 Anion CAS: Z-1261168-28-8 fg:24 cnt:9330

----

11YUA/XU     Datum: EA=1.73(8) eV LPES p:8

Vertical Detachment Energy:1.81(8) eV.

++++++++++++++++++++++++++++++++

Co4CCH-

C2HCo4  mw:260.741 Anion CAS: Z-1261168-29-9 fg:24 cnt:9331

----

11YUA/XU     Datum: EA=1.42(8) eV LPES p:8

Vertical Detachment Energy:1.63(8) eV.

++++++++++++++++++++++++++++++++

Co5CCH-

C2HCo5  mw:319.674 Anion CAS: Z-1261168-30-2 fg:24 cnt:9332

----

11YUA/XU     Datum: EA=1.69(8) eV LPES p:8

Vertical Detachment Energy:1.88(8) eV.

++++++++++++++++++++++++++++++++

FCH=C-.

C2HF  mw:44.007 Anion CAS: Z-107693-91-4 fg:117 cnt:1722

HOF(A.)=  78.2/7.1               |

----

93GIL/LIN    Datum: EA=1.718(6) eV LPES | HOF(A-)=38.6/7.1 R-EA p:9
###### the following are "below the line": evaluated as not accurate ####

----

86HEN/ILL4   Datum: HOF(A-)=27.5/5.0 EIAE;EA(eV)=2.200 p:2

From (Z)FCH=FCH.

----

76DAW/JEN    Datum: HOF(A-)=<-33.2 EIAE p:2

O- + FCH=CH2 ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fchc.zaf]

W1U        |31.4   |369.4|361.9| 1.718|27.9   |71.2   |25.3|95.4 

CBS-QB3    |32.5   |369.3|361.7| 1.701|28.9   |71.8   |25.5|95.0 

G3MP2B3    |30.4   |369.3|361.7| 1.727|28.4   |70.4   |25.5|94.1 

G3MP2B3+   |30.4   |369.3|361.7| 1.733|28.3   |70.5   |25.6|94.2 

G4MP2      |30.2   |368.9|361.3|-0.236|28.4   |24.9   |25.4|48.6 

M062X/Def2T|33.5   |370.8|363.2| 1.620|27.4   |71.0   |25.4|95.7 

B3/6-311++G|31.8   |366.5|358.9| 1.988|32.6   |77.7   |25.6|97.2 

++++++++++++++++++++++++++++++++

CHFCN-

C2HFN  mw:58.010 Anion CAS: Z-119376-18-0 fg:67 cnt:1193 BDE(A-H)= 90.8/2.8 D-EA           

DacidS=25.5/2.0 Stat | 

----

14DIX/KHU    Datum: EA=1.53(8) eV LPES p:9

----

86TAF/    #  Datum: DacidG= 361.5/2.0 IMRE p:8

DacidH(AH)= 369.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fchcn.zaf]

W1U        |-13.5  |370.8|363.2| 1.556|-18.4  |22.5   |25.6|93.0 

CBS-QB3    |-13.1  |371.0|363.4| 1.531|-18.3  |22.3   |25.4|92.7 

G3MP2B3    |-14.3  |371.3|363.7| 1.596|-18.4  |22.6   |25.5|93.1 

G3MP2B3+   |-14.3  |371.3|363.7| 1.596|-18.4  |22.5   |25.6|93.1 

G4MP2      |-13.9  |370.9|363.3| 1.594|-17.6  |22.9   |25.5|92.7 

M062X/Def2T|-13.6  |369.4|361.8| 1.517|-18.3  |21.4   |25.5|91.9 

B3/6-311++G|-11.9  |365.6|358.0| 1.655|-10.2  |26.4   |25.6|88.7 

++++++++++++++++++++++++++++++++

F2CHCO2-

C2HF2O2  mw:94.995 Anion CAS: Z-83193-04-8 fg:38 cnt:636

HOF(A.)= -134.6/3.2 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -195.5/1.0 GpAd 93SP    |

DacidS=24.0/3.0 Stat |  S(A-)=75.0/3.2 Acid |  S(AH)=77.0/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 323.8/2.0 IMRE | HOF(A-)=-230.2/2.4 Acid p:9

DacidH(AH)= 331.0/2.2 G+TS EA(ev)= 4.147

----

81FUJ/MCI #  Datum: DacidG= 323.8/2.0 IMRE p:8

DacidH(AH)= 331.0/2.2 G+TS

----

78CUM/KEB    Datum: DacidG= 323.5/2.0 IMRE p:8

DacidH(AH)= 330.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2chco2.zaf]

CBS-QB3    |-229.1 |330.2|322.9|      |-193.5 |       |24.4|     

G3MP2B3    |-226.1 |331.4|324.7| 4.177|-190.3 |-129.7 |22.8|112.7

G3MP2B3+   |-226.2 |331.4|323.4| 4.181|-190.4 |-129.8 |26.7|112.7

G4MP2      |-224.8 |331.2|323.6|      |-188.8 |       |25.4|     

M062X/Def2T|-226.4 |331.6|324.2| 4.204|-193.3 |-129.2 |24.7|116.2

++++++++++++++++++++++++++++++++

CF3H..CN-

C2HF3N  mw:96.007

Core ion CAS: Z-57-12-5 Solvent: 75-46-7 fg:485 cnt:1710

HOF(solv)=-166.2/0.6 neut 94PED/   

----

87LAR/MCM    Datum: DaffG= 9.6/2.3 IMRE | HOF(A-)=-166.5/3.1 AfIN p:9

DaffH(X..Y-)= 17.0/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qhnc.zcf]

CBS-QB3    |-167.8 | 14.9|  8.3| 22.1|-169.4 |16.5   

G3MP2B3    |-166.7 | 14.6|  7.7| 23.0|-166.7 |14.5   

G3MP2B3+   |-166.8 | 14.6|  7.5| 23.6|-166.7 |14.5   

G4MP2      |-166.5 | 14.3|  7.6| 22.4|-166.3 |14.1   

M062X/Def2T|-166.5 | 15.2|  8.5| 22.4|-169.6 |18.4   

B3/6-311++G|-152.8 | 15.3|  8.2| 23.7|-153.6 |16.2   

++++++++++++++++++++++++++++++++

HN=C(CF3)O-

C2HF3NO  mw:112.002 Anion CAS: Z-81583-99-5 fg:48 cnt:1241

HOF(AH)= -200.0/2.0 Est3         |

DacidS=23.5/2.0 Stat |  S(A-)=77.3/2.2 Acid |  S(AH)=79.8/1.0 GpAd 93SP

----

88TAF/BOR    Datum: DacidG= 336.7/2.0 IMRE | HOF(A-)=-222.0/2.9 Acid p:9

DacidH(AH)= 343.7/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qconhz.zaf]

G3MP2B3    |-226.5 |344.1|337.4| 3.755|-203.4 |-139.7 |22.6|115.8

G3MP2B3+   |-226.5 |344.0|337.1| 3.754|-203.4 |-139.8 |23.3|115.7

G4MP2      |-225.2 |344.0|337.2| 3.638|-202.0 |-141.1 |22.8|113.0

M062X/Def2T|-228.5 |344.8|337.8| 3.650|-208.6 |-144.1 |23.3|116.7

B3/6-311++G|-209.8 |342.4|335.4| 3.722|-184.9 |-123.7 |23.6|113.3

++++++++++++++++++++++++++++++++

F2C=CFH..F-

C2HF4  mw:101.002 Anion CAS: Z-120811-20-3 fg:481 cnt:1045

HOF(solv)=-117.2/2.0 neut 94PED/   

----

83LAR/MCM    Datum: DaffG= 18.7/2.0 IMRE | HOF(A-)=-203.0/2.9 AfIN p:9

DaffH(X..Y-)= 26.3/2.0 G+TS

----

76SUL/BEA    Datum: DaffH= 24.3/6.0 IMRB p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [qcfh.zaf]

CBS-QB3    |-204.9 | 24.0| 15.6| 28.4|-121.8 |-59.0  | 1.493

G3MP2B3    |-202.4 | 22.4| 13.9| 28.5|-119.9 |-60.1  | 1.505

G3MP2B3+   |-202.3 | 22.3| 13.9| 28.3|-119.9 |-60.1  | 1.500

G4MP2      |-201.6 | 21.0| 12.5| 28.7|-118.6 |-62.0  | 1.427

M062X/Def2T|-205.0 | 35.5| 26.8| 29.0|-123.7 |-45.9  | 1.382

B3/6-311++G|-189.2 | 10.9| 12.8| 28.3|-106.5 |-61.5  | 1.685

++++++++++++++++++++++++++++++++

CF3CF2H..F-

C2HF6  mw:138.999

Core ion CAS: Z-16984-48-8 Solvent: 354-33-6 fg:481 cnt:1041

HOF(solv)=-264.0/1.5 neut 82MCM/GOL

----

83LAR/MCM    Datum: DaffG= 22.5/2.0 IMRE | HOF(A-)=-353.8/2.6 AfIN p:9

DaffH(X..Y-)= 30.4/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcf2hf.zcf]

CBS-QB3    |-361.1 | 30.4| 23.7| 22.6|-271.7 |-59.0  

G3MP2B3    |-356.6 | 29.3| 22.6| 22.4|-267.3 |-60.1  

G3MP2B3+   |-358.8 | 31.4| 24.3| 23.8|-267.3 |-60.1  

G4MP2      |-353.8 | 26.4| 19.8| 22.2|-265.4 |-62.0  

M062X/Def2T|-358.4 | 39.6| 32.5| 23.7|-272.9 |-45.9  

B3/6-311++G|-336.8 | 23.5| 26.8| 23.7|-241.4 |-61.5  

++++++++++++++++++++++++++++++++

CF3OCF2H..F-

C2HF6O  mw:154.994

Core ion CAS: Z-16984-48-8 Solvent: 3822-68-2 fg:481 cnt:1377

HOF(solv)=-315.0/2.0 Calc 18BAR/   
###### the following are "below the line": evaluated as not accurate ####

----

84LAR/MCM    Datum: DaffG= 27.0/2.0 IMRE p:3

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 22-23 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qocfhf.zcf]

CBS-QB3    |-410.1 | 30.0| 23.0| 23.4|-321.1 |-59.0  

G3MP2B3    |-404.2 | 29.0| 21.9| 23.7|-315.2 |-60.1  

G4MP2      |-402.0 | 26.3| 19.4| 23.1|-313.7 |-62.0  

M062X/Def2T|-410.0 | 40.0| 32.5| 25.2|-324.0 |-45.9  

B3/6-311++G|-378.8 | 23.5| 26.0| 26.1|-283.5 |-61.5  

++++++++++++++++++++++++++++++++

FeCCH-

C2HFe  mw:80.943 Anion CAS: Z-159540-51-9 fg:24 cnt:9491

----

94FAN/WAN    Datum: EA=1.41(5) eV LPES p:8

++++++++++++++++++++++++++++++++

HCCN-.

C2HN  mw:39.011 Anion CAS: Z-12373-24-9 fg:117 cnt:509

HOF(A.)= 115.6/5.0  02POU/UPS    | BDE(A-H)= 105.8/5.4 R-AH          

HOF(AH)=  61.9/2.0 d+ah          |

DacidS=24.0/3.0 Stat | 

----

11VOG/WRE3   Datum: EA=2.001(15) eV LPES | HOF(A-)=69.5/3.9 Acid p:9

DacidG(AH)= 365.8/5.2 H-TS| DacidH(AH)= 373.3/3.3 D-EA

Vertical Detachment Energy:2.36(2) eV. Singlet is 0.510(15) eV up from the triple neutral.

----

02NIM/DAV    Datum: EA=2.003(14) eV LPES p:9

----

92MAT/CRA    Datum: DacidG= 365.9/2.7 IMRB p:8

DacidH(AH)= 373.1/2.8 G+TS EA(ev)= 2.009

----

87GRA/MEL    Datum: DacidG= 367.8/3.0 IMRB p:7

DacidH(AH)= 375.0/3.1 G+TS

Between H2O2 and mCl-toluene.
###### the following are "below the line": evaluated as not accurate ####

----

76DAW/JEN    Datum: HOF(A-)=<100.8 IMRB p:4

O- + CH3CN ->.

----

88HAC/SUZ    Datum: HOF(A-)=81.0/4.6 EIAE p:2

From ClCH2CN. Appearance energy = 1.8 eV, assuming HCl as neutral product.

----

86HEN/ILL2   Datum: EA=0.8(4) eV EIAE p:2

From MeCN.

----

71TSU/YOK #  Datum: HOF(A-)=71.0/4.6 EIAE p:2

From MeCN. Reworked with modern thermochemistry. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccn-d.zaf]

W1U        |68.3   |372.4|364.8| 1.983|61.8   |114.3  |25.6|104.6

CBS-QB3    |69.1   |372.3|364.6| 1.992|62.5   |115.3  |25.6|104.9

G3MP2B3    |66.7   |372.4|364.8| 2.047|61.5   |114.2  |25.7|104.7

G3MP2B3+   |66.7   |372.4|364.7| 2.048|61.5   |114.1  |25.8|104.8

G4MP2      |66.8   |372.0|364.4| 2.127|62.0   |116.2  |25.7|106.3

M062X/Def2T|69.0   |371.5|363.9| 1.885|62.2   |112.6  |25.5|102.5

B3/6-311++G|65.8   |370.5|363.2| 2.002|62.6   |112.1  |24.4|101.7

++++++++++++++++++++++++++++++++

HCNC-.

C2HN  mw:39.011 Anion CAS: Z-144141-01-5 fg:117 cnt:4276

HOF(A.)= 137.6/4.3 D+AH          | BDE(A-H)= 109.1/2.6 D-EA          

HOF(AH)=  80.6/2.8 d+ah          |

DacidS=26.0/2.0 Calc | 

----

02NIM/DAV    Datum: EA=1.883(13) eV LPES p:9

----

92MAT/CRA    Datum: DacidG= 371.5/2.5 IMRB | HOF(A-)=94.2/3.8 Acid p:7

DacidH(AH)= 379.3/2.6 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcnc.zaf]

W1U        |96.3   |376.0|368.5| 1.899|86.1   |140.3  |25.2|106.2

CBS-QB3    |97.0   |376.2|368.7| 1.868|86.5   |140.2  |25.2|105.8

G3MP2B3    |94.6   |376.2|368.7| 1.885|85.7   |138.3  |25.2|104.7

G3MP2B3+   |94.7   |376.2|368.7| 1.885|85.6   |138.3  |25.4|104.7

G4MP2      |93.9   |375.9|368.4| 1.898|85.2   |137.8  |25.1|104.7

M062X/Def2T|95.3   |376.8|369.3| 1.819|83.2   |137.3  |25.1|106.2

B3/6-311++G|93.7   |374.9|367.8| 2.027|86.1   |140.6  |23.9|106.6

++++++++++++++++++++++++++++++++

DCCN-

C2DN  mw:40.018 Anion CAS: Z-484040-40-6 fg:117 cnt:9083

----

11VOG/WRE3   Datum: EA=1.998(15) eV LPES p:9

Vertical Detachment Energy:2.009(20) eV. Singlet neutral is 2.37(2) eV up from the triplet.

----

02NIM/DAV    Datum: EA=2.009(20) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dccn-d.zaf]

W1U        |66.9   |374.4|366.9| 1.984|58.4   |113.0  |25.1|106.7

CBS-QB3    |68.1   |374.3|366.8| 1.994|60.1   |114.4  |24.9|106.5

G3MP2B3    |65.4   |375.3|366.7| 2.047|58.2   |112.8  |28.9|107.6

G4MP2      |65.9   |374.0|366.6| 2.128|59.5   |115.2  |25.0|107.9

M062X/Def2T|68.2   |373.2|365.8| 1.883|60.1   |111.8  |24.9|104.3

B3/6-311++G|85.7   |372.6|365.1| 1.959|80.8   |131.1  |24.9|102.8

++++++++++++++++++++++++++++++++

DCNC-

C2DN  mw:40.018 Anion CAS: N-215668-17-0 fg:117 cnt:9084

----

02NIM/DAV    Datum: EA=1.877(13) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcnc.zaf]

W1U        |94.9   |378.0|370.7| 1.897|82.7   |138.8  |24.5|108.1

CBS-QB3    |96.0   |378.2|370.9| 1.865|83.9   |139.1  |24.5|107.3

G3MP2B3    |93.3   |379.1|370.1| 1.882|82.3   |136.8  |30.1|107.4

G4MP2      |92.9   |377.9|370.6| 1.895|82.7   |136.8  |24.4|106.2

M062X/Def2T|94.4   |378.4|371.2| 1.814|81.1   |136.4  |24.4|107.8

B3/6-311++G|111.8  |376.9|369.6| 1.981|102.6  |157.6  |24.4|107.6

++++++++++++++++++++++++++++++++

HCOCN-.

C2HNO  mw:55.006 Anion CAS: Z-127530-31-8 fg:102 cnt:4078

HOF(A.)=   6.2/4.8 A+EA 96BOR/ING|

----

96BOR/ING    Datum: HOF(A-)=-9.3/4.9 CIDT;EA(eV)=0.674 p:7

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.88 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcocn.zzf]

W1U        |-9.0   |     |     | 0.901|       |11.8   |    |     

CBS-QB3    |-9.7   |     |     | 0.933|       |11.8   |    |     

G3MP2B3    |-9.5   |     |     | 0.877|       |10.7   |    |     

G3MP2B3+   |-9.6   |     |     | 0.880|       |10.7   |    |     

G4MP2      |-9.7   |     |     | 0.915|       |11.4   |    |     

M062X/Def2T|-9.7   |     |     | 0.962|       |12.5   |    |     

B3/6-311++G|-9.6   |     |     | 1.247|       |19.2   |    |     

++++++++++++++++++++++++++++++++

HCCNO-.

C2HNO  mw:55.006 Anion CAS: N-81619-69-4 fg:102 cnt:1183
###### the following are "below the line": evaluated as not accurate ####

----

72SHI/YAM #  Datum: HOF(A-)=<130.0/4.6 EIAE p:1

From CH2=CHNO2. Reworked with modern thermochemistry. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of ca. 62 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccno.zzf]

W1U        |62.5   |360.7|353.1| 1.426|67.7   |95.3   |25.5|79.7 

CBS-QB3    |62.3   |362.4|354.7| 1.429|65.6   |95.1   |25.7|81.6 

G3MP2B3    |61.9   |361.1|353.7| 1.395|68.0   |94.1   |25.0|78.2 

G3MP2B3+   |61.8   |361.1|353.5| 1.403|67.9   |94.0   |25.6|78.2 

G4MP2      |61.7   |360.2|352.7| 1.425|68.6   |94.5   |25.1|78.0 

M062X/Def2T|61.2   |361.1|353.2| 1.498|64.8   |95.6   |26.5|82.9 

B3/6-311++G|59.6   |361.0|353.4| 1.789|65.8   |100.7  |25.5|87.0 

++++++++++++++++++++++++++++++++

PdCCNH-

C2HNPd  mw:144.915 Anion CAS: Z-259136-83-9 fg:50 cnt:9469

----

00MOR/JAR2   Datum: EA=2.17(3) eV LPES p:8

++++++++++++++++++++++++++++++++

HCSCN-. | thioformyl cyanide

C2HNS  mw:70.984 Anion CAS: Z-183900-95-0 fg:102 cnt:4079

HOF(A.)=  53.1/4.8 A+EA 96BOR/ING|

----

96BOR/ING    Datum: HOF(A-)=15.1/6.0 CIDT;EA(eV)=1.648 p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcscn.zzf]

W1U        |21.9   |     |     | 1.840|       |64.3   |    |     

CBS-QB3    |20.4   |     |     | 1.877|       |63.7   |    |     

G3MP2B3    |19.7   |     |     | 1.838|       |62.0   |    |     

G3MP2B3+   |19.6   |     |     | 1.840|       |62.0   |    |     

G4MP2      |19.5   |     |     | 1.855|       |62.3   |    |     

M062X/Def2T|21.1   |     |     | 1.884|       |64.5   |    |     

B3/6-311++G|25.4   |     |     | 2.096|       |73.6   |    |     

++++++++++++++++++++++++++++++++

HCN..CN-

C2HN2  mw:53.015

Core ion CAS: Z-57-12-5 Solvent: 74-90-8 fg:485 cnt:1591

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/       Datum: DaffG= 14.5/1.0 TDAs | HOF(A-)=27.5/2.4 AfIN p:9

DaffH(X..Y-)= 20.7/1.0 TDAs

----

87LAR/MCM    Datum: DaffG= 13.7/2.3 IMRE p:8

DaffH(X..Y-)= 21.7/2.3 G+TS

----

88MEO/CYB    Datum: DaffG= 14.5/1.6 TDAs p:7

DaffH(X..Y-)= 20.7/1.0 TDAs

----

84LAR/MCM3   Datum: DaffH= 20.0/2.0 Est4 p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nchnc.zcf]

W1U        |25.7   | 21.7| 12.8| 29.8|31.1   |16.3   | 4.715

CBS-QB3    |26.4   | 21.7| 10.4| 38.2|31.7   |16.5   |      

G3MP2B3    |24.3   | 20.7|  9.2| 38.5|30.5   |14.5   | 4.704

G3MP2B3+   |24.6   | 20.4| 12.5| 26.3|30.5   |14.5   |      

G4MP2      |24.7   | 20.0| 12.2| 26.4|30.7   |14.1   |      

M062X/Def2T|27.5   | 23.2| 15.6| 25.6|32.4   |18.4   | 4.854

B3/6-311++G|29.0   | 21.0| 13.1| 26.3|33.8   |16.2   |      

++++++++++++++++++++++++++++++++

[(5,5'-bistetrazole)-N2H]-.

C2HN6  mw:109.027 Anion CAS: Z-1497390-45-0 fg:102 cnt:11046

----

16ZEN/BER    Datum: EA=2.94(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [55bt-n2h.zaf]

CBS-QB3    |123.8  |     |     | 2.838|       |189.2  |    |     

G3MP2B3    |125.8  |344.6|337.3| 3.011|148.4  |195.2  |24.6|98.9 

G3MP2B3+   |125.5  |     |     | 3.016|       |195.0  |    |     

M062X/Def2T|124.1  |     |     | 2.748|       |187.5  |    |     

B3/6-311++G|125.1  |     |     | 2.884|       |191.6  |    |     

++++++++++++++++++++++++++++++++

[(1,5'-bistetrazole)-H]-

C2HN8  mw:137.033 Anion CAS: A-103518-52-1 fg:51 cnt:11050

----

16ZEN/BER    Datum: EA=4.10(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [15bt-7.zaf]

G3MP2B3    |117.8  |310.8|302.8| 4.912|174.3  |231.4  |26.6|109.2

M062X/Def2T|113.8  |311.4|303.2| 4.838|167.1  |225.6  |27.3|110.5

B3/6-311++G|125.1  |310.5|302.7| 4.787|181.9  |236.7  |26.0|106.9

++++++++++++++++++++++++++++++++

HCCO-

C2HO  mw:41.003 Anion CAS: Z-64066-01-9 fg:86 cnt:861

HOF(A.)=  40.2/2.1 D+AH          | BDE(A-H)= 105.1/2.8 D-EA          

HOF(AH)= -12.8/0.1  00TRA/       |

DacidS=23.5/2.0 Stat |  S(A-)=55.3/2.0 Isoe |  S(AH)=57.8/1.0  82WAG/EVA

----

01SCH/ENG    Datum: EA=2.338(8) eV LPES p:9

DacidH(AH)= 364.8/2.9 D-EA

----

83OAK/JON #  Datum: DacidG= 357.8/2.0 IMRB | HOF(A-)=-13.7/2.1 Acid p:8

DacidH(AH)= 364.8/2.1 G+TS

Acid: ketene.

----

83OAK/JON #  Datum: EA=2.35(2) eV LPES p:8
###### the following are "below the line": evaluated as not accurate ####

----

70COL/LOC #  Datum: HOF(A-)=<-16.9/4.6 EIAE p:3

DacidH(AH)= 360.0/4.6 EIAE

From ketene. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcco.zaf]

W1U        |-11.7  |366.3|359.2| 2.342|-12.2  |42.3   |23.9|106.6

CBS-QB3    |-11.1  |366.2|359.0| 2.334|-11.6  |42.7   |24.1|106.4

G3MP2B3    |-13.2  |366.4|359.2| 2.350|-12.4  |41.0   |24.0|105.5

G3MP2B3+   |-13.4  |366.3|359.1| 2.354|-12.5  |40.9   |24.1|105.5

G4MP2      |-12.5  |366.2|359.0| 2.349|-11.6  |41.7   |24.1|105.4

M062X/Def2T|-11.6  |366.9|359.7| 2.249|-13.8  |40.2   |24.3|106.1

B3/6-311++G|-9.7   |365.6|358.4| 2.306|-8.0   |43.5   |24.1|103.6

++++++++++++++++++++++++++++++++

O=C=CHS-

C2HOS  mw:72.975 Anion CAS: Z-132198-38-0 fg:56 cnt:2436

----

90KAS/GUO    Datum: HOF(A-)=<-6.0 IMRB p:6

HSCH2- + COS -> H2S + O=C=CHS-. Composite computational methods(18BAR/) indicate .DELTA.fH(A-) ca. -26 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [occhs.zaf]

W1U        |-24.4  |343.8|336.4| 1.890|-2.4   |19.1   |24.8|73.5 

CBS-QB3    |-25.3  |343.0|335.6| 1.900|-2.5   |18.4   |24.7|73.1 

G3MP2B3    |-26.0  |343.9|336.5| 1.933|-2.7   |18.5   |24.7|73.3 

G3MP2B3+   |-26.1  |343.8|336.5| 1.935|-2.7   |18.4   |24.8|73.3 

G4MP2      |-25.0  |344.5|337.1| 1.876|-2.4   |18.1   |24.7|72.6 

M062X/Def2T|-24.1  |344.9|337.3| 1.697|-4.4   |14.9   |25.5|71.4 

B3/6-311++G|-17.1  |341.1|333.7| 1.853|9.1    |25.5   |24.7|68.5 

++++++++++++++++++++++++++++++++

HOCCO-

C2HO2  mw:56.998 Anion CAS: Z-1994332-00-1 fg:42 cnt:8882

----

16DIX/XUE    Datum: EA=1.763(60) eV PVMI p:9

Vertical Detachment Energy:1.93(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hocco.zaf]

W1U        |-31.8  |371.0|363.3| 1.728|-37.0  |7.9    |25.9|97.0 

CBS-QB3    |-31.8  |371.0|363.3| 1.583|-37.1  |4.4    |25.8|93.6 

G3MP2B3    |-32.9  |371.1|363.4| 1.606|-36.8  |3.8    |25.9|92.8 

G3MP2B3+   |-33.0  |371.1|363.1| 1.613|-36.9  |3.8    |26.8|92.8 

G4MP2      |-32.0  |371.0|363.3| 1.572|-35.8  |4.1    |25.7|92.0 

M062X/Def2T|-31.4  |     |     | 1.437|       |1.5    |    |     

B3/6-311++G|-25.7  |     |     | 1.644|       |12.0   |    |     

++++++++++++++++++++++++++++++++

HC(=O)CO-

C2HO2  mw:56.998 Anion CAS: Z-1994332-01-2 fg:85 cnt:8883

HOF(AH)= -50.7/0.2  94PED/       |

----

16DIX/XUE    Datum: EA=1.0(1) eV PVMI p:9

Acid: glyoxal.

----

67COM/BOU    Datum: DacidH(AH)= 371.3/4.6 EIAE p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcoco.zaf]

W1U        |-46.0  |371.9|364.3| 1.298|-52.0  |-16.0  |25.2|88.1 

CBS-QB3    |-46.7  |371.6|364.0| 1.282|-52.6  |-17.2  |25.3|87.5 

G3MP2B3    |-47.7  |371.6|364.0| 1.345|-52.0  |-16.6  |25.4|87.5 

G3MP2B3+   |-47.8  |371.4|363.9| 1.350|-52.1  |-16.6  |25.2|87.5 

G4MP2      |-47.0  |371.6|364.1| 1.326|-51.5  |-16.4  |25.3|87.1 

M062X/Def2T|-43.2  |372.1|363.9| 1.051|-50.7  |-19.2  |27.5|83.6 

B3/6-311++G|-43.0  |366.5|359.0| 1.305|-42.2  |-12.8  |25.2|81.5 

++++++++++++++++++++++++++++++++

HO2CCO2-

C2HO4  mw:88.988 Anion CAS: Z-920-52-5 fg:37 cnt:6603

HOF(A.)= -114.0/2.0 D+AH         | BDE(A-H)= 113.0/2.0 Est2          

HOF(AH)= -173.0/1.1  94PED/      |

DacidS=26.8/2.0 CIDC |  S(A-)=81.4/2.2 Acid |  S(AH)=80.6/1.0 GpAd 93SP

----

16HOU/VAL    Datum: EA=4.35(10) eV LPES | HOF(A-)=-212.4/3.3 Acid p:8

DacidG(AH)= 318.3/3.2 H-TS| DacidH(AH)= 326.3/3.1 D-EA

----

05KUM/PRA    Datum: DacidG= 316.3/2.0 CIDC | HOF(A-)=-214.5/2.3 Acid p:8

DacidH(AH)= 324.2/2.0 CIDC

----

20GIB/CAS2   Datum: EA=>4.0(1) eV PEPI p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ho2cco2c.zaf]

CBS-QB3    |-221.4 |322.6|315.0| 4.601|-178.2 |-115.0 |25.3|115.3

G3MP2B3    |-218.6 |324.1|316.5| 4.580|-175.4 |-112.6 |25.2|114.9

G3MP2B3+   |-218.7 |324.1|316.6| 4.582|-175.6 |-112.7 |25.3|115.0

G4MP2      |-217.0 |323.9|316.4| 4.510|-173.7 |-112.7 |25.3|113.2

M062X/Def2T|-218.5 |323.8|316.2| 4.644|-177.6 |-110.8 |25.4|118.8

B3/6-311++G|-203.8 |320.1|312.2| 4.466|-156.7 |-100.5 |26.6|108.2

++++++++++++++++++++++++++++++++

PdCCH-

C2HPd  mw:130.912 Anion CAS: Z-499797-78-3 fg:24 cnt:9396

----

05CHA/AKI    Datum: EA=1.980(30) eV LPES p:8

See also 00MOR/JAR.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pdc2h-s.za0]

M062X/Def2T|116.4  |     |     | 1.525|       |151.4  |    |     

++++++++++++++++++++++++++++++++

PtCCH-

C2HPt  mw:219.973 Anion CAS: Z-705255-79-4 fg:24 cnt:9397

----

05CHA/AKI    Datum: EA=2.650(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptc2h-s.za0]

M062X/Def2T|120.7  |     |     | 2.400|       |176.0  |    |     

++++++++++++++++++++++++++++++++

HCCS-

C2HS  mw:56.980 Anion CAS: Z-189352-13-4 fg:86 cnt:3352

----

94ROB/DAV    Datum: DacidG= 343.2/4.0 IMRB p:7

Data listed as M.R. Krempp, personal communication, 1994.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccs.zaf]

W1U        |26.6   |345.5|338.4| 2.587|47.0   |86.1   |23.7|91.2 

CBS-QB3    |26.6   |345.9|339.1| 2.574|46.5   |86.0   |22.6|91.6 

G3MP2B3    |23.9   |346.4|339.8| 2.643|44.7   |84.7   |22.4|92.1 

G3MP2B3+   |24.1   |346.7|339.6| 2.630|44.6   |84.7   |23.9|92.2 

G4MP2      |24.7   |346.9|340.1| 2.608|45.0   |84.8   |22.6|92.0 

M062X/Def2T|27.0   |346.1|339.5| 2.486|45.6   |84.3   |21.9|90.8 

B3/6-311++G|33.3   |346.9|339.8| 2.510|53.6   |91.1   |23.8|89.6 

++++++++++++++++++++++++++++++++

S=C=CHS-

C2HS2  mw:88.953 Anion CAS: Z-132198-37-9 fg:56 cnt:2435

----

90KAS/GUO    Datum: HOF(A-)=<55.6 IMRB p:6

HSCH2- + CS2 -> H2S + S=C=CHS-. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of ca. +23 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [scchs.zaf]

W1U        |26.6   |336.5|329.2| 2.206|56.0   |77.4   |24.2|73.5 

CBS-QB3    |24.7   |335.7|328.4| 2.215|54.7   |75.6   |24.5|73.0 

G3MP2B3    |23.1   |336.8|329.6| 2.280|53.5   |75.5   |24.1|74.1 

G3MP2B3+   |23.0   |336.7|329.6| 2.283|53.5   |75.5   |24.1|74.2 

G4MP2      |23.5   |337.5|330.3| 2.226|53.2   |74.8   |24.0|73.6 

M062X/Def2T|27.0   |337.2|329.6| 2.032|54.4   |73.7   |25.5|71.4 

B3/6-311++G|36.6   |334.0|326.8| 2.138|69.9   |85.8   |24.2|68.0 

++++++++++++++++++++++++++++++++

HCCSe-

C2HSe  mw:104.925 Anion CAS: Z-244641-75-6 fg:57 cnt:10902

----

20YUA/CAO    Datum: EA=2.517(2) eV PVMI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccse.zaf]

CBS-QB3    |30.8   |337.0|334.0| 2.620|59.5   |91.0   |10.2|83.6 

G3MP2B3    |31.9   |339.3|335.0| 2.632|59.8   |92.4   |14.3|84.8 

G3MP2B3+   |32.1   |339.4|335.1| 2.669|60.0   |93.4   |14.2|85.6 

G4MP2      |32.4   |339.0|334.7| 2.624|60.6   |92.7   |14.6|84.2 

M062X/Def2T|37.8   |336.3|329.8| 2.499|66.2   |95.4   |21.8|81.3 

B3/6-311++G|38.3   |339.8|335.8| 2.593|65.7   |97.9   |13.4|84.2 

++++++++++++++++++++++++++++++++

H2C=C-.

C2H2  mw:26.016 Anion CAS: Z-66295-36-1 fg:117 cnt:229

HOF(A.)= 102.3/3.6 D+AH          | BDE(A-H)= 82.7/3.5  90ERV/GRO     

HOF(AH)=  71.7/0.8  90ERV/GRO    |

DacidS=24.0/3.0 Stat | 

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25DEW/YAN    Datum: EA=0() eV [3936(7) cm-1] | HOF(A-)=91.1/2.8 Acid p:9

DacidG(AH)= 377.9/3.7 H-TS| DacidH(AH)= 385.1/2.7 D-EA

DaffH(AH)=  79.4/2.8 A-IN

----

17DEV/WEI3   Datum: EA=0.4866(8) eV LPES p:9

----

10GER/BRE    Datum: EA=0.484(10) eV LPES p:8

----

90GUO/GRA    Datum: DacidG= 378.0/3.0 IMRB p:8

Between PhF, Me3P.

----

90ERV/GRO    Datum: EA=0.490(9) eV [11.3(2) kcal] p:8

Vinylidene neutral: .DELTA.fH <= 99/2 kcal, 89KIE/SID.

----

89ERV/HO     Datum: EA=0.490(6) eV LPES p:8

There is a neutral triplet state 47.6 kcal/mol higher. Agrees with 16DEV/WEI, who find additional higher states.

----

83BUR/STE    Datum: EA=0.47(2) eV LPES p:8

----

90ERV/GRO    Datum: DacidG= 377.8/5.0 IMRB p:7

DacidH(AH)= 385.0/5.1 G+TS

Between MeOH, H2O.
###### the following are "below the line": evaluated as not accurate ####

----

78DAW/NIB    Datum: HOF(A-)=61.8/34.4 IMRB p:3

DaffH(X..Y-)= 108.6/34.4 A-IN

Formed from O-. + C2H4; reacts with N2O to yield CH2CN- and NO..

----

76DAW/JEN    Datum: HOF(A-)=61.8/34.4 IMRB p:3

DaffH(X..Y-)= 108.6/34.4 A-IN

O- + C2H4 -> C2H2- (+ N2O -> CH2CN-).

----

75LIN/ALB    Datum: EA=<0.43 eV IMRB p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2cc.zaf]

W1U        |86.7   |382.3|375.2| 0.501|70.2   |98.4   |23.7|80.3 

CBS-QB3    |88.2   |382.1|375.1| 0.495|71.8   |99.8   |23.8|80.1 

G3MP2B3    |85.1   |382.2|375.1| 0.528|70.0   |97.4   |23.8|79.5 

G3MP2B3+   |85.1   |382.3|375.3| 0.525|70.0   |97.4   |23.7|79.5 

G4MP2      |85.0   |381.9|374.8| 0.528|70.3   |97.5   |23.8|79.3 

M062X/Def2T|90.5   |383.8|376.7| 0.364|71.4   |99.1   |23.7|79.8 

B3/6-311++G|85.2   |380.5|373.0| 0.675|72.0   |101.0  |25.1|81.0 

++++++++++++++++++++++++++++++++

CDH=C-.

C2HD  mw:27.022 Anion CAS: Z-127134-05-8 fg:117 cnt:4478

----

89ERV/HO     Datum: EA=0.489(6) eV LPES p:9

++++++++++++++++++++++++++++++++

D2C=C-.

C2D2  mw:28.029 Anion CAS: Z-127134-04-7 fg:117 cnt:1098

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25DEW/YAN    Datum: EA=0() eV [3941(5) cm-1] p:9

----

17DEV/WEI3   Datum: EA=0.488(2) eV LPES p:9

----

89ERV/HO     Datum: EA=0.492(6) eV LPES p:8

----

83BUR/STE    Datum: EA=0.49(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [d2cc.zaf]

W1U        |83.7   |384.3|377.5| 0.498|65.2   |95.4   |22.9|82.3 

CBS-QB3    |86.1   |384.2|377.3| 0.491|68.1   |97.6   |23.1|81.7 

G3MP2B3    |82.1   |385.1|376.2| 0.523|65.1   |94.4   |29.8|82.2 

G4MP2      |82.9   |383.9|377.1| 0.525|66.6   |95.3   |23.1|80.8 

M062X/Def2T|88.6   |385.6|378.7| 0.367|68.1   |97.3   |23.1|81.7 

B3/6-311++G|95.1   |381.1|374.2| 0.670|81.7   |110.7  |23.0|81.6 

++++++++++++++++++++++++++++++++

C2Al2H2-

C2H2Al2  mw:79.979 Anion CAS: Z-1224930-77-1 fg:13 cnt:8965

----

16ZHA/WAN    Datum: EA=1.6(1) eV LPES p:8

Vertical Detachment Energy:1.88(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2al2h2a.zzf]

W1U        |102.2  |     |     | 1.197|       |129.9  |    |     

G3MP2B3    |100.1  |     |     | 1.259|       |129.2  |    |     

B3/6-311++G|116.9  |     |     | 1.169|       |143.9  |    |     

++++++++++++++++++++++++++++++++

C2Al3H2-

C2H2Al3  mw:106.961 fg:13 cnt:8966

----

16ZHA/WAN    Datum: EA=1.8(1) eV LPES p:8

Vertical Detachment Energy:2.07(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2al3h2.zzf]

W1U        |127.9  |     |     | 1.726|       |167.7  |    |     

G3MP2B3    |125.3  |     |     | 1.861|       |168.1  |    |     

B3/6-311++G|150.3  |     |     | 1.588|       |186.9  |    |     

++++++++++++++++++++++++++++++++

C2Al4H2-

C2H2Al4  mw:133.942 fg:13 cnt:8967

----

16ZHA/WAN    Datum: EA=1.7(1) eV LPES p:8

Vertical Detachment Energy:2.24(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2al4h2.zzf]

G3MP2B3    |128.2  |     |     | 1.905|       |172.4  |    |     

B3/6-311++G|166.2  |     |     | 1.748|       |206.8  |    |     

++++++++++++++++++++++++++++++++

C2Al5H2-

C2H2Al5  mw:160.924 fg:13 cnt:8968

----

16ZHA/WAN    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.41(035) eV.

++++++++++++++++++++++++++++++++

Ar..CH2=C-.

C2H2Ar  mw:65.979

Core ion CAS: Z-66295-36-1 Solvent: 7440-37-1 fg:317 cnt:7860

HOF(solv)=0.0 Defn

----

10GER/BRE    Datum: EA=0.538(10) eV LPES p:8

++++++++++++++++++++++++++++++++

HCCAsH-

C2H2As  mw:100.938 Anion CAS: Z-198995-64-1 fg:58 cnt:4111

DacidS=26.2/2.0 Stat | 

----

97GUI/DEC    Datum: DacidG= 342.7/2.1 IMRE p:9

DacidH(AH)= 350.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccash.zaf]

CBS-QB3    |57.2   |346.7|339.1| 1.617|76.2   |94.3   |25.6|70.2 

G3MP2B3    |55.9   |347.2|339.6| 1.615|75.9   |93.0   |25.5|69.2 

G3MP2B3+   |56.3   |347.2|339.7| 1.618|76.3   |93.5   |25.4|69.4 

G4MP2      |55.4   |346.6|339.4| 1.622|76.0   |93.0   |24.1|69.1 

M062X/Def2T|64.3   |348.1|340.6| 1.345|80.9   |95.3   |25.1|66.5 

B3/6-311++G|61.7   |346.6|339.1| 1.603|82.3   |98.5   |25.4|68.3 

++++++++++++++++++++++++++++++++

HCCH..Br-

C2H2Br  mw:104.935

Core ion CAS: Z-24959-67-9 Solvent: 74-86-2 fg:483 cnt:4975

HOF(solv)=  54.5/0.2 neut 94PED/   

----

00WIL/MIL    Datum: DaffH= 8.6/0.1 IRDi | HOF(A-)=-4.9/0.4 AfIN p:9

Given: 8.635/0.009 kcal/mol(0 K).

----

15BEC/CON    Datum: EA=3.806(8) eV LPES p:8

DaffH(AH)=  10.2/0.2 dEA

The stated EA is for the 2P3/2 state of Cl-. The 2P1/2 state has electron affinity = 4.277(6) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hcchbr.zcf]

CBS-QB3    |-11.1  | 11.8|  5.2| 22.1|56.0   |-55.2  

G3MP2B3    |-7.2   |  8.6|  3.2| 18.1|53.9   |-52.5  

G3MP2B3+   |-7.0   |  8.4|  2.6| 19.3|53.9   |-52.5  

G4MP2      |-5.9   |  8.2|  2.8| 18.1|54.4   |-52.1  

M062X/Def2T|-3.2   | 10.0|  4.2| 19.3|55.8   |-49.0  

B3/6-311++G|-4.4   |  7.6|  1.4| 20.7|59.3   |-56.1  

++++++++++++++++++++++++++++++++

(HCN)2..Br-

C2H2BrN2  mw:132.941 fg:483 cnt:3859

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 9.5/2.2 TDAs | HOF(A-)=-23.4/2.0 AfIN p:8

DaffH(X..Y-)= 16.3/1.0 TDAs

++++++++++++++++++++++++++++++++

BrCH2CO2-

C2H2BrO2  mw:136.924 Anion CAS: Z-68-10-0 fg:38 cnt:645

HOF(A.)= -29.4/4.2 D+AH          | BDE(A-H)= 112.7/4.3 D-EA          

HOF(AH)= -90.0/3.0 Est3          |

DacidS=22.1/3.0 Stat |  S(A-)=74.8/3.2 Acid |  S(AH)=78.7/1.0 GpAd 93SP

----

07YU_/LIN    Datum: EA=3.97(3) eV LPES p:9

Vertical Detachment Energy:4.13(3) eV.

----

89CAL/REN    Datum: DacidG= 328.2/2.0 IMRE | HOF(A-)=-120.9/3.7 Acid p:9

DacidH(AH)= 334.8/2.2 G+TS

----

78CUM/KEB    Datum: DacidG= 327.4/2.0 IMRE p:8

DacidH(AH)= 334.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [brjco2.zaf]

CBS-QB3    |-133.0 |     |     | 4.075|       |-39.0  |    |     

G3MP2B3    |-124.1 |335.5|328.4| 3.880|-92.4  |-34.6  |23.8|109.9

G3MP2B3+   |-124.8 |334.9|327.3| 2.853|-92.5  |-57.2  |25.4|87.4 

G4MP2      |-123.2 |     |     | 3.839|       |-34.7  |    |     

M062X/Def2T|-123.5 |     |     | 3.918|       |-33.0  |    |     

B3/6-311++G|-115.8 |     |     | 3.817|       |-27.8  |    |     

++++++++++++++++++++++++++++++++

HCCH..Cl-

C2H2Cl  mw:60.985

Core ion CAS: Z-16887-00-6 Solvent: 74-86-2 fg:482 cnt:9239

HOF(solv)=  54.5/0.2 neut 94PED/   

----

15BEC/CON    Datum: EA=4.1(1) eV LPES p:8

DaffH(AH)=  11.2/2.3 dEA

The stated EA is for the 2P3/2 state of Cl-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hcchcl.zcf]

W1U        |-11.9  | 10.8|  5.1| 19.1|54.4   |-55.5  

CBS-QB3    |-11.6  | 10.9|  4.0| 23.0|56.0   |-56.7  

G3MP2B3    |-12.9  | 10.6|  3.8| 22.8|53.9   |-56.1  

M062X/Def2T|-5.8   | 13.1|  6.5| 22.2|55.8   |-48.4  

B3/6-311++G|-7.6   |     |     |     |       |       

++++++++++++++++++++++++++++++++

(CF2H)2O..Cl-

C2H2ClF4O  mw:152.974

Core ion CAS: Z-16887-00-6 Solvent: 1691-17-4 fg:482 cnt:1380

HOF(solv)=-261.0/2.0 Calc 18BAR/   

----

01BOG/LEE    Datum: DaffG= 18.8/1.0 TDAs | HOF(A-)=-289.2/2.0 AfIN p:9

DaffH(X..Y-)= 28.2/0.4 TDAs

----

84LAR/MCM    Datum: DaffG= 17.0/2.0 IMRE p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [chf22ocl.zcf]

G3MP2B3    |-340.1 | 25.0| 19.2| 19.6|-258.9 |-56.1  

G3MP2B3+   |-340.1 | 25.1| 18.9| 20.6|-258.9 |-56.1  

G4MP2      |-337.7 | 25.1| 19.2| 19.8|-257.6 |-55.0  

M062X/Def2T|-342.6 | 28.3| 22.2| 20.6|-265.8 |-48.4  

B3/6-311++G|-315.8 | 15.4| 20.4| 19.6|-232.6 |-56.9  

++++++++++++++++++++++++++++++++

(HCN)2..Cl-

C2H2ClN2  mw:88.991 fg:482 cnt:3851

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 11.1/2.2 TDAs | HOF(A-)=23.4/2.0 AfIN p:8

DaffH(X..Y-)= 17.9/1.0 TDAs

++++++++++++++++++++++++++++++++

ClCH2CO2-

C2H2ClO2  mw:92.975 Anion CAS: Z-14526-03-5 fg:38 cnt:635

HOF(A.)= -43.1/3.8 D+AH          | BDE(A-H)= 113.5/3.7 D-EA          

HOF(AH)= -104.0/2.3  94PED/      |

DacidS=25.0/3.0 Stat | 

----

07YU_/LIN    Datum: EA=3.93(3) eV LPES p:9

DacidH(AH)= 336.0/3.1 D-EA

Vertical Detachment Energy:4.10(3) eV.

----

89CAL/REN    Datum: DacidG= 329.0/2.0 IMRE | HOF(A-)=-133.3/3.1 Acid p:9

DacidH(AH)= 336.5/2.2 G+TS EA(ev)= 3.909

----

81FUJ/MCI #  Datum: DacidG= 328.8/2.0 IMRE p:8

DacidH(AH)= 336.3/2.2 G+TS

----

78CUM/KEB    Datum: DacidG= 328.8/2.0 IMRE p:8

DacidH(AH)= 336.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cljco2.zaf]

W1U        |-135.6 |335.1|328.1| 3.892|-104.9 |-45.8  |23.8|111.2

CBS-QB3    |-136.9 |334.9|327.4| 3.862|-106.1 |-47.8  |25.4|110.4

G3MP2B3    |-134.5 |336.1|329.0| 3.981|-103.4 |-42.7  |23.8|112.8

G3MP2B3+   |-134.8 |335.9|328.4| 3.878|-103.5 |-45.3  |25.0|110.3

G4MP2      |-134.0 |336.2|328.7| 3.815|-103.0 |-46.0  |25.2|109.1

M062X/Def2T|-133.6 |     |     | 3.875|       |-44.2  |    |     

B3/6-311++G|-123.0 |     |     | 3.803|       |-35.3  |    |     

++++++++++++++++++++++++++++++++

CH2=CCl2-.

C2H2Cl2  mw:95.954 Anion CAS: N-75-35-4 fg:102 cnt:2703

HOF(A.)=   0.7/0.3  94PED/       |

----

91WIL/CHE    Datum: EA=0.1 eV ECD  | HOF(A-)=-1.6/0.3 R-EA p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jccl2.zzf]

W1U        |-4.8   |     |     | 0.199|       |-1.2   |    |     

CBS-QB3    |-5.2   |     |     | 0.182|       |-2.0   |    |     

G3MP2B3    |-3.9   |     |     | 0.184|       |-0.6   |    |     

G3MP2B3+   |-3.9   |     |     | 0.185|       |-0.6   |    |     

G4MP2      |-4.3   |     |     | 0.189|       |-0.9   |    |     

M062X/Def2T|0.3    |     |     |-0.021|       |-1.2   |    |     

B3/6-311++G|1.7    |     |     | 0.603|       |14.6   |    |     

++++++++++++++++++++++++++++++++

CH2Cl2..CN-

C2H2Cl2N  mw:109.957

Core ion CAS: Z-57-12-5 Solvent: 75-09-2 fg:485 cnt:1713

HOF(solv)= -22.8/0.3 neut 94PED/   

----

87LAR/MCM    Datum: DaffG= 9.0/2.3 IMRE | HOF(A-)=-22.4/3.0 AfIN p:9

DaffH(X..Y-)= 16.3/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [jcl2nc.zcf]

W1U        |-21.0  | 12.8|  6.6| 20.9|-24.5  |16.3   

CBS-QB3    |-21.6  | 12.9|  6.3| 21.9|-25.3  |16.5   

G3MP2B3    |-20.3  | 12.2|  5.2| 23.4|-22.6  |14.5   

G3MP2B3+   |-20.7  | 12.5|  5.8| 22.4|-22.6  |14.5   

G4MP2      |-21.0  | 11.8|  4.9| 23.2|-23.3  |14.1   

M062X/Def2T|-18.8  | 13.1|  7.2| 19.9|-24.0  |18.4   

B3/6-311++G|-9.1   | 12.6|  6.0| 22.3|-12.6  |16.2   

++++++++++++++++++++++++++++++++

H2O..CCl3CO2-

C2H2Cl3O3  mw:178.908

Core ion CAS: Z-14357-05-2 Solvent: 7732-18-5 fg:238 cnt:3208

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.8/0.3 IMRE | HOF(A-)=-49.9 AfIN p:8

DaffH(X..Y-)= 12.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl3cco2w.zcf]

CBS-QB3    |-226.9 | 14.6|  5.8| 29.3|-58.2  |-154.1 

G3MP2B3    |-220.5 | 13.9|  5.2| 29.3|-57.6  |-148.9 

G3MP2B3+   |-220.8 | 13.7|  5.4| 27.9|-57.6  |-149.5 

G4MP2      |-219.1 | 13.4|  4.6| 29.4|-57.5  |-148.2 

M062X/Def2T|-218.4 | 15.0|  8.8| 20.5|-53.6  |-149.8 

B3/6-311++G|-189.9 | 13.0|  4.8| 27.7|-54.2  |-122.8 

++++++++++++++++++++++++++++++++

(CHCl3)2..Cl-

C2H2Cl7  mw:270.798 fg:482 cnt:5300

HOF(solv)= -24.5/0.3 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 7.3/3.0 TDAs | HOF(A-)=-79.0/2.1 AfIN p:8

DaffH(X..Y-)= 14.7/0.2 TDAs

++++++++++++++++++++++++++++++++

CoC2H2-

C2H2Co  mw:84.949 Anion CAS: N-2489673-57-4 fg:24 cnt:11242

----

14YUA/HOU    Datum: EA=1.82(8) eV LPES p:8

Vertical Detachment Energy:1.83(8) eV. Authors' computations indicate an HCoCCH- structure.

++++++++++++++++++++++++++++++++

CH2=CF-

C2H2F  mw:45.015 Anion CAS: Z-51953-45-8 fg:86 cnt:2748

HOF(AH)= -33.2/0.4  94PED/       |

DacidS=26.0/2.0 Stat |  S(A-)=60.4/2.2 Acid |  S(AH)=60.4/1.0 GpAd 93SP

----

92RAB/KAS    Datum: DacidG= 379.0/4.0 IMRB | HOF(A-)=-12.1/4.1 Acid p:8

DacidH(AH)= 386.8/4.0 G+TS

Comparable to PhF. Vinyl anion structure proved, reaction with D2O -> more stable HCCH.bullet..bullet.F-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcf.zaf]

W1U        |-9.6   |391.6|383.8| 1.503|-35.3  |25.1   |26.0|112.5

CBS-QB3    |-8.7   |391.5|383.7| 1.499|-34.4  |25.9   |26.1|112.4

G3MP2B3    |-10.4  |391.5|383.7| 1.567|-34.7  |25.7   |26.1|112.5

G3MP2B3+   |-10.5  |391.4|383.7| 1.570|-34.8  |25.7   |26.1|112.5

G4MP2      |-10.4  |390.8|383.0| 1.563|-34.0  |25.6   |26.1|111.8

M062X/Def2T|-6.2   |392.9|385.2| 1.318|-34.4  |24.2   |26.0|110.7

B3/6-311++G|-7.0   |388.6|380.9| 1.604|-28.4  |30.0   |26.1|110.4

++++++++++++++++++++++++++++++++

CH2=CFO-

C2H2FO  mw:61.010 Anion CAS: Z-77213-00-4 fg:69 cnt:747

HOF(A.)= -64.9/3.9 D+AH          | BDE(A-H)= 93.0/4.3 D-EA           

HOF(AH)= -105.7/0.8  94PED/      |

DacidS=23.3/0.6 Stat |  S(A-)=63.5/2.1 Isoe |  S(AH)=66.2/2.2 Acid

----

88MAR/BRA    Datum: EA=2.1950(1) eV LPES [17704.(1) cm-1] p:9

Given: 17704(1) cm-1.

----

77ZIM/REE    Datum: EA=2.22(9) eV PD   [51.2(21) kcal] p:8

----

95WEN/SQU    Datum: DaffH= 44.5/3.9 IMRB p:7

Re-evaluation of literature thermo cycle.

----

80FAR/MCM #  Datum: DacidG= 349.0/3.7 IMRB | HOF(A-)=-115.4/3.8 Acid p:7

DacidH(AH)= 356.0/3.7 G+TS DaffH(X..Y-)= 43.2/3.8 A-IN

Between MeCOCH2F, cyclopentadiene.
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 27.4/2.0 IMRE p:4

DaffH(X..Y-)= 35.3/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcfo.zaf]

W1U        |-110.4 |362.2|355.0| 2.196|-106.7 |-59.7  |23.9|99.1 

CBS-QB3    |-110.2 |362.1|354.9| 2.186|-106.6 |-59.8  |24.0|98.9 

G3MP2B3    |-110.1 |362.4|355.2| 2.225|-105.3 |-58.8  |24.1|98.6 

G3MP2B3+   |-110.2 |362.4|355.3| 2.228|-105.4 |-58.8  |23.8|98.7 

G4MP2      |-109.5 |362.2|355.1| 2.187|-104.6 |-59.1  |23.9|97.6 

M062X/Def2T|-109.5 |361.3|354.2| 2.126|-106.1 |-60.5  |23.7|97.8 

B3/6-311++G|-105.2 |357.6|350.5| 2.308|-95.6  |-51.9  |23.9|95.7 

++++++++++++++++++++++++++++++++

FCH2CO2-

C2H2FO2  mw:77.004 Anion CAS: Z-513-62-2 fg:38 cnt:630

HOF(A.)= -81.0/2.4 D+AH          | BDE(A-H)= 113.1/4.3 D-EA          

HOF(AH)= -142.0/1.2  07BER/MIN   |

DacidS=25.0/3.0 Stat |  S(A-)=72.3/3.2 Acid |  S(AH)=73.3/1.0 GpAd 93SP

----

07YU_/LIN    Datum: EA=3.80(3) eV LPES p:9

Vertical Detachment Energy:3.96(3) eV.

----

89CAL/REN    Datum: DacidG= 331.6/2.0 IMRE | HOF(A-)=-168.6/2.5 Acid p:9

DacidH(AH)= 339.1/2.2 G+TS

----

81FUJ/MCI #  Datum: DacidG= 331.3/2.0 IMRE p:8

DacidH(AH)= 338.8/2.2 G+TS

----

78CUM/KEB    Datum: DacidG= 331.0/2.0 IMRE p:8

DacidH(AH)= 338.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fjco2.zaf]

W1U        |-171.3 |338.0|330.5| 3.848|-143.4 |-82.5  |25.2|113.1

CBS-QB3    |-172.6 |337.0|329.5| 3.828|-143.9 |-84.2  |25.2|111.7

G3MP2B3    |-170.5 |338.2|331.1| 3.830|-141.5 |-82.1  |23.8|111.5

G3MP2B3+   |-170.6 |338.2|330.7| 3.830|-141.6 |-82.1  |25.1|111.5

G4MP2      |-169.7 |338.0|330.5| 3.787|-140.5 |-82.3  |25.3|110.3

M062X/Def2T|-169.0 |339.2|331.7| 3.786|-143.5 |-81.5  |25.0|114.1

B3/6-311++G|-160.6 |     |     | 3.747|       |-74.1  |    |     

++++++++++++++++++++++++++++++++

F2P(O)CH=CHO-

C2H2F2O2P  mw:126.977 fg:62 cnt:752
###### the following are "below the line": evaluated as not accurate ####

----

78SUL/BEA    Datum: HOF(A-)=<-269.0 IMRB p:4

CH2=CHO- + PF3O -> . Composite computational methods(18BAR/) indicate a .DELTA.fH(A- of ca. -294 to -299 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2poxcho.zaf]

CBS-QB3    |-299.8 |326.1|319.3| 3.601|-260.2 |-216.6 |22.9|95.6 

G3MP2B3    |-294.6 |326.5|319.7| 3.657|-253.9 |-210.1 |22.7|95.9 

G3MP2B3+   |-294.0 |326.7|319.9| 3.651|-253.5 |-209.6 |22.7|95.9 

G4MP2      |-297.6 |327.1|320.4| 3.518|-257.6 |-216.3 |22.6|93.4 

M062X/Def2T|-299.0 |323.9|317.0| 3.632|-258.2 |-215.1 |23.2|95.2 

B3/6-311++G|-253.8 |319.8|312.9| 3.800|-206.4 |-166.1 |23.1|92.4 

++++++++++++++++++++++++++++++++

CF2=CH2..F-

C2H2F3  mw:83.011 Anion CAS: Z-27774-96-5 fg:481 cnt:1758

HOF(AH)= -178.0/0.4  94PED/      |

HOF(solv)= -80.1/1.1  94PED/       

DacidS=23.8/2.0 Stat | 

----

14ZHA/BAD    Datum: DacidG= 376.1/2.0 IMRE | HOF(A-)=-160.5/2.5 Acid p:7

DacidH(AH)= 383.2/2.1 G+TS DaffH(X..Y-)= 21.0/2.5 A-IN

----

76SUL/BEA    Datum: DacidH(AH)= 378.0/3.0 IMRB p:6

From CH3CF3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [jq.zaf]

CBS-QB3    |-161.3 | 17.0|  9.0| 26.7|-85.3  |-59.0  | 1.438

G3MP2B3    |-160.0 | 15.5|  7.4| 27.2|-84.4  |-60.1  | 1.453

G3MP2B3+   |-159.8 | 15.3|  7.5| 26.2|-84.4  |-60.1  | 1.448

G4MP2      |-159.3 | 13.9|  5.8| 27.3|-83.4  |-62.0  | 1.386

M062X/Def2T|-161.1 | 28.3| 20.3| 27.0|-86.8  |-45.9  | 1.340

B3/6-311++G|-150.2 |  4.3|  6.8| 26.2|-74.0  |-61.5  | 1.641

++++++++++++++++++++++++++++++++

CF3CH2O-

C2H2F3O  mw:99.006 Anion CAS: Z-24265-37-0 fg:32 cnt:558

HOF(A.)= -157.4/2.5 D+AH         | BDE(A-H)= 113.1/2.1 D-EA          

HOF(AH)= -212.3/0.2  94PED/      |

DacidS=24.7/2.2 A-AH |  S(A-)=75.9/1.0 Isoe |  S(AH)=77.2/2.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 354.1/2.0 IMRE | HOF(A-)=-216.5/2.3 Acid p:9

DacidH(AH)= 361.5/2.1 G+TS DaffH(X..Y-)= 64.1/2.3 A-IN

----

96MIH/GAT    Datum: EA=2.554(43) eV LPD  [58.9(1) kcal] p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qjo.zaf]

W1U        |-218.8 |362.5|355.2| 2.809|-215.4 |-154.1 |24.6|113.5

G3MP2B3    |-217.2 |362.7|355.3| 2.820|-212.7 |-152.2 |24.9|112.6

++++++++++++++++++++++++++++++++

CF3SO2CH2-

C2H2F3O2S  mw:146.973 Anion CAS: Z-176964-59-3 fg:72 cnt:1246

HOF(AH)= -229.0/3.0 Est3         |

DacidS=24.0/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 339.8/2.0 IMRE | HOF(A-)=-247.7/3.7 Acid p:9

DacidH(AH)= 347.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jso2q.zaf]

CBS-QB3    |-251.4 |346.7|339.6| 3.164|-232.4 |-178.2 |23.9|106.3

G3MP2B3    |-244.6 |347.6|340.4| 3.145|-224.9 |-171.7 |24.0|105.3

G3MP2B3+   |-244.2 |347.8|340.6| 3.130|-224.8 |-171.7 |24.1|105.2

G4MP2      |-246.9 |347.2|340.4| 3.004|-226.9 |-177.3 |22.9|101.7

M062X/Def2T|-245.0 |346.0|338.7| 3.086|-226.3 |-173.8 |24.2|104.6

B3/6-311++G|-184.0 |346.4|339.1| 3.132|-163.1 |-111.5 |24.3|103.7

++++++++++++++++++++++++++++++++

H2O..CF3CO2-

C2H2F3O3  mw:130.996

Core ion CAS: Z-14477-72-6 Solvent: 7732-18-5 fg:238 cnt:1535

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.8/0.3 IMRE | HOF(A-)=-71.6/0.3 AfIN p:8

DaffH(X..Y-)= 13.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

86MEO/SIE2   Datum: DaffG= 6.5/1.6 TDAs p:6

DaffH(X..Y-)= 13.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qco2w.zcf]

G3MP2B3    |-358.1 | 12.3|  2.9| 31.1|-57.6  |-288.2 

G3MP2B3+   |-358.4 | 12.4|  3.7| 29.2|-57.6  |-288.3 

M062X/Def2T|-358.4 | 13.8|  5.0| 29.5|-53.6  |-290.9 

B3/6-311++G|-334.8 | 12.1|  3.8| 28.1|-54.2  |-268.5 

++++++++++++++++++++++++++++++++

CF3CH2S-

C2H2F3S  mw:114.983 Anion CAS: Z-44250-11-5 fg:54 cnt:9914

DacidS=22.8/0.2 Est4 | 

----

96MOL/BOU    Datum: DacidG= 335.6/2.3 IMRE p:8

DacidH(AH)= 342.4/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qjs.zaf]

G3MP2B3    |-192.8 |343.1|336.0| 2.573|-168.7 |-133.4 |23.7|87.4 

G3MP2B3+   |-192.7 |343.2|336.0| 2.573|-168.7 |-133.3 |23.9|87.4 

M062X/Def2T|-193.1 |343.7|336.9| 2.384|-172.0 |-138.0 |22.8|86.2 

B3/6-311++G|-171.5 |340.1|332.9| 2.573|-144.4 |-112.2 |23.9|84.3 

++++++++++++++++++++++++++++++++

(CF2H)2O..F-

C2H2F5O  mw:137.003

Core ion CAS: Z-16984-48-8 Solvent: 1691-17-4 fg:481 cnt:1032

HOF(solv)=-261.0/2.0 Calc 18BAR/   
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 27.9/2.0 IMRE | HOF(A-)=-356.4/2.9 AfIN p:4

DaffH(X..Y-)= 36.0/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 34-35 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [chf22of1.zcf]

CBS-QB3    |-365.2 | 42.1| 35.5| 22.0|-264.1 |-59.0  

G3MP2B3    |-359.6 | 40.6| 33.9| 22.6|-258.9 |-60.1  

G3MP2B3+   |-360.3 | 41.2| 34.6| 22.1|-258.9 |-60.1  

G4MP2      |-357.9 | 38.3| 31.7| 22.2|-257.6 |-62.0  

B3/6-311++G|-339.4 | 34.9| 38.7| 22.1|-232.6 |-61.5  

++++++++++++++++++++++++++++++++

HCCH..I-

C2H2I  mw:152.921

Core ion CAS: Z-20461-54-5 Solvent: 74-86-2 fg:484 cnt:9240

HOF(solv)=  54.5/0.2 neut 94PED/   

----

15BEC/CON    Datum: EA=3.426(6) eV LPES p:8

DaffH(AH)=  8.5/0.1 dEA

The stated EA is for the 2P3/2 state of Cl-. The 2P1/2 state has electron affinity = 4.37(4) eV.

++++++++++++++++++++++++++++++++

(HCN)2..I-

C2H2IN2  mw:180.927 fg:484 cnt:3863

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 7.2/2.2 TDAs | HOF(A-)=-11.9/2.0 AfIN p:8

DaffH(X..Y-)= 13.2/1.0 TDAs

++++++++++++++++++++++++++++++++

ICH2CO2-

C2H2IO2  mw:184.910 Anion CAS: Z-152-34-1 fg:38 cnt:2188

HOF(A.)= -24.3/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -85.2/1.0 GpAd 93SP     |

DacidS=23.5/3.0 Stat |  S(A-)=78.4/3.2 Acid |  S(AH)=80.9/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 327.7/2.0 IMRE | HOF(A-)=-116.2/2.4 Acid p:9

DacidH(AH)= 334.7/2.2 G+TS EA(ev)= 3.985

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ijco2.za0]

M062X/Def2T|-110.1 |335.2|327.6| 3.911|-80.6  |-19.8  |25.7|112.9

++++++++++++++++++++++++++++++++

CH2=C(OLi)O-

C2H2LiO2  mw:65.022 Anion CAS: Z-773806-33-0 fg:69 cnt:7437 BDE(A-H)= 98.0/3.2 D-EA           

----

09MEY/KHA    Datum: DacidH(AH)= 384.8/2.9 IMRB | HOF(A-)=19.1/2.9 Acid p:8

----

09MEY/KHA    Datum: EA=1.16(6) eV IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jco2li.zaf]

W1U        |-109.2 |387.9|382.0| 1.061|-131.2 |-84.5  |19.6|98.8 

CBS-QB3    |-107.2 |388.5|383.2| 1.039|-129.9 |-83.0  |17.8|99.0 

G3MP2B3    |-108.0 |387.9|382.0| 1.095|-128.7 |-82.5  |19.9|98.3 

G3MP2B3+   |-108.3 |387.7|381.6| 1.106|-128.8 |-82.6  |20.4|98.4 

G4MP2      |-106.8 |388.0|381.9| 1.048|-127.6 |-82.4  |20.5|97.3 

M062X/Def2T|-107.3 |387.9|382.4| 0.951|-130.5 |-85.1  |18.6|97.5 

B3/6-311++G|-98.7  |385.7|379.9| 1.082|-117.1 |-73.5  |19.4|95.7 

++++++++++++++++++++++++++++++++

MoC2H2-

C2H2Mo  mw:123.922 Anion CAS: Z-774195-99-2 fg:24 cnt:9501

----

18SCH/TOP    Datum: EA=0.718(100) eV LPES p:8

++++++++++++++++++++++++++++++++

MoOC2H2-

C2H2MoO  mw:139.917 Anion CAS: Z-874962-31-9 fg:24 cnt:9503

----

18SCH/TOP    Datum: EA=1.68(7) eV LPES p:8

Vertical Detachment Energy:1.80(5) eV.

++++++++++++++++++++++++++++++++

MoO2C2H2-

C2H2MoO2  mw:155.911 fg:24 cnt:9504

----

18SCH/TOP    Datum: EA=2.51(7) eV LPES p:8

Vertical Detachment Energy:2.6(1) eV.

++++++++++++++++++++++++++++++++

CH2CN-

C2H2N  mw:40.019 Anion CAS: Z-21438-99-3 fg:67 cnt:754

HOF(A.)=  61.9/2.0 D+AH          | BDE(A-H)= 96.0/2.0 PAC 99LAA/MUL  

HOF(AH)=  18.0/0.2  83AN_/MAN    |

DacidS=25.7/2.0 Stat |  S(A-)=58.0/2.1 Acid |  S(AH)=58.3/0.5  69BEN/CRU

----

21LAW/LEV    Datum: EA=1.54595(1) eV PVMI [12468.9(1) cm-1] p:9

Given: 12468.9(1) cm-1.

----

14WEI/KIM    Datum: EA=1.5458(2) eV SEVI p:9

DacidH(AH)= 374.0/2.0 D-EA

----

79BAR/SCO #  Datum: DacidG= 365.2/2.0 IMRE | HOF(A-)=25.2/2.1 Acid p:9

DacidH(AH)= 372.9/2.1 G+TS EA(ev)= 1.593

----

21LAW/LEV    Datum: EA=0.0050 eV PVMI p:8

Dipole-bound anion, 40.2(3) cm-1.

----

17LYL/WED    Datum: EA=1.5458(6) eV PVMI p:8

----

10GOE/VEL    Datum: EA=1.53(1) eV LPES p:8

----

87MOR/ELL3   Datum: EA=1.544(14) eV LPES p:8

Anion is "slightly non-planar"; radical is planar. Authors' estimate of 30/5 deg bent compares to 38 deg via Composite computational methods(18BAR/).

----

78CUM/KEB    Datum: DacidG= 365.6/2.0 IMRE p:7

DacidH(AH)= 373.3/2.1 G+TS

----

77ZIM/BRA    Datum: EA=1.507(18) eV LPD  p:7

----

90GRA/SQU    Datum: DacidH(AH)= 369.0/4.5 CIDT p:6

----

86MAR/WET    Datum: EA=1.560(6) eV LPD  p:6

See also 87LYK/NEU.

----

82MAC/RAK    Datum: DacidG= 366.9/2.2 kfkr p:6

DacidH(AH)= 374.6/2.3 G+TS

Anchored on HCCH from the D-EA cycle.
###### the following are "below the line": evaluated as not accurate ####

----

71TSU/YOK #  Datum: HOF(A-)=7.4/4.6 EIAE p:3

DacidH(AH)= 355.1/4.6 EIAE

From MeCN. Reworked with modern thermochemistry. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.5 eV.

----

86HEN/ILL2   Datum: DacidH(AH)= 366.6/4.6 EIAE p:2

From MeCN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcn.zaf]

W1U        |26.6   |375.0|366.8| 1.529|17.4   |61.8   |27.7|96.5 

CBS-QB3    |27.7   |375.0|366.8| 1.511|18.4   |62.5   |27.5|96.2 

G3MP2B3    |25.2   |375.1|366.7| 1.572|17.4   |61.5   |28.1|96.2 

G3MP2B3+   |25.0   |374.9|366.4| 1.588|17.3   |61.5   |28.6|96.3 

G4MP2      |25.5   |375.0|366.8| 1.579|17.7   |62.0   |27.3|96.4 

M062X/Def2T|27.4   |374.0|365.7| 1.511|18.1   |62.2   |27.9|96.2 

B3/6-311++G|26.4   |371.7|363.8| 1.577|22.0   |62.6   |26.5|92.7 

++++++++++++++++++++++++++++++++

CH2NC-

C2H2N  mw:40.019 Anion CAS: Z-81704-80-5 fg:83 cnt:1686

HOF(A.)=  80.6/2.8 D+AH          | BDE(A-H)= 94.4/0.8 D-EA           

HOF(AH)=  41.3/0.2  77BAG/COL    |

DacidS=25.2/2.0 Stat | 

----

87MOR/ELL2   Datum: EA=1.059(24) eV LPES p:9

----

02NIM/DAV    Datum: DacidH(AH)= 383.6/0.6 kfkr | HOF(A-)=59.2/0.6 Acid p:8

DacidG(AH)= 376.1/0.9 H-TS

----

92MAT/CRA    Datum: DacidG= 373.1/2.0 IMRE p:8

DacidH(AH)= 380.6/2.1 G+TS

----

87FIL/DEP    Datum: DacidG= 367.0/2.0 IMRE p:7

DacidH(AH)= 374.5/2.1 G+TS

92MAT/CRA indicate that CN- loss interfered with equilibrium here.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jnc.zaf]

W1U        |59.9   |383.8|376.6| 1.130|42.0   |86.1   |24.3|96.2 

CBS-QB3    |60.6   |384.1|376.9| 1.115|42.2   |86.5   |24.2|96.4 

G3MP2B3    |58.3   |383.9|376.4| 1.181|41.6   |85.7   |25.0|96.2 

G3MP2B3+   |58.3   |383.9|376.6| 1.182|41.5   |85.6   |24.6|96.2 

G4MP2      |57.6   |383.5|376.3| 1.188|41.3   |85.2   |24.2|96.1 

M062X/Def2T|59.5   |384.0|376.7| 1.018|40.3   |83.2   |24.5|95.0 

B3/6-311++G|60.1   |381.4|374.0| 1.121|46.0   |86.1   |24.6|92.2 

++++++++++++++++++++++++++++++++

CD2CN-

C2D2N  mw:42.032 Anion CAS: Z-103292-64-4 fg:67 cnt:1688

DacidS=27.8/2.0 Stat | 

----

14WEI/KIM    Datum: EA=1.5377(2) eV SEVI p:9

----

87MOR/ELL3   Datum: EA=1.539(12) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd2cn.zaf]

W1U        |23.3   |377.5|369.3| 1.523|11.7   |58.4   |27.6|98.8 

CBS-QB3    |25.4   |377.6|369.4| 1.505|14.0   |60.1   |27.4|98.2 

G3MP2B3    |22.1   |378.4|369.6| 1.566|11.8   |58.2   |29.4|99.4 

G4MP2      |23.1   |377.4|369.3| 1.574|13.3   |59.5   |27.2|98.2 

M062X/Def2T|25.4   |376.2|367.9| 1.508|14.3   |60.1   |28.0|98.3 

B3/6-311++G|46.5   |374.9|366.8| 1.486|39.3   |80.8   |27.2|94.1 

++++++++++++++++++++++++++++++++

CD2NC-

C2D2N  mw:42.032 Anion CAS: Z-110118-03-1 fg:83 cnt:1728

DacidS=27.3/3.0 Stat | 

----

87MOR/ELL2   Datum: EA=1.070(24) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd2nc.zaf]

W1U        |56.6   |386.2|379.1| 1.128|36.2   |82.7   |24.1|98.7 

CBS-QB3    |58.1   |386.6|379.5| 1.114|37.6   |83.9   |24.0|98.4 

G3MP2B3    |54.9   |387.2|378.8| 1.180|35.9   |82.3   |28.4|99.5 

G4MP2      |55.1   |386.0|378.9| 1.187|36.7   |82.7   |23.9|98.0 

M062X/Def2T|57.4   |386.3|379.0| 1.017|36.3   |81.1   |24.2|97.3 

B3/6-311++G|78.4   |384.8|377.6| 1.042|61.4   |102.6  |23.9|93.8 

++++++++++++++++++++++++++++++++

CH2=C=NO2-

C2H2NO2  mw:72.009 Anion CAS: Z-215160-90-0 fg:86 cnt:972

HOF(AH)=   7.5/2.0 GpAd 93SP     |

DacidS=25.5/2.0 Stat |  S(A-)=70.1/2.2 Acid |  S(AH)=70.6/1.0 GpAd 93SP

----

72SHI/YAM #  Datum: DacidH(AH)= 362.0/4.6 EIAE | HOF(A-)=3.8/5.0 Acid p:6

DacidG(AH)= 354.4/4.6 H-TS

From CH2=CHNO2. Reworked with modern thermochemistry.

----

80BAR/       Datum: DacidG=<366.0 IMRB p:5

DacidH(AH)=<373.6 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcno2.zaf]

W1U        |9.3    |367.7|360.1| 2.725|7.5    |71.8   |25.6|116.5

CBS-QB3    |7.4    |367.1|359.4| 2.755|6.1    |71.1   |25.8|117.2

G3MP2B3    |8.6    |367.8|360.1| 2.861|8.0    |74.8   |25.9|118.9

G3MP2B3+   |8.4    |367.7|360.1| 2.805|7.9    |73.3   |25.7|117.5

G4MP2      |8.3    |367.3|359.6| 2.758|8.2    |72.1   |25.9|116.0

M062X/Def2T|11.1   |365.7|358.0| 2.732|10.1   |74.3   |25.8|116.3

B3/6-311++G|12.0   |362.4|354.7| 2.893|16.9   |78.9   |25.7|114.1

++++++++++++++++++++++++++++++++

HCN..HCO2-

C2H2NO2  mw:72.009

Core ion CAS: Z-71-47-6 Solvent: 74-90-8 fg:234 cnt:1864

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 15.6/1.6 TDAs | HOF(A-)=9.4/1.4 AfIN p:7

DaffH(X..Y-)= 22.2/1.0 TDAs

Entropy of 22.0 eu assumed.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hcnhco2.zcf]

CBS-QB3    |-105.4 | 23.0| 15.2| 26.1|31.7   |-114.0 

G3MP2B3    |-104.8 | 22.5| 14.7| 26.1|30.5   |-112.9 

G3MP2B3+   |-105.0 | 22.4| 14.9| 25.2|30.5   |-113.1 

G4MP2      |-104.1 | 22.0| 14.1| 26.4|30.7   |-112.8 

M062X/Def2T|-102.1 | 25.0| 17.3| 25.9|32.4   |-109.6 

B3/6-311++G|-97.9  | 22.4| 14.9| 25.2|33.8   |-109.3 

++++++++++++++++++++++++++++++++

NCSCH2-

C2H2NS  mw:71.991 Anion CAS: Z-1869909-86-3 fg:92 cnt:8803

DacidS=32.5/3.0 Calc | 

----

16REP/BLA    Datum: DacidG= 365.0/7.0 IMRB p:7

DacidH(AH)= 374.7/7.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jscn.zaf]

W1U        |39.5   |373.1|363.6| 1.685|32.3   |78.1   |31.7|97.9 

CBS-QB3    |39.6   |373.0|363.7| 1.713|32.3   |78.9   |31.3|98.7 

G3MP2B3    |37.0   |372.3|363.0| 1.781|31.9   |77.8   |31.2|98.0 

G3MP2B3+   |36.8   |372.2|362.6| 1.780|31.8   |77.6   |32.5|98.0 

G4MP2      |36.6   |372.5|363.3| 1.720|31.3   |76.1   |30.8|96.9 

M062X/Def2T|38.9   |371.4|363.9| 1.684|32.2   |78.0   |25.5|97.9 

B3/6-311++G|46.3   |368.5|358.9| 1.885|45.0   |89.5   |32.5|96.6 

++++++++++++++++++++++++++++++++

SnCH2CN-

C2H2NSn  mw:159.921 fg:17 cnt:4870

----

00MOR/JAR    Datum: EA=2.207(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Sn2CH2CN-

C2H2NSn2  mw:279.824 fg:17 cnt:4874

----

00MOR/JAR    Datum: EA=2.06(5) eV LPES p:9

++++++++++++++++++++++++++++++++

H2O..(NaSCN)2-.

C2H2N2Na2OS2  mw:179.941

Core ion CAS: N-1357582-45-6 Solvent: 7732-18-5 fg:21 cnt:11420

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21GON/WAN    Datum: EA=1.53(6) eV LPES p:8

Vertical Detachment Energy:1.72(8) eV.

++++++++++++++++++++++++++++++++

(Z,E)HN=CHCNN-

C2H2N3  mw:68.025 Anion CAS: Z-1056646-81-1 fg:86 cnt:7213

----

08ICH/KAT    Datum: EA=2.484(7) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hnxcnnze.zaf]

W1U        |75.4   |356.3|348.9| 2.466|84.9   |132.4  |24.7|99.6 

CBS-QB3    |75.2   |355.8|348.4| 2.449|85.2   |131.9  |24.8|98.8 

G3MP2B3    |73.6   |356.0|348.6| 2.671|84.9   |135.4  |24.7|102.7

G3MP2B3+   |73.4   |355.9|348.5| 2.721|84.7   |136.3  |24.7|103.7

G4MP2      |73.5   |356.2|348.8| 2.545|84.5   |132.3  |24.8|100.0

M062X/Def2T|76.7   |358.2|350.8| 2.521|83.2   |135.0  |24.8|104.0

B3/6-311++G|71.1   |353.4|346.0| 2.538|85.0   |129.8  |24.7|96.9 

++++++++++++++++++++++++++++++++

(E,E)HN=CHCNN-

C2H2N3  mw:68.025 Anion CAS: Z-1056646-81-1 fg:86 cnt:7214

----

08ICH/KAT    Datum: EA=2.460(7) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hnxcnnee.zaf]

W1U        |80.8   |362.7|355.2| 2.259|83.9   |133.1  |25.1|101.2

CBS-QB3    |81.1   |362.6|355.1| 2.230|84.2   |132.6  |25.2|100.5

G3MP2B3    |79.4   |362.6|355.1| 2.375|83.9   |134.3  |25.2|102.5

G3MP2B3+   |79.0   |362.4|354.9| 2.383|83.8   |134.1  |25.2|102.4

G4MP2      |78.9   |362.7|355.2| 2.331|83.4   |132.9  |25.2|101.6

M062X/Def2T|82.6   |365.1|357.5| 2.175|82.3   |133.0  |25.4|102.8

B3/6-311++G|76.8   |360.1|352.6| 2.341|84.0   |131.0  |25.2|99.1 

++++++++++++++++++++++++++++++++

1,2,4-triazolide-

C2H2N3  mw:68.025 Anion CAS: Z-64544-32-7 fg:51 cnt:2503

HOF(AH)=  46.0/0.5  85FAO/AKA    |

DacidS=24.6/1.0 Stat | 

----

91TAF/       Datum: DacidG= 336.9/2.0 IMRE | HOF(A-)=24.5/2.1 Acid p:9

DacidH(AH)= 344.2/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [triaz4a1.zaf]

W1U        |23.7   |344.5|336.9|      |45.1   |       |25.4|     

CBS-QB3    |23.0   |343.4|335.8| 3.480|45.3   |103.4  |25.5|110.2

G3MP2B3    |23.6   |343.8|336.2| 3.470|47.0   |103.8  |25.3|108.9

G4MP2      |22.6   |343.8|336.2| 3.417|46.0   |101.6  |25.4|107.7

M062X/Def2T|24.3   |345.6|338.0| 3.361|43.4   |102.0  |25.4|110.6

B3/6-311++G|27.9   |344.3|336.8| 3.431|50.9   |107.2  |25.3|108.4

++++++++++++++++++++++++++++++++

1,2,3-triazolide-

C2H2N3  mw:68.025 Anion CAS: Z-51719-91-6 fg:51 cnt:2055

HOF(A.)= 119.2/2.3 D+AH          | BDE(A-H)= 112.3/2.8 D-EA          

HOF(AH)=  59.0/0.5  82JOS/       |

DacidS=24.6/2.0 Stat | 

----

08ICH/AND    Datum: EA=3.447(4) eV LPES p:9

----

22ZHA/YUA3   Datum: EA=3.4463(9) eV LPEI p:8

There is a dipole-bound state at 21.3(9) meV.

----

88CAT/CLA    Datum: DacidG= 339.1/2.0 IMRE | HOF(A-)=39.7/2.2 Acid p:8

DacidH(AH)= 346.4/2.1 G+TS

The authors state the acidity is for the 2H isomer, which is more stable(18BAR/) in the gas phase than the 1H isomer by 3 kcal/mol. However, only the 1H isomer is commercially available; thus, this may not be a clean equilibrium.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [triaz3.zaf]

W1U        |38.5   |346.1|338.5| 3.500|58.3   |119.5  |25.6|113.3

CBS-QB3    |37.3   |345.1|337.5| 3.584|57.9   |120.2  |25.5|114.4

G3MP2B3    |38.5   |345.5|337.9| 3.582|60.2   |121.3  |25.5|113.2

G3MP2B3+   |38.4   |345.5|337.9| 3.576|60.1   |121.1  |25.5|113.2

G4MP2      |37.4   |345.5|337.9| 3.551|59.1   |119.6  |25.5|112.6

M062X/Def2T|40.0   |347.4|339.8| 3.453|57.2   |120.1  |25.6|115.0

B3/6-311++G|42.8   |346.5|338.9| 3.479|63.5   |123.3  |25.5|111.9

++++++++++++++++++++++++++++++++

H2O..(NC)2N-

C2H2N3O  mw:84.020

Core ion CAS: Z-17997-40-9 Solvent: 7732-18-5 fg:246 cnt:6918

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=4.50(2) eV LPES p:9

DaffH(AH)=  8.4/0.5 dEA

Vertical Detachment Energy:4.54(2) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nc2nw.zcf]

G3MP2B3    |-40.3  |  9.3|  2.3| 23.6|-57.6  |26.6   | 4.425

M062X/Def2T|-40.6  | 10.4|  2.8| 25.7|-53.6  |23.4   | 4.442

++++++++++++++++++++++++++++++++

HNiCCH-

C2H2Ni  mw:83.952 Anion CAS: Z-866036-02-4 fg:24 cnt:9394

----

05CHA/AKI    Datum: EA=2.531(5) eV LPES p:8

++++++++++++++++++++++++++++++++

HCCHO-.

C2H2O  mw:42.011 Anion CAS: Z-744255-02-5 fg:117 cnt:1848

HOF(AH)=   3.1/0.7  01BOU/CHA    |

DacidS=23.8/3.0 Stat | 

----

11GOE/KHU    Datum: EA=1.87(2) eV LPES p:9

Ground state is triplet; excited triplet 1.18 eV higher; no evidence of singlet state seen.
###### the following are "below the line": evaluated as not accurate ####

----

87GRA/MEL    Datum: DacidG=<359.0/4.0 IMRB p:1

DacidH(AH)=<366.1/4.1 G+TS

HCCHO- + MeCHO does not -> CH2=CHO-. Composite computational methods(18BAR/) indicate .DELTA.acidH = 383 kcal/mol and .DELTA.fH(A-) = +20 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccho.zaf]

W1U        |20.2   |383.3|375.7| 1.775|2.8    |61.1   |25.2|110.4

CBS-QB3    |21.1   |383.7|376.2|      |3.1    |       |25.0|     

G3MP2B3    |19.6   |383.5|376.0| 1.833|3.3    |61.9   |25.0|110.7

G3MP2B3+   |19.5   |383.4|375.9| 1.788|3.3    |60.7   |25.2|109.5

G4MP2      |19.1   |383.1|375.6|      |3.2    |       |25.0|     

M062X/Def2T|22.9   |384.0|376.6| 1.560|3.5    |58.8   |25.1|107.4

B3/6-311++G|19.9   |381.2|373.7| 1.880|6.0    |63.2   |25.1|109.3

++++++++++++++++++++++++++++++++

O=CH-CH=O-.

C2H2O2  mw:58.006 Anion CAS: Z-34518-01-9 fg:102 cnt:364

HOF(A.)= -50.7/0.2  94PED/       |

----

16XUE/DIX    Datum: EA=1.10(2) eV PVMI | HOF(A-)=-76.0/0.5 R-EA p:9

Vertical Detachment Energy:1.30(4) eV.
###### the following are "below the line": evaluated as not accurate ####

----

67COM/BOU    Datum: HOF(A-)=21.4/5.0 EIAE p:4

----

83COM/REI    Datum: HOF(A-)=-65.0/6.0 NBAE p:3

EA(eV)= 0.621

From ethylene carbonate; Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oxal.zzf]

W1U        |-76.6  |     |     | 1.062|       |-52.0  |    |     

CBS-QB3    |-76.2  |     |     | 1.014|       |-52.6  |    |     

G3MP2B3    |-74.9  |     |     | 0.983|       |-52.0  |    |     

G3MP2B3+   |-74.9  |     |     | 0.983|       |-52.1  |    |     

G4MP2      |-75.4  |     |     | 1.028|       |-51.5  |    |     

M062X/Def2T|-74.5  |     |     | 1.025|       |-50.7  |    |     

B3/6-311++G|-73.8  |     |     | 1.361|       |-42.2  |    |     

++++++++++++++++++++++++++++++++

HCOOCH-.

C2H2O2  mw:58.006 Anion CAS: Z-19513-45-2 fg:117 cnt:1867

HOF(AH)= -44.5/4.0 d+ah          |

DacidS=25.0/3.0 Stat | 

----

86VAN/NIB    Datum: DacidG=<384.1 IMRB | HOF(A-)=<-18.7/4.0 Acid p:6

DacidH(AH)=<391.6 G+TS

From O- + HCO2Me. Heat of formation from implied HO- + HCO2CH2. -> and radical heat.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hco2ch.zaf]

W1U        |-15.1  |389.8|382.6| 0.839|-39.1  |4.2    |24.0|95.3 

CBS-QB3    |-15.3  |389.7|382.7| 0.819|-39.3  |3.5    |23.5|94.9 

G3MP2B3    |-15.2  |390.4|382.9| 0.829|-38.3  |3.8    |25.1|94.2 

G3MP2B3+   |-15.2  |390.5|383.8| 0.824|-38.4  |3.8    |22.4|94.3 

G4MP2      |-16.1  |390.0|382.8| 0.882|-38.9  |4.1    |24.2|95.1 

M062X/Def2T|-14.6  |390.8|383.4| 0.766|-40.7  |3.1    |24.8|95.9 

B3/6-311++G|-11.1  |387.6|381.0| 1.125|-31.5  |14.8   |22.2|98.4 

++++++++++++++++++++++++++++++++

CH2CO2-.

C2H2O2  mw:58.006 Anion CAS: Z-19513-45-2 fg:118 cnt:2986

HOF(AH)= -45.6/2.4 d+ah          |

DacidS=23.5/3.0 Stat | 

----

94WEN/SQU    Datum: DaffH= 60.9/2.7 CIDT p:8

----

94WEN/SQU    Datum: DacidG= 340.0/0.7 CIDC | HOF(A-)=-64.3/2.7 Acid p:8

DacidH(AH)= 347.0/1.1 G+TS DaffH(X..Y-)= 48.7/2.7 A-IN

Composite computational methods(18BAR/) indicate an acidity ca. 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jco2.zaf]

W1U        |-75.9  |335.4|328.7| 1.491|-45.5  |-42.1  |22.7|55.6 

CBS-QB3    |-76.5  |335.9|329.1| 1.474|-46.7  |-43.0  |23.0|55.8 

G3MP2B3    |-76.0  |336.4|329.5| 1.506|-45.3  |-41.9  |23.4|55.5 

G3MP2B3+   |-75.9  |336.7|329.8| 1.493|-45.4  |-42.0  |23.2|55.5 

G4MP2      |-76.7  |335.8|328.8| 1.567|-45.3  |-41.2  |23.2|56.3 

M062X/Def2T|-73.4  |333.9|327.0| 1.287|-42.5  |-44.2  |23.1|50.4 

B3/6-311++G|-71.1  |337.2|330.4| 1.751|-41.0  |-31.2  |22.9|61.9 

++++++++++++++++++++++++++++++++

HO2CCO2H-.(oxalic acid)

C2H2O4  mw:89.996 Anion CAS: Z-28761-18-4 fg:102 cnt:8564

HOF(A.)= -173.0/1.2  94PED/      |

----

14BUO/GRA    Datum: EA=0.72(5) eV LPES p:8

Vertical Detachment Energy:1.08(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ho2cco2h.zzf]

CBS-QB3    |-186.4 |     |     | 0.371|       |-178.2 |    |     

G3MP2B3    |-182.5 |     |     | 0.322|       |-175.4 |    |     

G3MP2B3+   |-182.6 |     |     | 0.323|       |-175.6 |    |     

G4MP2      |-183.6 |     |     | 0.442|       |-173.7 |    |     

M062X/Def2T|-185.1 |     |     | 0.342|       |-177.6 |    |     

B3/6-311++G|-172.7 |     |     | 0.710|       |-156.7 |    |     

++++++++++++++++++++++++++++++++

glyoxal..O2-.

C2H2O4  mw:89.996

Core ion CAS: Z-11062-77-4 Solvent: 107-22-2 fg:491 cnt:11467

HOF(solv)= -50.7/0.2 neut 94PED/   

----

21DOB/MCG    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.15(10) eV.

++++++++++++++++++++++++++++++++

CO2..H2O..CO2-.

C2H2O5  mw:105.991 fg:100 cnt:11769

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

99TSU/SAE    Datum: EA=2.14(10) eV LPES p:8

The EA is the Vertical Detachment Energy. The authors suggest a core ion of CO2-.  There is a second isomer with Vertical Detachment Energy=3.39(2) eV; the authors suggest that the core ion there is C2O4-.

++++++++++++++++++++++++++++++++

HCCPH-

C2H2P  mw:56.990 Anion CAS: Z-157369-03-4 fg:58 cnt:5810

DacidS=25.0/3.0 Calc | 

----

99MO_/YAN    Datum: DacidG= 348.6/2.3 IMRE p:9

DacidH(AH)= 356.1/2.5 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccph.zaf]

W1U        |48.5   |354.5|346.9| 1.563|59.8   |84.5   |25.6|76.7 

CBS-QB3    |48.0   |353.8|345.8| 1.576|59.9   |84.1   |26.9|76.3 

G3MP2B3    |46.5   |354.3|346.9| 1.577|59.5   |82.9   |24.8|75.5 

G3MP2B3+   |46.2   |354.0|346.4| 1.595|59.4   |82.8   |25.6|75.6 

G4MP2      |46.9   |354.6|347.1| 1.569|59.5   |83.1   |25.0|75.7 

M062X/Def2T|47.9   |354.3|346.5| 1.475|58.3   |81.7   |26.0|75.5 

B3/6-311++G|52.6   |352.1|344.5| 1.573|67.8   |88.8   |25.5|73.1 

++++++++++++++++++++++++++++++++

CH2=CH-

C2H3  mw:27.024 Anion CAS: Z-25012-81-1 fg:86 cnt:962

HOF(A.)=  71.7/0.8  90ERV/GRO    | BDE(A-H)= 111.2/1.2 D-EA 90ERV/GRO

HOF(AH)=  12.5/0.1  94PED/       |

DacidS=28.1/0.9 Stat |  S(A-)=54.6/0.9 Acid |  S(AH)=52.5/0.3  69STU/WES

----

90ERV/GRO    Datum: EA=0.668(26) eV [15.4(6) kcal] p:9

----

90ERV/GRO    Datum: DacidG= 401.0/0.5 IMRE | HOF(A-)=56.2/0.6 Acid p:9

DacidH(AH)= 409.4/0.6 G+TS EA(ev)= 0.640 DaffH(X..Y-)= 33.0/0.6 A-IN

----

89DEP/GRO    Datum: DacidH(AH)= 407.5/2.0 Bran p:8

DacidG(AH)= 399.1/2.0 H-TS

----

92PEE/RAD    Datum: DacidH(AH)= 407.0/4.8 Bran p:7

DacidG(AH)= 398.6/4.8 H-TS

----

84DEP/BIE    Datum: DacidH(AH)= 406.0/2.0 Bran p:7

----

90GRA/SQU    Datum: DacidH(AH)= 407.0/3.0 CIDT p:6
###### the following are "below the line": evaluated as not accurate ####

----

75LIN/ALB    Datum: EA=>0.40 eV IMRB p:4

----

88GRA/SQU    Datum: DacidH(AH)=<401.0 CIDT p:3

----

86FRO/FRE    Datum: DacidG=>397.0 IMRB p:3

----

71TSU/YOK #  Datum: HOF(A-)=<-46.8/1.5 EIAE p:1

DaffH(X..Y-)=>136.0/1.5 A-IN

From EtCN. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2h3.zaf]

W1U        |55.0   |409.0|401.4| 0.657|11.9   |70.2   |25.5|110.4

CBS-QB3    |56.3   |408.8|401.2| 0.668|13.3   |71.8   |25.3|110.6

G3MP2B3    |53.3   |408.6|400.6| 0.723|11.9   |70.0   |26.7|110.2

G3MP2B3+   |53.2   |408.6|401.0| 0.727|11.8   |70.0   |25.4|110.3

G4MP2      |53.0   |408.0|400.5| 0.746|12.2   |70.3   |25.4|110.2

M062X/Def2T|60.1   |410.5|402.9| 0.486|14.3   |71.4   |25.4|109.2

B3/6-311++G|56.0   |407.6|399.3| 0.690|15.7   |72.0   |28.1|108.5

++++++++++++++++++++++++++++++++

MeCN..Br-

C2H3BrN  mw:119.945

Core ion CAS: Z-24959-67-9 Solvent: 75-05-8 fg:483 cnt:1456

HOF(A.)=  44.7/0.6               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=3.904(15) eV LPES | HOF(A-)=-45.3/0.5 AfIN p:8

DaffH(AH)=  12.5/0.3 dEA

----

96LI_/ROS    Datum: DaffG= 8.7/0.2 TDAs p:8

DaffH(X..Y-)= 14.3/1.0 TDAs

----

96TAN/MOR    Datum: DaffG= 8.8/2.0 IMRE p:6

Anchored to H2O.bullet..bullet.Br- of 88HIR/MIZ2.

----

88HIR/MIZ2   Datum: DaffG= 9.2/0.7 TDAs p:6

DaffH(X..Y-)= 12.9/0.4 TDAs

----

72YAM/KEB    Datum: DaffG= 8.0/2.0 TDAs p:6

DaffH(X..Y-)= 12.9/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnbr.zcf]

CBS-QB3    |-52.7  | 15.9| 11.0| 16.3|18.4   |-55.2  

G3MP2B3    |-47.4  | 12.3|  6.9| 16.0|17.4   |-52.5  

G3MP2B3+   |-47.4  | 12.2|  7.2| 16.6|17.3   |-52.5  

G4MP2      |-46.2  | 11.9|  7.0| 16.5|17.7   |-52.1  

M062X/Def2T|-45.5  | 14.6|  9.8| 16.2|18.1   |-49.0  

B3/6-311++G|-45.7  | 11.5|  5.8| 19.2|22.0   |-56.1  

++++++++++++++++++++++++++++++++

CF2HCH2F..Cl-

C2H3ClF3  mw:118.988

Core ion CAS: Z-16887-00-6 Solvent: 430-66-0 fg:482 cnt:1388

HOF(solv)=-174.6/5.0  94PED/       

----

84LAR/MCM2   Datum: DaffG= 14.1/2.0 IMRE | HOF(A-)=-193.5/5.4 AfIN p:9

DaffH(X..Y-)= 18.9/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [xf2jfcl.zcf]

CBS-QB3    |-238.1 | 18.3| 12.1| 20.6|-163.1 |-56.7  

G3MP2B3    |-234.5 | 18.0| 11.9| 20.5|-160.3 |-56.1  

G3MP2B3+   |-234.4 | 17.9| 11.7| 20.6|-160.4 |-56.1  

G4MP2      |-232.0 | 17.9| 11.8| 20.6|-159.1 |-55.0  

M062X/Def2T|-232.8 | 21.6| 14.9| 22.2|-162.8 |-48.4  

B3/6-311++G|-220.3 |  6.2| 11.0| 20.6|-146.3 |-56.9  

++++++++++++++++++++++++++++++++

CF3CH2OH..Cl-

C2H3ClF3O  mw:134.983

Core ion CAS: Z-16887-00-6 Solvent: 75-89-8 fg:482 cnt:1409

HOF(solv)=-212.3/0.2 neut 94PED/   

----

84LAR/MCM2   Datum: DaffG= 16.5/2.0 IMRE | HOF(A-)=-236.3/2.0 AfIN p:9

DaffH(X..Y-)= 24.0/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tfecl.zcf]

CBS-QB3    |-297.7 | 26.3| 18.9| 25.0|-214.6 |-56.7  

G3MP2B3    |-292.8 | 24.0| 17.6| 21.6|-212.7 |-56.1  

G3MP2B3+   |-292.8 | 24.0| 17.7| 21.2|-212.7 |-56.1  

G4MP2      |-290.5 | 25.9| 19.0| 23.4|-209.6 |-55.0  

M062X/Def2T|-293.3 | 30.5| 23.1| 24.7|-214.4 |-48.4  

B3/6-311++G|-271.9 | 14.6| 18.6| 23.0|-189.5 |-56.9  

++++++++++++++++++++++++++++++++

MeOCF3..Cl-

C2H3ClF3O  mw:134.983

Core ion CAS: Z-16887-00-6 Solvent: 137224-88-5 fg:482 cnt:5328

HOF(solv)=-211.0/5.0 Est5          

----

01BOG/LEE    Datum: DaffG= 7.7/1.0 TDAs | HOF(A-)=-224.6/5.0 AfIN p:9

DaffH(X..Y-)= 13.6/0.4 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qorcl.zcf]

CBS-QB3    |-286.5 | 13.0|  7.8| 17.3|-216.8 |-56.7  

G3MP2B3    |-281.4 | 12.6|  7.2| 18.1|-212.7 |-56.1  

G3MP2B3+   |-281.1 | 12.4|  7.0| 18.1|-212.6 |-56.1  

G4MP2      |-279.2 | 12.5|  7.3| 17.6|-211.7 |-55.0  

M062X/Def2T|-282.7 | 15.6| 10.3| 17.7|-218.6 |-48.4  

B3/6-311++G|-260.4 |  1.5|  7.0| 18.1|-191.1 |-56.9  

++++++++++++++++++++++++++++++++

[Fe2S2Cl(OAc)]-

C2H3ClFe2O2S2  mw:269.797 Anion CAS: Z-849794-35-0 fg:24 cnt:11332

----

05FU_/YAN    Datum: EA=3.39(8) eV LPES p:8

Vertical Detachment Energy:3.56(6) eV.

++++++++++++++++++++++++++++++++

MeCN..Cl-

C2H3ClN  mw:75.996

Core ion CAS: Z-16887-00-6 Solvent: 75-05-8 fg:482 cnt:1344

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96LI_/ROS    Datum: DaffG= 10.2/0.2 TDAs | HOF(A-)=2.2/1.0 AfIN p:8

DaffH(X..Y-)= 15.8/1.0 TDAs

----

96MAR/PER    Datum: EA=4.343(15) eV LPES p:7

DaffH(AH)=  16.8/0.4 dEA

----

88HIR/MIZ2   Datum: DaffG= 9.2/2.0 TDAs p:7

DaffH(X..Y-)= 13.6/0.5 TDAs

----

86YAM/FUR    Datum: DaffG= 8.9/2.6 TDAs p:6

DaffH(X..Y-)= 13.6/2.0 TDAs

----

85SIE/       Datum: DaffG= 10.1/0.2 TDAs p:6

DaffH(X..Y-)= 14.4/0.1 TDAs

----

72YAM/KEB    Datum: DaffG= 9.2/2.0 TDAs p:6

DaffH(X..Y-)= 13.4/2.0 TDAs
###### the following are "below the line": evaluated as not accurate ####

----

84LAR/MCM2   Datum: DaffG= 4.5/2.0 IMRE p:4

DaffH(X..Y-)= 10.5/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcncl.zcf]

CBS-QB3    |-52.4  | 14.1|  9.0| 17.3|18.4   |-56.7  

G3MP2B3    |-52.5  | 13.7|  7.8| 17.6|17.4   |-56.1  

G3MP2B3+   |-52.5  | 13.7|  8.7| 16.7|17.3   |-56.1  

G4MP2      |-51.0  | 13.8|  8.5| 17.9|17.7   |-55.0  

M062X/Def2T|-47.1  | 16.7| 12.2| 15.3|18.1   |-48.4  

B3/6-311++G|-47.5  |  1.7|  8.9| 12.4|22.0   |-56.9  

++++++++++++++++++++++++++++++++

MeCl..CN-

C2H3ClN  mw:75.996

Core ion CAS: Z-57-12-5 Solvent: 74-87-3 fg:485 cnt:4321

HOF(solv)= -19.6/0.1 neut 94PED/   

----

96LI_/ROS    Datum: DaffG= 4.9/0.2 TDAs | HOF(A-)=-13.1/2.2 AfIN p:8

DaffH(X..Y-)= 10.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clrnc.zcf]

G3MP2B3    |-13.8  |  8.8|  3.1| 19.1|-19.5  |14.5   

G3MP2B3+   |-14.1  |  9.0|  3.7| 17.9|-19.5  |14.5   

G4MP2      |-15.7  |  9.8|  0.5| 31.4|-19.9  |14.1   

M062X/Def2T|-11.7  | 10.3|  4.8| 18.4|-19.7  |18.4   

B3/6-311++G|-7.5   |  8.6|  3.2| 18.1|-15.1  |16.2   

++++++++++++++++++++++++++++++++

ClCO2Me..Cl-

C2H3Cl2O2  mw:128.952

Core ion CAS: Z-16887-00-6 Solvent: 79-11-8 fg:482 cnt:1011

HOF(solv)=-102.5/2.0 GpAd 93SP     

----

85LAR/MCM    Datum: DaffG= 7.8/2.0 IMRE | HOF(A-)=-116.6/2.8 AfIN p:9

DaffH(X..Y-)= 14.1/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl2coor.zcf]

CBS-QB3    |-166.6 | 15.2|  9.7| 18.4|-94.7  |-56.7  

G3MP2B3    |-162.8 | 14.8|  9.2| 18.8|-91.8  |-56.1  

G3MP2B3+   |-162.8 | 14.8|  9.3| 18.2|-91.9  |-56.1  

G4MP2      |-161.0 | 14.7|  9.1| 18.8|-91.4  |-55.0  

M062X/Def2T|-162.1 | 18.1| 12.4| 19.1|-95.5  |-48.4  

B3/6-311++G|-148.7 |  3.5|  9.0| 18.4|-77.4  |-56.9  

++++++++++++++++++++++++++++++++

H2O..Cl2CHCO2-

C2H3Cl2O3  mw:144.946

Core ion CAS: Z-13425-80-4 Solvent: 7732-18-5 fg:238 cnt:3207

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.8/0.3 IMRE | HOF(A-)=-214.1/2.3 AfIN p:8

DaffH(X..Y-)= 13.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl2xco2w.zcf]

CBS-QB3    |-220.5 | 15.3|  5.9| 31.4|-58.2  |-147.1 

G3MP2B3    |-215.7 | 14.8|  5.4| 31.3|-57.6  |-143.3 

G3MP2B3+   |-215.9 | 14.7|  6.1| 28.8|-57.6  |-143.6 

G4MP2      |-214.6 | 14.2|  5.0| 31.0|-57.5  |-142.8 

M062X/Def2T|-213.6 | 16.4|  7.9| 28.6|-53.6  |-143.5 

B3/6-311++G|-193.8 | 14.2|  5.7| 28.7|-54.2  |-125.4 

++++++++++++++++++++++++++++++++

[Fe4S4Cl3(OAc)]=

C2H3Cl3Fe4O2S4  mw:515.549 Anion CAS: Z-727731-37-5 fg:24 cnt:10286

----

04FU_/YAN    Datum: EA=0.93(9) eV LPES p:8

Vertical Detachment Energy:1.19(7) eV.

++++++++++++++++++++++++++++++++

MeCN..F-

C2H3FN  mw:60.026

Core ion CAS: Z-16984-48-8 Solvent: 75-05-8 fg:481 cnt:1455

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 17.6/3.3 TDAs | HOF(A-)=-65.9/2.1 AfIN p:7

DaffH(X..Y-)= 24.5/2.0 TDAs

Discrepancy with 72YAM/KEB "not resolved".
###### the following are "below the line": evaluated as not accurate ####

----

72YAM/KEB    Datum: DaffG= 12.0/2.0 TDAs p:4

DaffH(X..Y-)= 16.0/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnf.zcf]

CBS-QB3    |-65.4  | 24.8| 18.8| 20.4|18.4   |-59.0  

G3MP2B3    |-66.6  | 23.9| 17.1| 20.9|17.4   |-60.1  

G3MP2B3+   |-67.6  | 24.8| 18.5| 21.0|17.3   |-60.1  

G4MP2      |-66.0  | 21.7| 15.6| 20.6|17.7   |-62.0  

M062X/Def2T|-64.2  | 36.4| 30.1| 21.2|18.1   |-45.9  

B3/6-311++G|-66.3  | 16.4| 19.9| 23.2|22.0   |-61.5  

++++++++++++++++++++++++++++++++

CHF=CH2..F-

C2H3F2  mw:65.021 Anion CAS: Z-86492-21-9 fg:481 cnt:1601

HOF(solv)= -33.2/0.4  94PED/       

----

76SUL/BEA    Datum: DaffH= 15.6/4.0 IMRB | HOF(A-)=-108.2/4.1 AfIN p:5

Composite computational methods(18BAR/) indicate a .DELTA.affH of 11 to 17 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [chfjf.zcf]

W1U        |-112.4 | 17.0| 10.2| 22.6|-35.3  |-60.1  

CBS-QB3    |-107.7 | 14.2|  7.8| 21.7|-34.4  |-59.0  

G3MP2B3    |-108.6 | 13.8|  7.3| 22.1|-34.7  |-60.1  

G3MP2B3+   |-111.9 | 17.0| 10.5| 21.9|-34.8  |-60.1  

G4MP2      |-107.0 | 11.0|  4.5| 22.0|-34.0  |-62.0  

M062X/Def2T|-103.8 | 23.5| 16.9| 22.2|-34.4  |-45.9  

B3/6-311++G|-108.4 |  8.2| 12.0| 21.9|-28.4  |-61.5  

++++++++++++++++++++++++++++++++

F2CHCH2O-

C2H3F2O  mw:81.016 Anion CAS: Z-188018-88-4 fg:32 cnt:555

HOF(A.)= -94.4/3.2 D+AH          | BDE(A-H)= 106.0/3.0 Est4          

HOF(AH)= -148.3/1.0 GpAd 93SP    |

DacidS=22.5/3.0 Stat |  S(A-)=74.5/3.2 Acid |  S(AH)=78.0/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 359.2/2.0 IMRE | HOF(A-)=-148.1/4.7 Acid p:9

DacidH(AH)= 365.9/2.2 G+TS EA(ev)= 2.328 DaffH(X..Y-)= 51.4/4.7 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2chjo.zaf]

W1U        |-155.7 |367.4|360.0| 2.417|-157.2 |-99.8  |24.7|109.5

CBS-QB3    |-156.7 |366.4|358.9|      |-157.4 |       |25.3|     

G3MP2B3    |-154.4 |367.5|360.0| 2.425|-154.7 |-98.3  |25.1|108.5

G3MP2B3+   |-154.8 |367.2|359.8| 2.664|-154.8 |-93.4  |25.0|113.5

G4MP2      |-153.6 |367.1|359.6| 2.345|-153.5 |-99.3  |25.1|106.3

M062X/Def2T|-152.4 |368.8|361.4| 2.323|-156.6 |-98.8  |24.9|109.9

B3/6-311++G|-144.0 |363.0|355.6| 2.646|-139.8 |-83.0  |24.9|108.8

++++++++++++++++++++++++++++++++

H2O..F2CHCO2-

C2H3F2O3  mw:113.006

Core ion CAS: Z-83193-04-8 Solvent: 7732-18-5 fg:238 cnt:3204

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.5/0.3 IMRE | HOF(A-)=-302.5/2.4 AfIN p:8

DaffH(X..Y-)= 14.5/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f2xco2w.zcf]

CBS-QB3    |-303.2 | 15.9|  6.9| 30.1|-58.2  |-229.1 

G3MP2B3    |-299.1 | 15.4|  6.4| 30.2|-57.6  |-226.1 

G3MP2B3+   |-299.3 | 15.5|  6.9| 28.8|-57.6  |-226.2 

G4MP2      |-297.1 | 14.8|  6.3| 28.2|-57.5  |-224.8 

M062X/Def2T|-297.6 | 17.6|  8.7| 29.7|-53.6  |-226.4 

B3/6-311++G|-281.3 | 15.1|  7.3| 26.3|-54.2  |-212.0 

++++++++++++++++++++++++++++++++

CF3CH2OH..I-

C2H3F3IO  mw:226.919

Core ion CAS: Z-20461-54-5 Solvent: 75-89-8 fg:484 cnt:4042

HOF(solv)=-212.3/0.2 neut 94PED/   

----

89CAL/MAS    Datum: DaffH= 20.1/1.0 TDAs | HOF(A-)=-277.4/1.1 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qjohi.zc0]

M062X/Def2T|-279.2 | 19.2| 13.3| 19.9|-216.3 |-43.7  

++++++++++++++++++++++++++++++++

MeSiF3..CN-

C2H3F3NSi  mw:125.999

Core ion CAS: Z-57-12-5 Solvent: 373-74-0 fg:485 cnt:2106

HOF(solv)=-307.0/3.0 Est5          

----

88LAR/SZU    Datum: DaffG= 13.7/0.5 IMRE | HOF(A-)=-312.9/3.6 AfIN p:8

DaffH(X..Y-)= 22.6/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rsif3cnb.zcf]

CBS-QB3    |-318.3 | 27.0| 16.8| 34.2|-307.8 |16.5   

G3MP2B3    |-315.4 | 25.8| 16.6| 30.8|-304.0 |14.5   

G3MP2B3+   |-314.9 | 25.8| 16.3| 31.6|-303.6 |14.5   

G4MP2      |-316.9 | 25.0| 14.8| 34.2|-306.0 |14.1   

B3/6-311++G|-276.7 | 26.8| 17.4| 31.4|-266.1 |16.2   

++++++++++++++++++++++++++++++++

CF2HCH2F..F-

C2H3F4  mw:103.018

Core ion CAS: Z-16984-48-8 Solvent: 430-66-0 fg:481 cnt:1044

HOF(solv)=-178.0/0.4 neut 94PED/   

----

83LAR/MCM    Datum: DaffG= 18.8/2.0 IMRE | HOF(A-)=-263.9/2.1 AfIN p:9

DaffH(X..Y-)= 26.5/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [xf2jff.zcf]

CBS-QB3    |-250.3 | 28.2| 21.4| 22.8|-163.1 |-59.0  

G3MP2B3    |-247.1 | 26.7| 19.9| 22.7|-160.3 |-60.1  

G3MP2B3+   |-248.1 | 27.6| 21.1| 21.9|-160.4 |-60.1  

G4MP2      |-245.6 | 24.5| 18.1| 21.6|-159.1 |-62.0  

M062X/Def2T|-243.2 | 34.5| 27.7| 22.7|-162.8 |-45.9  

M062X/Def2T|-142.9 |-65.9|-70.8| 16.5|-162.8 |-45.9  

B3/6-311++G|-236.7 | 18.6| 22.4| 21.9|-146.3 |-61.5  

++++++++++++++++++++++++++++++++

MeCN..UO2F4=

C2H3F4NO2U  mw:387.062

Core ion CAS: Z-17457-97-5 Solvent: 75-05-8 fg:21 cnt:8187

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

12DAU/SU 2   Datum: EA=1.62(5) eV LPES p:8

Vertical Detachment Energy:2.02(5) eV.

++++++++++++++++++++++++++++++++

CF3CH2OH..F-

C2H3F4O  mw:119.013

Core ion CAS: Z-16984-48-8 Solvent: 75-89-8 fg:481 cnt:1029

HOF(solv)=-212.3/0.2 neut 94PED/   
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 31.1/2.0 IMRE | HOF(A-)=-310.9/2.1 AfIN p:4

DaffH(X..Y-)= 39.1/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 38-39 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tfef.zcf]

CBS-QB3    |-321.0 | 47.4| 39.3| 27.1|-214.6 |-59.0  

G3MP2B3    |-316.0 | 43.3| 36.3| 23.4|-212.7 |-60.1  

G3MP2B3+   |-316.9 | 44.1| 37.2| 23.0|-212.7 |-60.1  

G4MP2      |-314.4 | 42.8| 35.3| 25.2|-209.6 |-62.0  

M062X/Def2T|-317.8 | 57.5| 49.8| 26.0|-214.4 |-45.9  

B3/6-311++G|-298.7 | 37.3| 40.3| 24.9|-189.5 |-61.5  

++++++++++++++++++++++++++++++++

CF3CH2OD..F-

C2H2DF4O  mw:120.019

Core ion CAS: Z-16984-48-8 Solvent: 77568-66-2 fg:481 cnt:6538

HOF(solv)=-212.3/0.2 neut 94PED/   

----

92WIL/SZU    Datum: DaffG= 30.5/2.0 IMRE p:8

Reported relative to ROH.bullet..bullet.F-, 0.5 kcal/mol weaker.

++++++++++++++++++++++++++++++++

HCCGeH2-

C2H3Ge  mw:100.945 Anion CAS: Z-244778-67-4 fg:59 cnt:5117

DacidS=25.7/3.0 Calc | 

----

01GAL/DEC    Datum: DacidG= 343.0/1.2 IMRE p:9

DacidH(AH)= 350.7/1.5 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccgeh2.zaf]

CBS-QB3    |55.5   |355.0|346.6| 1.917|66.2   |99.6   |28.0|85.5 

G3MP2B3    |57.8   |352.9|345.0| 1.945|72.1   |102.5  |26.3|82.5 

G3MP2B3+   |56.3   |353.1|344.8| 1.934|70.3   |100.9  |28.0|82.6 

G4MP2      |58.3   |353.3|345.0| 1.916|72.2   |102.5  |27.8|82.4 

M062X/Def2T|63.9   |353.8|345.4| 1.684|74.9   |102.7  |27.9|80.0 

B3/6-311++G|65.0   |351.3|343.6| 2.010|81.0   |111.3  |25.8|82.4 

++++++++++++++++++++++++++++++++

MeCN..I-

C2H3IN  mw:167.932

Core ion CAS: Z-20461-54-5 Solvent: 75-05-8 fg:484 cnt:1457

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

72YAM/KEB    Datum: DaffG= 6.4/2.0 TDAs | HOF(A-)=-38.9/2.0 AfIN p:8

DaffH(X..Y-)= 11.9/2.0 TDAs

----

96TAN/MOR    Datum: DaffG= 6.6/2.0 IMRE p:7

Anchored to H2O.bullet..bullet.I- of 84CAL/KEB.

----

96MAR/PER    Datum: EA=3.539(15) eV LPES p:7

DaffH(AH)=  11.1/0.3 dEA

----

88HIR/MIZ2   Datum: DaffG= 6.9/0.5 TDAs p:7

DaffH(X..Y-)= 11.0/0.2 TDAs

----

95DES/BAI    Datum: EA=3.54(1) eV LPES p:6

DaffH(AH)=  11.1/0.2 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [rcni.zc0]

M062X/Def2T|-37.4  | 11.7|  7.1| 15.5|18.1   |-43.7  | 3.518

M062X/Def2T|-38.0  | 12.4|  7.6| 15.9|18.1   |-43.7  |      

++++++++++++++++++++++++++++++++

MeCO2I-.

C2H3IO2  mw:185.918 Anion CAS: Z-192220-03-4 fg:102 cnt:4619

----

97TSU/SAE    Datum: EA=3.53(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97SAE/ZHU    Datum: EA=3.56(2) eV LPD  p:8

DaffH(AH)=  7.1/0.5 dEA

Ion formed via (CO2)n-. + MeI ->. Likely an ion-radical complex MeCO2-.bullet..bullet..I. (JEB).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acoi.zz0]

M062X/Def2T|-115.9 |     |     | 2.410|       |-60.6  |    |     

++++++++++++++++++++++++++++++++

CH3CN-.

C2H3N  mw:41.027 Anion CAS: Z-28486-62-6 fg:102 cnt:3452

HOF(A.)=  18.0/0.2  83AN_/MAN    |

----

18CIB/LIU    Datum: EA=0.022(2) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

03SUE/LIU    Datum: EA=0.0110 eV EFD  p:8

----

03HAM/DIR    Datum: EA=0.0187(4) eV Rydb p:7

----

94DES/ABD    Datum: EA=0.2652 eV EFD  p:7

Electron affinity: 11.5 meV. Dipole-bound state.

----

96BAI/DES    Datum: EA=0.003(7) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcn.zzf]

CBS-QB3    |66.5   |     |     |-2.064|       |18.4   |    |     

G3MP2B3    |48.0   |     |     |-1.315|       |17.4   |    |     

G3MP2B3+   |26.8   |     |     |-0.398|       |17.3   |    |     

G4MP2      |67.8   |     |     |-2.148|       |17.7   |    |     

M062X/Def2T|55.8   |     |     |-1.626|       |18.1   |    |     

B3/6-311++G|36.4   |     |     |-0.604|       |22.0   |    |     

++++++++++++++++++++++++++++++++

CD3CN-.

C2D3N  mw:44.046 Anion CAS: Z-91736-01-5 fg:102 cnt:6355

----

03SUE/LIU    Datum: EA=0.0110 eV EFD  p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd3cn.zzf]

CBS-QB3    |56.9   |     |     |-1.849|       |14.0   |    |     

G3MP2B3    |42.7   |     |     |-1.328|       |11.8   |    |64.8 

G4MP2      |42.8   |     |     |-1.263|       |13.3   |    |     

M062X/Def2T|52.2   |     |     |-1.632|       |14.3   |    |     

B3/6-311++G|63.8   |     |     |-1.048|       |39.3   |    |     

++++++++++++++++++++++++++++++++

CH2=CHNO2-.

C2H3NO2  mw:73.017 Anion CAS: Z-44208-86-8 fg:102 cnt:1184

HOF(A.)=   7.5/2.0 GpAd 93SP     | BDE(A-H)= 44.8/2.8 R-AH           

HOF(AH)=  14.9/2.0 d+ah          | | S(A.)=70.6/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

80BAR/       Datum: EA=> 1.65 eV IMRB [38.0 kcal] | HOF(A-)=<-30.5/3.1 Acid p:2

DacidH(AH)=<320.4/2.4 D-EA

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.83-0.97 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vno2.zzf]

W1U        |-13.2  |     |     | 0.899|       |7.5    |    |     

CBS-QB3    |-16.2  |     |     | 0.971|       |6.1    |    |     

G3MP2B3    |-11.0  |     |     | 0.829|       |8.0    |    |     

G3MP2B3+   |-10.9  |     |     | 0.821|       |7.9    |    |     

G4MP2      |-12.6  |     |     | 0.905|       |8.2    |    |     

M062X/Def2T|-11.7  |     |     | 0.945|       |10.1   |    |     

B3/6-311++G|-11.7  |     |     | 1.242|       |16.9   |    |     

++++++++++++++++++++++++++++++++

MeCN..O2-.

C2H3NO2  mw:73.017

Core ion CAS: Z-11062-77-4 Solvent: 75-05-8 fg:491 cnt:1491

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

73YAM/PAY    Datum: DaffG= 11.2 TDAs | HOF(A-)=-8.7/1.7 AfIN p:7

DaffH(X..Y-)= 16.4 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcno2.zcf]

CBS-QB3    |-10.3  | 17.5| 10.3| 24.3|18.4   |-11.2  

G3MP2B3    |-8.3   | 18.1| 10.1| 24.7|17.4   |-7.5   

G3MP2B3+   |-10.8  | 20.6| 14.0| 22.1|17.3   |-7.6   

G4MP2      |-9.1   | 18.4| 11.0| 25.0|17.7   |-8.4   

M062X/Def2T|-9.0   | 22.6| 15.8| 22.9|18.1   |-4.5   

B3/6-311++G|-10.5  | 19.1| 11.9| 24.1|22.0   |-13.4  

++++++++++++++++++++++++++++++++

H2O..{HCN}..CN-

C2H3N2O  mw:71.025 fg:485 cnt:4024

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

89MEO/SPE    Datum: DaffG= 6.5/1.4 TDAs | HOF(A-)=-42.7/2.6 AfIN p:8

DaffH(X..Y-)= 12.4/1.0 TDAs

++++++++++++++++++++++++++++++++

MeCN..NO2-

C2H3N2O2  mw:87.020

Core ion CAS: Z-14797-65-0 Solvent: 75-05-8 fg:488 cnt:1769

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

85SIE/       Datum: DaffG= 8.8/0.2 TDAs | HOF(A-)=-39.6/0.3 AfIN p:8

DaffH(X..Y-)= 13.4/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnno2.zcf]

CBS-QB3    |-42.7  | 14.6|  7.2| 24.8|18.4   |-46.5  

G3MP2B3    |-41.3  | 14.3|  5.9| 25.9|17.4   |-44.4  

G3MP2B3+   |-41.7  | 14.4|  8.2| 20.9|17.3   |-44.6  

G4MP2      |-40.8  | 13.5|  5.9| 25.7|17.7   |-45.0  

M062X/Def2T|-36.9  | 17.3|  9.9| 24.9|18.1   |-37.6  

B3/6-311++G|-36.2  | 13.9|  7.0| 23.1|22.0   |-44.3  

++++++++++++++++++++++++++++++++

(O2N)2C=C(NH2)NH-

C2H3N4O4  mw:147.016 Anion CAS: Z-1354697-68-9 fg:50 cnt:11049

----

16ZEN/BER    Datum: EA=4.12(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni2vnh2n.zaf]

CBS-QB3    |-44.0  |326.1|318.4| 3.934|-4.4   |47.1   |25.9|103.6

G3MP2B3    |-36.8  |326.7|318.9| 3.989|3.8    |55.6   |26.0|103.9

G4MP2      |-36.7  |     |     | 3.811|       |51.6   |    |     

M062X/Def2T|-37.4  |326.7|319.1| 4.053|0.5    |56.6   |25.7|108.1

B3/6-311++G|-28.9  |325.1|317.5| 4.027|13.3   |64.4   |25.5|103.2

++++++++++++++++++++++++++++++++

NaOAc-.

C2H3NaO2  mw:82.004 Anion CAS: N-934272-36-3 fg:102 cnt:9211

----

15ZHA/HOU    Datum: EA=0.39(3) eV LPES p:8

Vertical Detachment Energy:0.44(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naoac.zzf]

W1U        |-133.0 |     |     | 0.422|       |-124.0 |    |     

CBS-QB3    |-134.4 |     |     | 0.552|       |-122.0 |    |     

G3MP2B3    |-135.3 |     |     | 0.525|       |-123.4 |    |     

G3MP2B3+   |-135.3 |     |     | 0.513|       |-124.2 |    |     

M062X/Def2T|-128.5 |     |     | 0.162|       |-125.0 |    |     

B3/6-311++G|-121.4 |     |     | 0.555|       |-108.8 |    |     

++++++++++++++++++++++++++++++++

CH2=CHO-

C2H3O  mw:43.019 Anion CAS: Z-35731-40-9 fg:62 cnt:705

HOF(A.)=   3.1/0.7  01BOU/CHA    | BDE(A-H)= 94.9/0.8 R-AH           

HOF(AH)= -39.6/0.4  15BUR/SIM    |

DacidS=22.8/3.0 Stat |  S(A-)=60.0/3.2 Acid |  S(AH)=63.2/1.0  82WAG/EVA

----

23LAU/DEW    Datum: EA=1.8252(10) eV SEVI [14721.(8) cm-1] | HOF(A-)=-39.0/0.7 R-EA p:9

Given: 14721(8) cm-1.

----

09YAC/GAR    Datum: EA=1.8250(12) eV SEVI p:9

----

79BAR/SCO #  Datum: DacidG= 359.0/2.0 IMRE | HOF(A-)=-39.5/2.2 Acid p:9

DacidH(AH)= 365.8/2.2 G+TS DaffH(X..Y-)= 61.4/2.2 A-IN

Acid: ethanal. The enol is 9.6 kcal/mol more acidic: 82HOL/LOS. The all-experimental D-EA cycle closes to within 0.6 kcal/mol.

----

11GOE/KHU    Datum: EA=1.82(1) eV LPES p:8

----

84MEA/LYK    Datum: EA=1.8241475(62) eV LPES [14712.742(50) cm-1] p:8

Given: 14712.742(50) cm-1. There is a dipole bound state at ca. 14.3 cal/mol (5 cm-1). See also 84LYK/MEA.

----

82ELL/ENG    Datum: EA=1.817(23) eV LPES p:8

----

81JAC/HIB    Datum: EA=1.824(5) eV LPD  p:7

Bands due to dipole-supported state observed.

----

78CUM/KEB    Datum: DacidG= 359.7/2.0 IMRE p:7

DacidH(AH)= 366.5/2.2 G+TS

----

77ZIM/REE    Datum: EA=1.81(6) eV PD   [41.7(14) kcal] p:7

----

99ALC/DEY    Datum: EA=1.795(15) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcho.zaf]

W1U        |-39.2  |367.3|360.2| 1.820|-40.6  |2.8    |23.6|95.5 

CBS-QB3    |-38.5  |367.3|360.3| 1.803|-40.0  |3.1    |23.6|95.3 

G3MP2B3    |-39.7  |367.2|359.5| 1.865|-39.7  |3.3    |25.9|95.2 

G3MP2B3+   |-39.8  |367.2|360.2| 1.869|-39.8  |3.3    |23.5|95.3 

G4MP2      |-39.4  |367.2|360.1| 1.851|-39.5  |3.2    |23.8|94.8 

M062X/Def2T|-35.6  |367.9|360.9| 1.696|-38.8  |3.5    |23.5|94.4 

B3/6-311++G|-36.7  |364.6|357.6| 1.849|-34.0  |6.0    |23.5|92.1 

++++++++++++++++++++++++++++++++

MeCO-

C2H3O  mw:43.019 Anion CAS: Z-78944-68-0 fg:85 cnt:1139

HOF(A.)=  -1.7/1.4 D+AH          | BDE(A-H)= 90.0/0.1  05KOV/BEN     

HOF(AH)= -39.6/0.4  15BUR/SIM    |

DacidS=26.0/2.0 Stat |  S(A-)=63.2/2.0 Acid |  S(AH)=63.2/0.3  69STU/WES

----

89NIM/SOD    Datum: EA=0.423(37) eV LPES | HOF(A-)=-11.5/1.1 Acid p:9

DacidG(AH)= 385.5/1.1 H-TS| DacidH(AH)= 393.9/1.0 D-EA

DaffH(AH)=  33.4/1.0 A-IN

----

85DEP/BIE    Datum: DacidG= 383.3/2.0 IMRB p:8

DacidH(AH)= 391.1/2.1 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

90GRA/SQU    Datum: DacidH(AH)= 387.0/8.0 CIDT p:4

----

88GRA/SQU    Datum: DacidH(AH)=<382.0 CIDT p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rco.zaf]

W1U        |-12.3  |394.2|386.2| 0.397|-40.6  |-3.2   |26.9|89.5 

CBS-QB3    |-12.0  |393.8|385.7| 0.422|-40.0  |-2.4   |27.2|89.8 

G3MP2B3    |-12.3  |394.6|386.4| 0.427|-39.7  |-2.7   |27.5|89.2 

G3MP2B3+   |-13.4  |393.6|385.7| 0.465|-39.8  |-2.7   |26.6|89.2 

G4MP2      |-12.9  |393.8|385.5| 0.429|-39.5  |-3.2   |27.6|88.4 

M062X/Def2T|-5.1   |398.4|390.5| 0.124|-38.8  |-2.3   |26.5|88.7 

B3/6-311++G|-10.3  |391.0|383.1| 0.487|-34.0  |0.9    |26.5|87.0 

++++++++++++++++++++++++++++++++

H2O..HCC-

C2H3O  mw:43.019

Core ion CAS: Z-29075-95-4 Solvent: 7732-18-5 fg:284 cnt:2080

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88MEO/   2   Datum: DaffG= 10.6/1.0 TDAs | HOF(A-)=-6.7/1.1 AfIN p:8

DaffH(X..Y-)= 16.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2ohcc.zcf]

W1U        |-8.8   | 17.4| 10.2| 24.1|-58.5  |67.1   

CBS-QB3    |-6.9   | 17.3| 10.2| 23.8|-58.2  |68.6   

G3MP2B3    |-9.6   | 16.8|  9.8| 23.7|-57.6  |64.8   

G3MP2B3+   |-9.6   | 16.7|  9.4| 24.7|-57.6  |64.7   

G4MP2      |-9.8   | 17.2|  9.1| 27.2|-57.5  |65.0   

M062X/Def2T|-2.9   | 19.3| 12.1| 24.0|-53.6  |70.0   

B3/6-311++G|-3.0   | 18.1| 10.8| 24.7|-54.2  |69.3   

++++++++++++++++++++++++++++++++

CH2DCO-

C2H2DO  mw:44.025 Anion CAS: Z-121141-79-5 fg:85 cnt:4734

----

89NIM/SOD    Datum: EA=0.418(38) eV LPES p:9

++++++++++++++++++++++++++++++++

CD2=CDO-

C2D3O  mw:46.038 Anion CAS: Z-77704-64-4 fg:62 cnt:706

DacidS=24.9/2.0 Stat | 

----

84MEA/LYK    Datum: EA=1.8183480(62) eV LPES [14665.966(50) cm-1] p:9

Given: 14665.966(50) cm-1.

----

82ELL/ENG    Datum: EA=1.817(29) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd2cdo.zaf]

W1U        |-44.3  |369.6|362.6| 1.812|-48.0  |-2.5   |23.2|97.6 

CBS-QB3    |-42.3  |369.6|362.6| 1.794|-45.7  |-0.9   |23.4|96.9 

G3MP2B3    |-44.7  |370.5|362.1| 1.856|-47.0  |-1.9   |28.0|98.1 

G4MP2      |-43.3  |369.5|362.5| 1.843|-45.2  |-0.8   |23.4|96.5 

M062X/Def2T|-39.0  |369.9|363.0| 1.684|-43.8  |-0.1   |23.1|96.2 

B3/6-311++G|-13.2  |367.4|360.4| 1.767|-12.9  |27.6   |23.3|93.0 

++++++++++++++++++++++++++++++++

MeCOS-

C2H3OS  mw:74.991 Anion CAS: Z-29632-72-2 fg:56 cnt:6930

HOF(AH)= -41.8/2.0  94PED/       |

DacidS=23.0/3.0 Calc | 

----

07EYE/BIE    Datum: DacidG= 329.0/1.5 IMRE | HOF(A-)=-71.7/2.7 Acid p:9

DacidH(AH)= 335.9/1.8 G+TS

Acid: MeC(=O)SH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcos.zaf]

W1U        |-72.8  |337.2|329.9| 2.844|-44.2  |-7.1   |24.4|89.2 

CBS-QB3    |-73.7  |336.1|328.9| 2.880|-44.0  |-7.1   |24.1|89.0 

G3MP2B3    |-73.3  |337.1|330.3| 2.851|-43.2  |-7.4   |22.8|87.9 

G3MP2B3+   |-73.5  |337.0|329.4| 2.853|-43.3  |-7.5   |25.6|87.9 

G4MP2      |-72.9  |337.6|330.8| 2.807|-43.3  |-8.0   |22.9|87.4 

M062X/Def2T|-69.7  |338.2|330.9|      |-43.2  |       |24.2|     

B3/6-311++G|-62.8  |336.1|328.8| 2.768|-31.5  |1.2    |24.3|84.9 

++++++++++++++++++++++++++++++++

MeCO2-

C2H3O2  mw:59.014 Anion CAS: Z-71-50-1 fg:34 cnt:626

HOF(A.)= -45.6/2.4 D+AH          | BDE(A-H)= 109.9/4.2 D-EA          

HOF(AH)= -103.4/0.6  94PED/      |

DacidS=23.5/3.0 Stat |  S(A-)=65.0/3.2 Acid |  S(AH)=67.5/1.0  82WAG/EVA

----

15HUA/ZHU    Datum: EA=3.2528(10) eV PVMI p:9

Ions at 20-35K.

----

06WAN/WOO    Datum: EA=3.25(1) eV LPES p:9

At 20 K.

----

78CUM/KEB    Datum: DacidG= 341.5/2.0 IMRE | HOF(A-)=-120.6/2.3 Acid p:9

DacidH(AH)= 348.5/2.2 G+TS DaffH(X..Y-)= 59.5/2.3 A-IN

----

06ANG/ERV    Datum: DacidH(AH)= 348.2/1.4 CIDC p:8

----

94WEN/SQU    Datum: DaffH= 59.7/2.5 CIDT p:8

----

87TAF/TOP    Datum: DacidG= 341.1/2.0 IMRE p:8

DacidH(AH)= 348.1/2.2 G+TS

----

09WAN/JAG    Datum: EA=3.38(5) eV LPES p:7

----

81FUJ/MCI #  Datum: DacidG= 341.7/2.0 IMRE p:7

DacidH(AH)= 348.7/2.2 G+TS

----

05WAN/WOO3   Datum: EA=3.30(3) eV LPES p:6

The stated EA is at 300K. At 70 K, no change.

----

04LU_/CON    Datum: EA=<3.47(1) eV LPES p:6

The stated EA is an upper limit, though close.

----

68WEN/CHE #  Datum: EA=3.18(5) eV ECD  [73.3(12) kcal] p:5

Data reworked with current bond strengths.

----

64TSU/HAM    Datum: EA=3.3(2) eV EIAE p:5

From MeCO2Et.
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS    Datum: DacidH(AH)= 343.2/0.7 EIAE p:4

----

73COO/COM    Datum: HOF(A-)=-125.1/6.4 EIAE p:4

DaffH(X..Y-)= 64.0/6.4 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rco2.zaf]

W1U        |-121.9 |348.4|340.6| 3.310|-104.5 |-45.5  |26.0|111.0

CBS-QB3    |-122.6 |347.4|339.6| 3.289|-104.2 |-46.7  |26.0|109.6

G3MP2B3    |-121.4 |348.6|341.4| 3.296|-102.8 |-45.3  |24.2|109.6

G3MP2B3+   |-121.5 |348.5|340.1| 3.301|-102.9 |-45.4  |28.4|109.6

G4MP2      |-121.1 |348.3|340.3| 3.283|-102.2 |-45.3  |26.6|109.0

M062X/Def2T|-118.7 |349.3|340.7| 3.299|-103.3 |-42.5  |29.0|112.9

B3/6-311++G|-114.0 |346.1|337.6| 3.165|-92.8  |-41.0  |28.3|103.9

++++++++++++++++++++++++++++++++

HOCH=CHO-

C2H3O2  mw:59.014 Anion CAS: Z-65114-70-7 fg:62 cnt:2199

HOF(AH)= -75.1/1.0 GpAd 93SP     |

DacidS=24.5/3.0 Calc |  S(A-)=72.3/3.2 Acid |  S(AH)=73.8/1.0 GpAd 93SP
###### the following are "below the line": evaluated as not accurate ####

----

80DAW/NIB    Datum: DacidG=>367.0/2.0 IMRB p:4

DacidH(AH)=>374.3/2.2 G+TS

Composite computational methods(18BAR/) indicate a .DELTA.acidG ca. 353 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hochcho.zaf]

W1U        |-82.5  |360.8|353.3| 1.437|-77.4  |-49.5  |25.3|80.0 

CBS-QB3    |-81.8  |361.2|353.7| 1.405|-77.3  |-49.7  |25.0|79.7 

G3MP2B3    |-82.0  |361.1|353.5| 1.468|-75.9  |-48.5  |25.5|79.6 

G3MP2B3+   |-82.1  |361.2|353.9| 1.461|-76.1  |-48.5  |24.6|79.6 

G4MP2      |-81.6  |360.9|353.3| 1.436|-75.3  |-48.7  |25.6|78.7 

M062X/Def2T|-77.7  |362.8|355.4| 1.183|-75.8  |-50.6  |24.9|77.4 

B3/6-311++G|-74.3  |358.7|351.4| 1.364|-65.7  |-43.0  |24.6|74.8 

++++++++++++++++++++++++++++++++

CH2=C(OH)O-

C2H3O2  mw:59.014 Anion CAS: Z-84148-57-2 fg:66 cnt:2192

HOF(A.)= -59.5/2.5  94WEN/SQU    | BDE(A-H)= 96.0/2.6 R-AH           

HOF(AH)= -103.4/0.6  94PED/      |

DacidS=23.0/3.0 Stat |  S(A-)=64.5/3.0 Acid |  S(AH)=67.5/0.3  69STU/WES

----

89GRA/CHE    Datum: DacidG= 361.2/3.0 IMRB | HOF(A-)=-101.1/3.2 Acid p:7

DacidH(AH)= 368.1/3.1 G+TS EA(ev)= 1.803 DaffH(X..Y-)= 55.1/3.2 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS    Datum: DacidH(AH)= 367.8/4.6 EIAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcooh.zaf]

W1U        |-99.0  |371.3|364.5| 1.796|-104.5 |-57.5  |22.9|99.0 

CBS-QB3    |-98.7  |371.3|364.4| 1.797|-104.2 |-57.2  |23.0|99.1 

G3MP2B3    |-98.6  |371.4|364.5| 1.827|-102.8 |-56.5  |23.1|98.4 

G3MP2B3+   |-98.7  |371.4|364.6| 1.831|-102.9 |-56.5  |22.6|98.5 

G4MP2      |-98.0  |371.3|364.5| 1.789|-102.2 |-56.8  |23.0|97.5 

M062X/Def2T|-96.5  |371.5|364.4| 1.680|-103.3 |-57.7  |24.0|97.7 

B3/6-311++G|-91.0  |369.1|362.1| 1.818|-92.8  |-49.1  |23.2|95.8 

++++++++++++++++++++++++++++++++

HCO2CH2-

C2H3O2  mw:59.014 Anion CAS: Z-78715-77-2 fg:92 cnt:1341

HOF(A.)= -44.5/4.0 D+AH          | BDE(A-H)= 93.0/4.0 Est2           

HOF(AH)= -85.4/0.2  94PED/       |

DacidS=23.8/2.0 Stat |  S(A-)=69.9/2.0 Acid |  S(AH)=72.1/0.3  69STU/WES

----

85DEP/GRA    Datum: DacidG= 384.1/4.0 IMRB | HOF(A-)=-59.9/4.0 Acid p:7

DacidH(AH)= 391.2/4.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jocho.zaf]

W1U        |-57.6  |395.3|387.6| 0.800|-87.1  |-39.1  |25.9|100.1

CBS-QB3    |-58.3  |395.2|387.6| 0.817|-87.8  |-39.3  |25.6|100.6

G3MP2B3    |-57.9  |395.4|387.6| 0.846|-86.1  |-38.3  |26.1|99.8 

G3MP2B3+   |-58.2  |395.1|387.4| 0.845|-86.1  |-38.4  |26.1|99.8 

G4MP2      |-57.4  |395.2|387.6| 0.798|-85.5  |-38.9  |25.7|98.7 

M062X/Def2T|-55.6  |396.7|389.2| 0.648|-87.7  |-40.7  |25.3|99.1 

B3/6-311++G|-50.7  |392.8|385.0| 0.823|-76.2  |-31.5  |26.1|96.9 

++++++++++++++++++++++++++++++++

MeOCO-

C2H3O2  mw:59.014 Anion CAS: Z-78944-71-5 fg:85 cnt:1874

HOF(AH)= -85.4/0.2  94PED/       |

DacidS=26.0/3.0 Stat |  S(A-)=72.1/3.0 Acid |  S(AH)=72.1/0.3  69STU/WES

----

88GRA/SQU    Datum: DacidH(AH)=<384.0 CIDT | HOF(A-)=<-67.1/0.2 Acid p:6
###### the following are "below the line": evaluated as not accurate ####

----

85DEP/GRA    Datum: DacidG=<384.0 IMRB p:4

DacidH(AH)=<391.8 G+TS

HO- + DCO2CH3 -> (M-D)-. .DELTA.fH(MeO- + CO) = -59.7 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [roco.zaf]

W1U        |-71.0  |382.0|373.3| 1.394|-87.1  |-39.1  |29.1|100.1

CBS-QB3    |-71.8  |381.7|373.2| 1.401|-87.8  |-39.8  |28.5|100.1

G3MP2B3    |-71.5  |381.8|373.2| 1.443|-86.1  |-38.5  |28.8|99.7 

G3MP2B3+   |-71.9  |381.4|372.9| 1.459|-86.1  |-38.5  |28.3|99.7 

G4MP2      |-71.5  |381.2|372.7| 1.408|-85.5  |-39.3  |28.6|98.3 

M062X/Def2T|-68.7  |383.7|375.7| 1.237|-87.7  |-40.3  |26.8|99.5 

B3/6-311++G|-64.4  |379.1|370.7| 1.436|-76.2  |-31.5  |28.3|96.8 

++++++++++++++++++++++++++++++++

MeC(=O)OO-

C2H3O3  mw:75.009 Anion CAS: Z-129971-11-5 fg:42 cnt:7889 BDE(A-H)= 91.9/3.4 D-EA           

DacidS=22.4/2.0 Stat | 

----

10VIL/EYE2   Datum: EA=2.381(7) eV LPES p:9

Trans isomer.

----

10VIL/EYE2   Datum: DacidG= 343.9/3.4 IMRB p:8

DacidH(AH)= 350.6/3.4 G+TS

Trans isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rco3.zaf]

W1U        |-93.9  |349.8|343.1| 2.420|-77.8  |-37.9  |22.5|92.1 

CBS-QB3    |-95.6  |349.2|342.5| 2.449|-79.0  |-38.9  |22.4|92.2 

G3MP2B3    |-92.9  |350.5|343.8| 2.414|-76.2  |-37.1  |22.5|91.3 

G3MP2B3+   |-93.0  |350.5|344.5| 2.412|-76.2  |-37.1  |20.1|91.2 

G4MP2      |-92.2  |350.4|343.4| 2.344|-75.4  |-37.9  |23.2|89.6 

M062X/Def2T|-90.7  |350.7|343.9| 2.221|-76.7  |-39.2  |22.8|89.5 

B3/6-311++G|-83.7  |347.1|340.9| 2.394|-63.5  |-28.3  |20.7|87.3 

++++++++++++++++++++++++++++++++

HOCH2CO2-

C2H3O3  mw:75.009 Anion CAS: Z-666-14-8 fg:38 cnt:2187

HOF(A.)= -78.3/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -139.2/1.0 GpAd 93SP    |

DacidS=15.0/2.0 TDEq |  S(A-)=65.8/2.2 Acid |  S(AH)=76.8/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 327.8/2.0 TDEq | HOF(A-)=-172.6/2.5 Acid p:9

DacidH(AH)= 332.3/2.3 TDEq EA(ev)= 4.089

The authors estimate ca. 10 kcal/mol extra anion stabilization in .DELTA.fH, and -7.5 eu loss in .DELTA.S, due to cyclization.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hojco2.zaf]

W1U        |-171.0 |335.1|328.1| 4.014|-140.2 |-77.9  |23.3|114.4

CBS-QB3    |-172.4 |333.9|327.3|      |-140.5 |       |22.1|     

G3MP2B3    |-170.0 |335.2|328.3| 3.996|-138.1 |-77.4  |23.5|112.8

G3MP2B3+   |-170.2 |335.1|328.5| 4.002|-138.1 |-77.5  |22.4|112.8

G4MP2      |-168.9 |335.2|328.4| 3.976|-137.0 |-76.7  |23.0|112.4

M062X/Def2T|-168.1 |336.2|329.4| 2.829|-139.6 |-101.4 |22.8|90.3 

B3/6-311++G|-144.0 |342.3|334.8| 3.270|-119.0 |-68.5  |25.1|102.5

++++++++++++++++++++++++++++++++

HCO2H..HCO2-

C2H3O4  mw:91.004

Core ion CAS: Z-71-47-6 Solvent: 64-18-6 fg:234 cnt:1527

HOF(solv)= -90.5/0.1 neut 94PED/   

----

86MEO/SIE2   Datum: DaffG= 25.1/1.6 TDAs | HOF(A-)=-127.3/1.0 AfIN p:8

DaffH(X..Y-)= 36.8/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hco2hco2.zcf]

CBS-QB3    |-233.5 | 27.5| 18.6| 30.1|-91.9  |-114.0 

G3MP2B3    |-230.4 | 27.0| 18.6| 28.0|-90.5  |-112.9 

G3MP2B3+   |-231.2 | 27.5| 18.5| 30.1|-90.6  |-113.1 

G4MP2      |-229.0 | 26.1| 17.2| 29.8|-90.1  |-112.8 

M062X/Def2T|-231.2 | 30.9| 22.0| 29.8|-90.7  |-109.6 

++++++++++++++++++++++++++++++++

H2O..HO2CCO2-

C2H3O5  mw:106.999

Core ion CAS: Z-920-52-5 Solvent: 7732-18-5 fg:237 cnt:3223

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.3/0.3 IMRE | HOF(A-)=-272.1/3.1 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ho2cco2w.zcf]

CBS-QB3    |-284.8 | 15.1|  6.3| 29.7|-58.2  |-211.5 

G3MP2B3    |-281.4 |  5.2| -2.4| 25.4|-57.6  |-218.6 

G3MP2B3+   |-281.6 |  5.4| -2.2| 25.4|-57.6  |-218.7 

G4MP2      |-279.5 |  4.9| -2.7| 25.6|-57.5  |-217.0 

M062X/Def2T|-278.2 |  6.0| -1.5| 25.5|-53.6  |-218.5 

B3/6-311++G|-263.7 |  5.7| -1.9| 25.5|-54.2  |-203.8 

++++++++++++++++++++++++++++++++

CH2=CHS-

C2H3S  mw:58.996 Anion CAS: Z-35731-41-0 fg:62 cnt:2284

HOF(AH)=  12.0/2.0  83BUT/BAE    |

DacidS=23.0/2.0 Stat | 

----

89ZHA/GRA    Datum: DacidG= 341.0/3.0 IMRB | HOF(A-)=-5.8/3.7 Acid p:8

DacidH(AH)= 347.9/3.1 G+TS

Between MeCO2H, EtCO2H (Acid = MeCH=S).

----

05GUI/RIA    Datum: DacidG= 342.3/3.8 IMRB p:7

DacidH(AH)= 349.2/3.9 G+TS

Acid: CH3CH=S.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vs.zaf]

W1U        |-3.2   |346.5|339.4| 2.471|16.2   |53.8   |23.8|89.7 

CBS-QB3    |-3.0   |346.4|339.3| 2.518|16.4   |55.1   |23.7|90.8 

G3MP2B3    |-4.6   |346.8|339.7| 2.308|15.8   |48.6   |23.7|84.9 

G3MP2B3+   |-4.8   |346.7|339.6| 2.308|15.7   |48.5   |23.7|84.8 

G4MP2      |-4.2   |347.4|340.2| 2.480|15.6   |53.0   |23.8|89.5 

M062X/Def2T|0.4    |346.8|339.6| 2.290|18.2   |53.2   |24.1|87.1 

B3/6-311++G|3.2    |344.8|337.7| 2.477|25.7   |60.3   |23.7|86.8 

++++++++++++++++++++++++++++++++

CH2=CHSe-

C2H3Se  mw:106.941 Anion CAS: Z-228100-75-2 fg:57 cnt:6652

DacidS=23.0/3.0 Stat | 

----

05GUI/RIA    Datum: DacidG= 336.0/6.9 IMRB p:8

DacidH(AH)= 342.9/7.0 G+TS

Acid: CH2=CHSeH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vse.zaf]

CBS-QB3    |-0.2   |336.9|330.4| 2.432|28.6   |55.8   |21.8|79.3 

G3MP2B3    |1.4    |338.4|331.9| 2.453|30.2   |58.0   |21.7|79.9 

G3MP2B3+   |1.4    |338.4|331.5| 2.462|30.3   |58.2   |22.8|80.0 

G4MP2      |2.2    |338.8|331.9| 2.399|30.5   |57.5   |23.0|79.1 

M062X/Def2T|9.2    |337.4|330.5| 2.170|36.5   |59.2   |23.0|74.8 

B3/6-311++G|6.5    |337.1|330.6| 2.168|36.7   |56.5   |21.8|71.9 

++++++++++++++++++++++++++++++++

H3SiCC-

C2H3Si  mw:55.001 Anion CAS: Z-78289-01-7 fg:84 cnt:854

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

76PAY/TAN    Datum: HOF(A-)=<77.0 IMRB p:4

HCC- + SiH4 ->. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of ca. 56 to 57 kcal/mol, and a .DELTA.acidH of ca. 367 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h3sicc.zaf]

W1U        |56.7   |367.6|359.8| 3.354|55.0   |134.2  |26.0|131.4

CBS-QB3    |57.0   |     |     | 3.390|       |135.4  |    |     

G3MP2B3    |55.6   |367.4|359.8| 3.435|55.4   |135.2  |25.3|131.8

G3MP2B3+   |55.4   |367.2|359.7| 3.440|55.4   |135.1  |25.3|131.8

G4MP2      |55.6   |     |     | 3.423|       |134.9  |    |     

M062X/Def2T|59.9   |367.4|359.5| 3.278|57.2   |135.4  |26.2|130.3

B3/6-311++G|66.4   |367.0|359.5| 3.495|66.7   |147.3  |25.3|132.8

++++++++++++++++++++++++++++++++

HCCSiH2-

C2H3Si  mw:55.001 Anion CAS: Z-51286-35-2 fg:59 cnt:5114

DacidS=25.3/3.0 Calc | 

----

01GAL/DEC    Datum: DacidG= 360.2/2.0 IMRE p:9

DacidH(AH)= 367.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccsih2.zaf]

W1U        |56.0   |366.9|359.2| 1.650|55.0   |94.0   |25.7|91.1 

CBS-QB3    |57.2   |367.3|359.7| 1.621|55.6   |94.5   |25.7|91.0 

G3MP2B3    |54.7   |366.4|358.1| 1.630|55.4   |92.2   |27.8|88.9 

G3MP2B3+   |54.5   |366.3|358.6| 1.634|55.4   |92.1   |25.8|88.8 

G3MP2B3+   |54.5   |366.4|358.6| 1.633|55.4   |92.1   |25.8|88.8 

G4MP2      |55.1   |366.6|359.0| 1.619|55.6   |92.4   |25.6|88.8 

M062X/Def2T|58.3   |365.8|358.2| 1.506|57.2   |93.0   |25.4|87.9 

M062X/Def2T|58.3   |365.7|358.2| 1.508|57.3   |93.0   |25.3|87.9 

B3/6-311++G|63.9   |364.6|356.9| 1.680|66.7   |102.6  |25.8|88.0 

++++++++++++++++++++++++++++++++

HCCSnH2-

C2H3Sn  mw:146.926 Anion CAS: Z-353781-09-6 fg:59 cnt:5121

DacidS=24.0/3.0 Stat | 

----

01GAL/DEC    Datum: DacidG= 331.3/2.9 IMRE p:9

DacidH(AH)= 338.5/3.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccsnh2.za0]

M062X/Def2T|69.7   |338.5|330.9| 1.945|95.9   |114.5  |25.4|70.7 

++++++++++++++++++++++++++++++++

CH2=CHTe-

C2H3Te  mw:156.930 Anion CAS: Z-228101-15-3 fg:57 cnt:6653

----

05GUI/RIA    Datum: DacidG= 330.3/2.6 IMRB p:8

Acid: CH2=CHTeH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vte.za0]

M062X/Def2T|21.7   |330.2|323.3|      |56.2   |       |23.1|     

++++++++++++++++++++++++++++++++

CH2=CHAsH-

C2H4As  mw:102.953 Anion CAS: Z-198995-54-9 fg:58 cnt:4110

DacidS=24.8/2.0 Stat | 

----

97GUI/DEC    Datum: DacidG= 346.1/2.1 IMRE p:9

DacidH(AH)= 353.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vash.zaf]

CBS-QB3    |25.3   |353.7|346.4| 1.310|37.3   |55.4   |24.4|70.2 

G3MP2B3    |24.0   |353.9|346.5| 1.361|37.2   |55.3   |24.9|70.2 

G3MP2B3+   |24.1   |354.0|346.8| 1.375|37.3   |55.8   |24.2|70.5 

G4MP2      |24.4   |354.2|346.9| 1.340|37.4   |55.2   |24.4|70.0 

M062X/Def2T|34.3   |355.4|347.9| 1.044|43.5   |58.3   |25.4|66.9 

B3/6-311++G|27.9   |353.4|346.2| 1.328|41.8   |58.5   |24.2|68.8 

++++++++++++++++++++++++++++++++

1,5-C2B3H4-

C2H4B3  mw:61.060 Anion CAS: A-20693-66-7 fg:92 cnt:1573
###### the following are "below the line": evaluated as not accurate ####

----

73ONA/HOW    Datum: DacidH(AH)=<428.9 EIAE p:1

From closo-1,5-C2B3H5. Composite computational methods(18BAR/) indicate a .DELTA.acidH ca. 387 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [15c2b3h4.zaf]

W1U        |51.9   |388.1|380.4|      |29.7   |       |25.7|     

CBS-QB3    |58.4   |387.1|379.4| 2.068|37.0   |106.1  |25.7|121.2

G3MP2B3    |57.0   |386.8|379.0| 2.113|37.5   |105.8  |26.0|120.5

G3MP2B3+   |56.9   |386.8|379.1| 2.116|37.3   |105.8  |25.8|120.5

G4MP2      |55.7   |386.4|378.8| 2.065|36.4   |103.4  |25.7|119.1

M062X/Def2T|41.9   |391.3|383.6| 1.763|15.3   |82.6   |25.9|119.4

B3/6-311++G|65.4   |391.8|384.1| 1.822|40.8   |107.4  |25.9|118.7

++++++++++++++++++++++++++++++++

PtCl2Br(C2H4)-

C2H4BrCl2Pt  mw:371.853 Anion CAS: Z-2227361-52-4 fg:24 cnt:10835

----

18HOU/GOV    Datum: EA=4.56(2) eV LPES p:8

Vertical Detachment Energy:4.70(2) eV.

++++++++++++++++++++++++++++++++

(HCO2H)2..Br-

C2H4BrO4  mw:170.930 fg:483 cnt:4885

HOF(solv)= -90.5/0.1 neut 94PED/   

----

99WAL/SUN    Datum: DaffH= 9.6/1.7 CIDT | HOF(A-)=-100.1/1.7 AfIN p:7

++++++++++++++++++++++++++++++++

PtClBr2(C2H4)-

C2H4Br2ClPt  mw:415.802 Anion CAS: Z-2227361-54-6 fg:24 cnt:10837

----

18HOU/GOV    Datum: EA=4.53(2) eV LPES p:8

Vertical Detachment Energy:4.65(2) eV.

++++++++++++++++++++++++++++++++

PtBr3(C2H4)-

C2H4Br3Pt10  mw:2214.43 Anion CAS: Z-56191-55-0 fg:24 cnt:10822

----

12HOU/WEN    Datum: EA=4.51(2) eV LPES p:8

Vertical Detachment Energy:4.65(6) eV.

++++++++++++++++++++++++++++++++

MeCHF2..Cl-

C2H4ClF2  mw:100.998

Core ion CAS: Z-16887-00-6 Solvent: 75-37-6 fg:482 cnt:1387

HOF(solv)=-118.8/2.0  94PED/       

----

84LAR/MCM2   Datum: DaffG= 8.1/2.0 IMRE | HOF(A-)=-133.7/2.8 AfIN p:9

DaffH(X..Y-)= 14.9/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rchf2cl.zcf]

CBS-QB3    |-191.9 | 12.7|  7.3| 18.3|-122.4 |-56.7  

G3MP2B3    |-189.1 | 12.5|  7.3| 17.5|-120.5 |-56.1  

G3MP2B3+   |-189.0 | 12.3|  6.9| 18.3|-120.6 |-56.1  

G4MP2      |-187.1 | 12.4|  7.5| 16.7|-119.7 |-55.0  

M062X/Def2T|-185.8 | 15.7|  9.6| 20.2|-121.7 |-48.4  

B3/6-311++G|-178.6 |  0.7|  6.1| 18.3|-110.1 |-56.9  

++++++++++++++++++++++++++++++++

CF3CH2NH2..Cl-

C2H4ClF3N  mw:133.999

Core ion CAS: Z-16887-00-6 Solvent: 753-90-2 fg:482 cnt:1410

HOF(solv)=-159.8/2.0 GpAd 93SP     

----

84LAR/MCM2   Datum: DaffG= 10.8/2.0 IMRE | HOF(A-)=-177.8/2.8 AfIN p:9

DaffH(X..Y-)= 18.0/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qjnhcl.zcf]

CBS-QB3    |-247.3 | 18.1| 12.2| 19.9|-172.4 |-56.7  

G3MP2B3    |-243.2 | 17.8| 12.0| 19.4|-169.2 |-56.1  

G3MP2B3+   |-243.0 | 17.7| 11.7| 19.9|-169.2 |-56.1  

G4MP2      |-241.1 | 17.9| 12.0| 19.9|-168.2 |-55.0  

M062X/Def2T|-242.3 | 21.4| 14.9| 21.6|-172.5 |-48.4  

B3/6-311++G|-226.0 |  6.1| 11.2| 19.6|-152.0 |-56.9  

++++++++++++++++++++++++++++++++

PtClI2(C2H4)-

C2H4ClI2Pt  mw:511.774 Anion CAS: Z-2227360-89-4 fg:24 cnt:10838

----

18HOU/GOV    Datum: EA=4.30(2) eV LPES p:8

Vertical Detachment Energy:4.36(2) eV.

++++++++++++++++++++++++++++++++

MeCHO..Cl-

C2H4ClO  mw:78.996

Core ion CAS: Z-16887-00-6 Solvent: 75-07-0 fg:482 cnt:1397

HOF(solv)= -39.6/0.4 neut 15BUR/SIM

----

84LAR/MCM2   Datum: DaffG= 7.9/2.0 IMRE | HOF(A-)=-54.0/2.0 AfIN p:9

DaffH(X..Y-)= 14.4/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clxro.zaf]

CBS-QB3    |-108.8 | 12.0|  6.6| 18.3|-40.0  |-56.7  

G3MP2B3    |-107.6 | 11.7|  6.1| 18.7|-39.7  |-56.1  

G3MP2B3+   |-107.6 | 11.6|  6.5| 17.1|-39.8  |-56.1  

G3MP2B3+   |-107.5 | 11.5|  6.1| 18.3|-39.8  |-56.1  

G4MP2      |-106.1 | 11.7|  6.0| 19.0|-39.5  |-55.0  

M062X/Def2T|-102.7 | 15.4|  9.6| 19.6|-38.8  |-48.4  

M062X/Def2T|-102.6 | 15.4|  9.4| 19.9|-38.8  |-48.4  

B3/6-311++G|-101.5 | -0.3|  5.5| 17.1|-34.0  |-56.9  

++++++++++++++++++++++++++++++++

MeOCHCl-

C2H4ClO  mw:78.996 Anion CAS: Z-132205-55-1 fg:92 cnt:4496

HOF(AH)= -51.0/2.0 Est3          |

DacidS=35.4/3.0 Calc | 

----

91PAU/SQU2   Datum: DaffH=<8.5/3.0 CIDT p:7

Probably carbene/Cl- complex, not covalent.

----

91PAU/SQU2   Datum: DacidG=<384.0 IMRB p:6

DacidH(AH)=<394.6 G+TS

MeOCH2Cl is deprotonated by HO-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rochcl.zaf]

W1U        |-39.0  |379.3|369.0| 1.279|-52.5  |-10.2  |34.6|94.4 

CBS-QB3    |-40.0  |378.9|368.2| 1.311|-53.1  |-10.5  |35.9|94.8 

G3MP2B3    |-39.2  |378.3|368.1| 1.377|-50.4  |-8.1   |34.2|94.3 

G3MP2B3+   |-39.0  |378.6|368.1| 1.365|-50.5  |-8.3   |35.4|94.3 

G4MP2      |-37.9  |379.6|369.4| 1.252|-50.4  |-9.7   |34.3|92.8 

M062X/Def2T|-34.3  |382.9|373.3| 1.024|-52.5  |-11.3  |32.2|93.3 

B3/6-311++G|-32.7  |373.4|362.9| 1.471|-38.8  |0.5    |35.1|91.4 

++++++++++++++++++++++++++++++++

MeCO2H..Cl-

C2H4ClO2  mw:94.991

Core ion CAS: Z-16887-00-6 Solvent: 64-19-7 fg:482 cnt:1372

HOF(solv)=-103.4/0.6 neut 94PED/   

----

85SIE/       Datum: DaffG= 18.6/0.3 TDAs | HOF(A-)=-127.8/0.6 AfIN p:9

DaffH(X..Y-)= 24.4/0.2 TDAs
###### the following are "below the line": evaluated as not accurate ####

----

71YAM/KEB    Datum: DaffG= 15.8/2.0 TDAs p:4

DaffH(X..Y-)= 21.6/2.0 TDAs

----

84LAR/MCM2   Datum: DaffG= 16.7/2.0 IMRE p:3

DaffH(X..Y-)= 23.9/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rco2hcl.zcf]

CBS-QB3    |-170.3 |  9.4|  3.1| 20.9|-104.2 |-56.7  

G3MP2B3    |-167.9 |  9.0|  2.6| 21.5|-102.8 |-56.1  

G3MP2B3+   |-168.0 |  8.9|  2.6| 21.2|-102.9 |-56.1  

G4MP2      |-166.1 |  9.0|  2.5| 21.7|-102.2 |-55.0  

M062X/Def2T|-163.2 | 11.4|  5.8| 18.8|-103.3 |-48.4  

B3/6-311++G|-158.4 | -2.3|  2.5| 20.6|-92.8  |-56.9  

++++++++++++++++++++++++++++++++

H2O..ClCH2CO2-

C2H4ClO3  mw:110.985

Core ion CAS: Z-14526-03-5 Solvent: 7732-18-5 fg:238 cnt:3202

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.7/0.3 IMRE | HOF(A-)=-72.5/0.3 AfIN p:8

DaffH(X..Y-)= 14.7/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cljco2w.zcf]

CBS-QB3    |-211.5 | 16.3|  7.3| 30.2|-58.2  |-136.9 

G3MP2B3    |-207.9 | 15.8|  6.8| 30.3|-57.6  |-134.5 

G3MP2B3+   |-208.2 | 15.8|  7.2| 28.8|-57.6  |-134.8 

G4MP2      |-206.8 | 15.3|  6.3| 30.1|-57.5  |-134.0 

M062X/Def2T|-205.4 | 18.1|  9.8| 27.9|-53.6  |-133.6 

B3/6-311++G|-192.6 | 15.4|  6.9| 28.7|-54.2  |-123.0 

++++++++++++++++++++++++++++++++

(HCO2H)2..Cl-

C2H4ClO4  mw:126.980 fg:482 cnt:3990

HOF(solv)= -90.5/0.1 neut 94PED/   

----

99WAL/SUN    Datum: DaffH= 11.2/2.1 CIDT | HOF(A-)=-219.6/2.9 AfIN p:7

----

78LUC/WLO    Datum: DaffH= 34.1/3.1 TDAs | HOF(A-)=-242.5/3.7 AfIN p:6

Buffer gas: H2. Value too bound based on 82FRE/IKU, by Grimsrud fractionation factor (96WIL/KNI).

++++++++++++++++++++++++++++++++

PtCl2I(C2H4)-

C2H4Cl2IPt  mw:419.839 Anion CAS: Z-2227360-87-2 fg:24 cnt:10836

----

18HOU/GOV    Datum: EA=4.34(2) eV LPES p:8

Vertical Detachment Energy:4.40(2) eV.

++++++++++++++++++++++++++++++++

HCSiMeCl2-.

C2H4Cl2Si  mw:125.946 fg:117 cnt:516
###### the following are "below the line": evaluated as not accurate ####

----

68JAG/HEN    Datum: HOF(A-)=82.0/5.0 EIAE p:2

From Me2SiCl2. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-)=-56 kcal/mol, or 138 kcal/mol lower in energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcsircl2.zaf]

W1U        |-56.9  |     |     | 2.684|       |4.6    |    |     

CBS-QB3    |-56.5  |     |     | 2.660|       |4.4    |    |     

G3MP2B3    |-54.8  |     |     | 2.712|       |7.4    |    |     

G3MP2B3+   |-55.2  |     |     | 2.721|       |7.2    |    |     

G4MP2      |-57.3  |     |     | 2.779|       |6.4    |    |     

M062X/Def2T|-54.4  |     |     | 2.634|       |6.0    |    |     

B3/6-311++G|-32.9  |     |     | 2.911|       |34.0   |    |     

++++++++++++++++++++++++++++++++

PtCl3(C2H4)-

C2H4Cl3Pt10  mw:2082.59 Anion CAS: Z-12275-00-2 fg:24 cnt:10821

----

12HOU/WEN    Datum: EA=4.57(2) eV LPES p:8

Vertical Detachment Energy:4.70(6) eV.

++++++++++++++++++++++++++++++++

(CH2Cl2)2..Cl-

C2H4Cl5  mw:202.876 fg:482 cnt:5296

HOF(solv)= -22.8/0.3 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 6.5/3.0 TDAs | HOF(A-)=-74.5/2.1 AfIN p:8

DaffH(X..Y-)= 13.1/0.2 TDAs

++++++++++++++++++++++++++++++++

CH2=CH2..F-

C2H4F  mw:47.030 Anion CAS: Z-27790-03-0 fg:481 cnt:1600

HOF(AH)= -62.9/0.5  75CHE/ROD    |

HOF(solv)=  12.5/0.1 neut 94PED/   

----

76SUL/BEA    Datum: DaffH= 6.0/3.0 IMRB | HOF(A-)=-52.9/3.1 AfIN p:5

Structure: 85ROY/MCM. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 10 to 11 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [fjj.zaf]

W1U        |-59.4  | 11.2|  4.7| 21.7|11.9   |-60.1  | 1.905

CBS-QB3    |-57.2  | 11.5|  5.2| 20.9|13.3   |-59.0  | 1.871

G3MP2B3    |-58.4  | 10.2|  3.7| 21.6|11.9   |-60.1  | 1.919

G3MP2B3+   |-59.3  | 11.0|  4.6| 21.5|11.8   |-60.1  | 1.973

G4MP2      |-57.6  |  7.8|  1.3| 21.8|12.2   |-62.0  | 1.872

M062X/Def2T|-48.0  | 16.4| 10.0| 21.3|14.3   |-45.9  | 1.461

B3/6-311++G|-57.6  |  1.4|  6.2| 18.7|15.7   |-61.5  | 2.054

++++++++++++++++++++++++++++++++

FCH2CH2O-

C2H4FO  mw:63.025 Anion CAS: Z-74279-90-6 fg:32 cnt:553

HOF(A.)= -44.6/3.2 D+AH          | BDE(A-H)= 105.0/3.0 Est4          

HOF(AH)= -99.5/1.0 GpAd 93SP     |

DacidS=22.0/1.4 Stat |  S(A-)=70.3/1.7 Acid |  S(AH)=74.3/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 364.6/2.8 CIDC | HOF(A-)=-94.0/5.0 Acid p:9

DacidH(AH)= 371.2/2.8 G+TS EA(ev)= 2.057 DaffH(X..Y-)= 48.1/5.0 A-IN

----

80CLA/MCM #  Datum: DacidG= 363.5/3.5 IMRB p:7

DacidH(AH)= 370.1/3.5 G+TS

Acidity between HF and acetone.

----

77DAW/JEN #  Datum: DacidG= 364.9/3.4 IMRB p:6

DacidH(AH)= 371.5/3.4 G+TS

Acidity between HF and acetone.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fjjo.zaf]

W1U        |-96.4  |372.6|365.1| 2.119|-103.1 |-47.3  |25.0|107.9

CBS-QB3    |-96.7  |371.7|364.2| 2.152|-102.7 |-46.9  |25.1|107.9

G3MP2B3    |-95.5  |372.6|365.1| 2.135|-100.9 |-46.0  |25.3|107.0

G3MP2B3+   |-95.9  |372.4|365.0| 2.156|-101.1 |-46.0  |25.1|107.2

G4MP2      |-95.0  |372.3|364.7| 2.082|-100.1 |-46.7  |25.4|105.5

M062X/Def2T|-91.0  |374.9|367.5| 1.872|-101.3 |-47.7  |24.9|105.6

B3/6-311++G|-89.3  |368.7|361.2| 2.085|-90.8  |-41.1  |25.1|101.8

++++++++++++++++++++++++++++++++

MeCO2H..F-

C2H4FO2  mw:79.020

Core ion CAS: Z-16984-48-8 Solvent: 64-19-7 fg:481 cnt:1026

HOF(solv)=-103.4/0.6 neut 94PED/   
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 36.5/2.0 IMRE | HOF(A-)=-207.0/2.2 AfIN p:4

DaffH(X..Y-)= 44.1/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 43-45 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rco2hf.zcf]

W1U        |-214.2 | 49.6| 43.0| 22.2|-104.5 |-60.1  

CBS-QB3    |-214.7 | 51.4| 44.9| 22.0|-104.2 |-59.0  

G3MP2B3    |-212.6 | 49.7| 43.2| 21.9|-102.8 |-60.1  

G3MP2B3+   |-212.8 | 49.9| 43.2| 22.5|-102.9 |-60.1  

G4MP2      |-212.1 | 48.0| 41.5| 21.8|-102.2 |-62.0  

M062X/Def2T|-209.6 | 60.3| 54.0| 21.0|-103.3 |-45.9  

B3/6-311++G|-204.0 | 39.3| 43.2| 22.0|-92.8  |-61.5  

++++++++++++++++++++++++++++++++

H2O..FCH2CO2-

C2H4FO3  mw:95.015

Core ion CAS: Z-513-62-2 Solvent: 7732-18-5 fg:238 cnt:3200

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.3/0.3 IMRE | HOF(A-)=-73.1/0.3 AfIN p:8

DaffH(X..Y-)= 15.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fjco2w.zcf]

CBS-QB3    |-247.5 | 16.8|  7.7| 30.4|-58.2  |-172.6 

G3MP2B3    |-244.4 | 16.3|  7.1| 30.5|-57.6  |-170.5 

G3MP2B3+   |-244.5 | 16.4|  7.7| 29.0|-57.6  |-170.6 

G4MP2      |-242.8 | 15.6|  6.6| 30.4|-57.5  |-169.7 

M062X/Def2T|-241.4 | 18.7|  9.8| 29.9|-53.6  |-169.0 

B3/6-311++G|-231.0 | 16.2|  7.6| 28.9|-54.2  |-160.6 

++++++++++++++++++++++++++++++++

CF3CH2NH2..I-

C2H4F3IN  mw:225.935

Core ion CAS: Z-20461-54-5 Solvent: 753-90-2 fg:484 cnt:4038

HOF(solv)=-159.8/2.0 GpAd 93SP     

----

89CAL/MAS    Datum: DaffH= 14.1/1.0 TDAs | HOF(A-)=-218.9/2.2 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qjnh2i.zc0]

M062X/Def2T|-231.3 | 13.3|  7.7| 18.9|-174.3 |-43.7  

++++++++++++++++++++++++++++++++

CF3H..MeO-

C2H4F3O  mw:101.022

Core ion CAS: Z-3315-60-4 Solvent: 75-46-7 fg:230 cnt:6757

HOF(solv)=-166.2/0.6 neut 94PED/   

----

98CHA/BRA    Datum: DaffG= 16.6/1.0 IMRE | HOF(A-)=-221.1/1.5 AfIN p:8

DaffH(X..Y-)= 23.5/1.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qhro.zcf]

CBS-QB3    |-225.5 | 24.2| 16.4| 26.2|-169.4 |-31.9  

G3MP2B3    |-221.6 | 23.6| 16.8| 23.0|-166.7 |-31.4  

G3MP2B3+   |-221.8 | 22.9| 15.0| 26.6|-166.7 |-32.2  

M062X/Def2T|-220.8 | 25.5| 17.2| 27.7|-169.6 |-25.7  

B3/6-311++G|-208.9 | 23.7| 15.7| 26.7|-153.6 |-31.6  

++++++++++++++++++++++++++++++++

CF3CH2OH..HS-

C2H4F3OS  mw:132.994

Core ion CAS: Z-15035-72-0 Solvent: 75-89-8 fg:203 cnt:2263

HOF(solv)=-212.3/0.2 neut 94PED/   

----

89SIE/MEO    Datum: DaffG= 20.1/1.5 TDAs | HOF(A-)=-258.4/0.6 AfIN p:8

DaffH(X..Y-)= 26.8/0.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tfehs.zcf]

CBS-QB3    |-261.5 | 25.9| 17.3| 28.7|-214.6 |-21.1  

G3MP2B3    |-257.9 | 24.0| 16.5| 25.2|-212.7 |-21.3  

G3MP2B3+   |-257.9 | 24.0| 16.6| 24.6|-212.7 |-21.3  

G4MP2      |-255.9 | 26.4| 18.2| 27.3|-209.6 |-20.0  

M062X/Def2T|-257.3 | 30.4| 21.1| 31.1|-214.4 |-12.5  

B3/6-311++G|-234.7 | 25.7| 17.8| 26.8|-189.5 |-19.4  

++++++++++++++++++++++++++++++++

(H2O)2..CF3CO2-

C2H4F3O4  mw:149.007 fg:238 cnt:3249

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.7/0.3 IMRE | HOF(A-)=-141.1/0.4 AfIN p:8

DaffH(X..Y-)= 11.7/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

CF3CH2NH2..F-

C2H4F4N  mw:118.029

Core ion CAS: Z-16984-48-8 Solvent: 753-90-2 fg:481 cnt:1042

HOF(solv)=-159.8/2.0 GpAd 93SP     

----

83LAR/MCM    Datum: DaffG= 20.3/2.0 IMRE | HOF(A-)=-247.3/2.9 AfIN p:6

DaffH(X..Y-)= 28.1/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qjnhf.zcf]

CBS-QB3    |-261.4 | 29.9| 23.0| 23.4|-172.4 |-59.0  

G3MP2B3    |-257.8 | 28.5| 21.4| 23.7|-169.2 |-60.1  

G3MP2B3+   |-258.8 | 29.5| 22.7| 22.9|-169.2 |-60.1  

G4MP2      |-256.7 | 26.5| 19.6| 23.1|-168.2 |-62.0  

M062X/Def2T|-256.7 | 38.4| 31.4| 23.5|-172.5 |-45.9  

B3/6-311++G|-244.4 | 20.5| 24.0| 22.9|-152.0 |-61.5  

++++++++++++++++++++++++++++++++

MeCO2H..I-

C2H4IO2  mw:186.926

Core ion CAS: Z-20461-54-5 Solvent: 64-19-7 fg:484 cnt:1466

HOF(solv)=-103.4/0.6 neut 94PED/   

----

84CAL/KEB    Datum: DaffG= 10.5/1.0 TDAs | HOF(A-)=-165.3/1.2 AfIN p:9

DaffH(X..Y-)= 16.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rco2hi.zc0]

M062X/Def2T|-160.3 | 13.3|  7.5| 19.3|-103.3 |-43.7  

++++++++++++++++++++++++++++++++

H2O..ICH2CO2-

C2H4IO3  mw:202.921

Core ion CAS: Z-152-34-1 Solvent: 7732-18-5 fg:238 cnt:3205

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.2/0.3 IMRE | HOF(A-)=-188.2/2.4 AfIN p:8

DaffH(X..Y-)= 14.2/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(HCO2H)2..I-

C2H4IO4  mw:218.916 fg:484 cnt:4886

HOF(solv)= -90.5/0.1 neut 94PED/   

----

99WAL/SUN    Datum: DaffH= 10.0/2.1 CIDT | HOF(A-)=-254.9/2.3 AfIN p:7

++++++++++++++++++++++++++++++++

PtI3(C2H4)-

C2H4I3Pt10  mw:2358.39 Anion CAS: Z-1350815-40-5 fg:24 cnt:10823

----

12HOU/WEN    Datum: EA=4.18(2) eV LPES p:8

Vertical Detachment Energy:4.25(6) eV.

++++++++++++++++++++++++++++++++

CH2=NCH2-

C2H4N  mw:42.035 Anion CAS: Z-73859-26-4 fg:81 cnt:1604 BDE(A-H)= 91.9/3.9 D-EA           

HOF(AH)=  17.2/2.0 GpAd 93SP     |

DacidS=22.3/2.0 Stat |  S(A-)=58.0/2.2 Acid |  S(AH)=61.7/1.0 GpAd 93SP

----

85KAS/DEP    Datum: EA=0.8(3) eV IMRB p:6

Electron affinity: between cyclooctatetraene, SO2.

----

85KAS/DEP    Datum: DacidG= 378.0/5.0 IMRB | HOF(A-)=36.2/5.4 Acid p:6

DacidH(AH)= 384.7/5.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jnj.zaf]

W1U        |41.9   |389.3|381.6| 0.570|18.5   |54.9   |25.8|88.6 

CBS-QB3    |43.2   |389.7|381.8| 0.551|19.3   |55.7   |26.2|88.5 

G3MP2B3    |40.8   |388.9|380.7| 0.680|19.2   |56.1   |27.4|89.1 

G3MP2B3+   |40.6   |388.8|381.1| 0.677|19.0   |56.1   |26.0|89.1 

G4MP2      |40.2   |388.4|380.3| 0.681|19.0   |55.6   |27.0|88.7 

M062X/Def2T|44.2   |388.7|381.1| 0.510|20.2   |55.8   |25.5|87.7 

B3/6-311++G|39.0   |384.2|376.4| 0.693|22.1   |54.8   |26.0|84.8 

++++++++++++++++++++++++++++++++

CH2=CHNH-

C2H4N  mw:42.035 Anion CAS: Z-78507-80-9 fg:50 cnt:5811

DacidS=25.2/2.0 Stat | 

----

99MO_/YAN    Datum: DacidG= 369.6/2.0 IMRB p:7

DacidH(AH)= 377.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vnh.zaf]

W1U        |23.4   |377.1|369.5| 1.135|12.2   |49.5   |25.5|89.4 

CBS-QB3    |25.5   |376.9|369.3| 1.083|14.3   |50.2   |25.7|88.1 

G3MP2B3    |22.9   |376.6|368.9| 1.193|13.5   |50.2   |26.0|88.8 

G3MP2B3+   |22.9   |376.7|369.2| 1.188|13.4   |50.2   |25.2|88.9 

G4MP2      |22.5   |376.2|368.5| 1.186|13.5   |49.7   |25.7|88.3 

M062X/Def2T|28.7   |379.3|371.9| 0.996|14.1   |51.6   |25.0|89.6 

B3/6-311++G|23.9   |375.7|368.2| 1.116|15.5   |49.5   |25.2|86.1 

++++++++++++++++++++++++++++++++

MeCH=NO-

C2H4NO  mw:58.030 Anion CAS: Z-140390-74-5 fg:39 cnt:618

HOF(A.)=  27.2/2.0 D+AH          | BDE(A-H)= 84.7/2.0 SDEA 04PRA/BLA 

HOF(AH)=  -5.4/0.1  90STE/CHI    |

DacidS=23.2/3.0 Stat |  S(A-)=62.5/3.2 Acid |  S(AH)=65.3/1.0 Est

----

79BAR/SCO #  Datum: DacidG= 358.6/2.0 IMRE | HOF(A-)=-5.6/2.2 Acid p:9

DacidH(AH)= 365.5/2.2 G+TS EA(ev)= 1.421

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchnozox.zaf]

W1U        |-5.6   |366.2|359.0| 1.414|-5.9   |27.0   |24.0|85.0 

CBS-QB3    |-4.2   |366.4|359.6| 1.341|-4.9   |26.7   |23.0|83.7 

G3MP2B3    |-4.3   |367.6|360.6| 1.431|-4.7   |28.7   |23.7|85.5 

G3MP2B3    |-4.3   |367.6|360.6| 1.430|-4.8   |28.7   |23.6|85.6 

G3MP2B3+   |-5.5   |366.5|359.2| 1.476|-4.8   |28.6   |24.4|85.5 

G4MP2      |-4.6   |366.9|360.1| 1.402|-4.3   |27.7   |22.7|84.1 

M062X/Def2T|0.2    |367.5|360.1| 1.173|-2.6   |27.3   |24.7|82.0 

B3/6-311++G|-2.4   |363.4|356.2| 1.331|1.5    |28.3   |24.4|79.0 

++++++++++++++++++++++++++++++++

MeN=CHO-

C2H4NO  mw:58.030 Anion CAS: Z-58272-35-8 fg:48 cnt:1236

HOF(AH)= -44.2/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat |  S(A-)=64.6/2.2 Acid |  S(AH)=67.1/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 353.4/2.0 IMRE | HOF(A-)=-49.5/2.3 Acid p:9

DacidH(AH)= 360.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hconr-z.zaf]

W1U        |-48.1  |364.0|357.4| 2.610|-46.2  |12.5   |22.3|110.8

CBS-QB3    |-48.5  |363.2|356.4| 2.610|-45.9  |12.1   |22.8|110.1

G3MP2B3    |-50.4  |361.2|354.2| 2.773|-44.4  |13.8   |23.3|110.3

G3MP2B3+   |-48.0  |363.7|357.5| 2.664|-44.4  |13.8   |20.6|110.3

G4MP2      |-47.8  |363.6|356.9| 2.612|-44.2  |12.8   |22.5|109.1

M062X/Def2T|-47.7  |362.6|355.9| 2.616|-45.6  |13.0   |22.4|110.7

B3/6-311++G|-46.5  |361.1|354.8| 2.653|-40.3  |15.0   |21.1|107.4

++++++++++++++++++++++++++++++++

HN=C(Me)O-

C2H4NO  mw:58.030 Anion CAS: Z-63285-19-8 fg:48 cnt:1234

HOF(A.)=  -2.1/3.0 D+AH          | BDE(A-H)= 107.0/3.0 SDEA 90BOR/HAR

HOF(AH)= -57.0/0.2  94PED/       |

DacidS=23.5/2.0 Stat |  S(A-)=65.2/2.2 Acid |  S(AH)=67.7/1.0 GpAd 93SP

----

90DEC/EXN #  Datum: DacidG= 355.0/2.0 IMRE | HOF(A-)=-60.6/2.1 Acid p:9

DacidH(AH)= 362.0/2.1 G+TS EA(ev)= 2.541
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS    Datum: DacidH(AH)= 358.6/1.2 EIAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rconh.zaf]

W1U        |-60.6  |362.7|356.9| 2.745|-57.5  |3.0    |19.7|112.6

CBS-QB3    |-60.3  |362.0|355.9| 2.743|-56.6  |3.2    |20.5|111.9

G3MP2B3    |-60.2  |362.1|356.2| 2.757|-55.1  |3.7    |19.8|110.9

G3MP2B3+   |-60.4  |362.0|355.9| 2.760|-55.2  |3.6    |20.6|110.9

G4MP2      |-60.1  |362.1|355.8| 2.720|-55.0  |2.9    |21.1|110.0

M062X/Def2T|-56.6  |364.2|357.9| 2.618|-56.1  |4.2    |21.3|112.4

B3/6-311++G|-55.9  |362.1|356.0| 2.660|-50.7  |5.7    |20.6|108.5

++++++++++++++++++++++++++++++++

H2O..CH2CN-

C2H4NO  mw:58.030

Core ion CAS: Z-21438-99-3 Solvent: 7732-18-5 fg:267 cnt:2081

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88MEO/   2   Datum: DaffG= 7.9/1.0 TDAs | HOF(A-)=-71.0/1.0 AfIN p:8

DaffH(X..Y-)= 13.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [jcnw.zcf]

CBS-QB3    |-45.5  | 15.0|  7.2| 26.1|-58.2  |27.7   

G3MP2B3    |-47.0  | 14.6|  6.6| 26.9|-57.6  |25.2   

G3MP2B3+   |-47.2  | 14.6|  6.2| 28.4|-57.6  |25.0   

G4MP2      |-46.4  | 14.3|  6.5| 26.4|-57.5  |25.5   

M062X/Def2T|-43.2  | 16.9|  8.3| 28.9|-53.6  |27.4   

B3/6-311++G|-43.5  | 15.7|  7.2| 28.4|-54.2  |26.4   

++++++++++++++++++++++++++++++++

MeOH..CN-

C2H4NO  mw:58.030

Core ion CAS: Z-57-12-5 Solvent: 67-56-1 fg:485 cnt:1711

HOF(solv)= -48.1/0.1 neut 94PED/   

----

88LAR/SZU    Datum: DaffG= 8.8/0.2 TDAs | HOF(A-)=-47.2/2.1 AfIN p:9

DaffH(X..Y-)= 15.7/0.8 TDAs

----

88MEO/       Datum: DaffG= 10.4/1.0 TDAs p:8

DaffH(X..Y-)= 16.6/1.0 TDAs

----

87LAR/MCM    Datum: DaffG= 9.2/2.3 IMRE p:7

DaffH(X..Y-)= 16.5/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohnc.zcf]

CBS-QB3    |-48.9  | 16.6| 11.7| 16.6|-48.8  |16.5   

G3MP2B3    |-49.3  | 16.0|  9.8| 20.6|-47.8  |14.5   

G3MP2B3+   |-49.4  | 15.9|  8.7| 24.3|-47.9  |14.5   

G4MP2      |-49.9  | 16.2|  7.6| 29.0|-47.8  |14.1   

M062X/Def2T|-46.4  | 18.1| 11.3| 22.8|-46.6  |18.4   

B3/6-311++G|-43.4  | 15.9|  8.6| 24.3|-43.7  |16.2   

++++++++++++++++++++++++++++++++

CH2=C(NH2)O-

C2H4NO  mw:58.030 Anion CAS: Z-211040-80-1 fg:68 cnt:5331

HOF(A.)= -15.1/3.2 D+AH          | BDE(A-H)= 94.0/3.0 Est3           

HOF(AH)= -57.0/0.2  94PED/       |

DacidS=26.8/2.0 Stat | 

----

01HAR/MAR    Datum: DacidG= 365.0/3.0 IMRB | HOF(A-)=-49.7/3.1 Acid p:8

DacidH(AH)= 373.0/3.1 G+TS EA(ev)= 1.501 DaffH(X..Y-)= 63.5/3.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jconh2.zaf]

W1U        |-46.2  |377.2|371.4| 1.529|-57.5  |-10.7  |19.6|98.9 

CBS-QB3    |-45.1  |377.2|371.2| 1.522|-56.6  |-9.7   |20.2|98.9 

G3MP2B3    |-45.6  |376.7|370.8| 1.577|-55.1  |-9.1   |19.8|98.1 

G3MP2B3+   |-45.7  |376.7|370.6| 1.575|-55.2  |-9.1   |20.3|98.2 

G4MP2      |-45.6  |376.6|370.4| 1.541|-55.0  |-9.9   |21.0|97.3 

M062X/Def2T|-42.6  |378.2|371.9| 1.391|-56.1  |-10.3  |21.1|98.0 

B3/6-311++G|-41.7  |376.2|370.2| 1.502|-50.7  |-6.9   |20.4|95.9 

++++++++++++++++++++++++++++++++

H2NCH2CO2- (Glycine)

C2H4NO2  mw:74.025 Anion CAS: Z-23297-34-9 fg:36 cnt:629

HOF(A.)= -32.8/3.0 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -93.7/0.1  94PED/       |

DacidS=23.1/1.0 Stat | 

----

89CAL/REN    Datum: DacidG= 334.7/2.0 IMRE | HOF(A-)=-117.8/2.0 Acid p:9

DacidH(AH)= 341.6/2.0 G+TS EA(ev)= 3.686

----

07JON/BER    Datum: DacidH(AH)= 342.7/2.2 CIDC p:8

----

83LOC/MCI    Datum: DacidG= 335.5/2.0 IMRE p:7

DacidH(AH)= 342.4/2.0 G+TS

----

02GOH/ROS    Datum: DacidH(AH)= 344.9/4.6 EIAE p:5
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS    Datum: DacidH(AH)= 336.9/1.4 EIAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [glycine.zaf]

W1U        |-119.3 |342.1|334.5| 3.667|-95.5  |-34.5  |25.4|113.2

CBS-QB3    |-119.6 |340.9|333.3| 3.758|-94.8  |-32.6  |25.5|114.3

G3MP2B3    |-118.0 |342.0|334.8| 3.755|-92.8  |-31.1  |24.3|113.8

G3MP2B3+   |-118.2 |341.9|334.3| 2.465|-93.0  |-59.9  |25.8|85.1 

G4MP2      |-117.6 |342.0|334.4| 3.593|-92.4  |-34.4  |25.7|110.1

M062X/Def2T|-115.6 |343.0|335.3| 3.615|-93.9  |-32.1  |25.8|114.0

B3/6-311++G|-109.9 |340.3|332.5| 2.328|-82.9  |-54.7  |25.9|80.3 

++++++++++++++++++++++++++++++++

HN=C(OMe)O-

C2H4NO2  mw:74.025 Anion CAS: Z-1140500-24-8 fg:48 cnt:1233

HOF(AH)= -97.5/2.0 Est3          |

DacidS=23.5/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 354.9/2.0 IMRE | HOF(A-)=-101.3/3.1 Acid p:9

DacidH(AH)= 361.9/2.1 G+TS DaffH(X..Y-)= 42.9/3.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [roconh.zaf]

W1U        |-102.7 |363.1|355.8| 2.781|-100.0 |-38.4  |24.6|113.7

CBS-QB3    |-103.7 |362.4|354.7| 2.809|-100.3 |-38.8  |25.9|113.7

G3MP2B3    |-101.8 |362.8|355.2| 2.795|-97.5  |-37.2  |25.4|112.3

G3MP2B3+   |-102.0 |362.7|355.4| 2.798|-97.5  |-37.3  |24.6|112.3

G4MP2      |-101.4 |362.7|355.0| 2.728|-97.0  |-38.4  |25.8|110.7

M062X/Def2T|-101.9 |363.9|357.1| 2.694|-101.1 |-39.6  |22.9|113.6

B3/6-311++G|-93.2  |362.6|355.2| 2.699|-88.5  |-30.8  |24.5|109.8

++++++++++++++++++++++++++++++++

MeCH=NO2-

C2H4NO2  mw:74.025 Anion CAS: Z-25590-58-3 fg:70 cnt:774

HOF(A.)=  14.9/2.0 D+AH          | BDE(A-H)= 91.4/2.0 SDEA 94BOR/SAT 

HOF(AH)= -24.4/0.1  94PED/       |

DacidS=21.6/3.0 Stat |  S(A-)=70.8/3.2 Acid |  S(AH)=75.2/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 349.5/2.0 IMRE | HOF(A-)=-34.2/3.0 Acid p:9

DacidH(AH)= 355.9/2.2 G+TS EA(ev)= 2.127 DaffH(X..Y-)= 76.4/3.0 A-IN

----

78CUM/KEB    Datum: DacidG= 351.0/2.0 IMRE p:8

DacidH(AH)= 357.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchno2.zaf]

W1U        |-34.5  |357.3|350.3| 2.283|-26.0  |18.3   |23.6|96.4 

W1U        |-34.5  |357.7|348.9| 2.283|-26.4  |18.3   |29.4|96.8 

CBS-QB3    |-36.3  |356.4|349.7| 2.303|-27.0  |16.9   |22.5|96.1 

G3MP2B3    |-33.4  |358.1|350.8| 2.316|-24.3  |20.1   |24.3|96.5 

G3MP2B3    |-33.4  |358.1|350.8| 2.316|-24.3  |20.1   |24.4|96.5 

G3MP2B3+   |-33.6  |358.0|351.1| 2.322|-24.4  |20.1   |23.2|96.6 

G4MP2      |-33.8  |357.7|350.4| 2.260|-24.3  |18.5   |24.5|94.9 

M062X/Def2T|-31.4  |356.0|348.8| 2.216|-22.7  |19.8   |24.0|94.6 

M062X/Def2T|-30.5  |356.9|350.1| 2.191|-22.7  |19.8   |22.9|94.6 

B3/6-311++G|-29.2  |353.5|346.8| 2.308|-15.5  |24.2   |22.5|91.7 

++++++++++++++++++++++++++++++++

HON=C(Me)O-

C2H4NO2  mw:74.025 Anion CAS: Z-2208-22-2 fg:48 cnt:2396 BDE(A-H)= 88.0/3.0 SDEA 90BOR/HAR2

DacidS=24.0/3.0 Stat | 

----

90DEC/EXN    Datum: DacidG= 339.1/2.0 IMRE p:9

DacidH(AH)= 346.3/2.2 G+TS EA(ev)= 2.400

Acid: Acetohydroxamic acid.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acnoh.zaf]

W1U        |-80.7  |344.8|337.9|      |-59.6  |       |23.1|     

CBS-QB3    |-81.4  |343.8|337.0| 2.359|-59.4  |-26.8  |23.0|84.8 

G3MP2B3    |-79.8  |344.3|337.4| 2.375|-56.9  |-24.8  |23.0|84.1 

G3MP2B3+   |-79.9  |344.2|337.3| 2.371|-56.9  |-25.0  |23.1|84.0 

G4MP2      |-79.4  |344.4|337.5| 2.308|-56.6  |-26.0  |23.0|82.7 

M062X/Def2T|-76.2  |347.3|340.6| 2.154|-58.8  |-26.3  |22.2|84.6 

B3/6-311++G|-71.4  |344.6|337.7| 2.326|-48.7  |-18.5  |23.1|82.3 

++++++++++++++++++++++++++++++++

MeCO2H..NO2-

C2H4NO4  mw:106.015

Core ion CAS: Z-14797-65-0 Solvent: 64-19-7 fg:488 cnt:4461

HOF(solv)=-103.4/0.6 neut 94PED/   

----

98VII/REI    Datum: DaffG= 12.2/0.2 IMRE | HOF(A-)=-147.7/0.7 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rco2hno2.zcf]

CBS-QB3    |-172.3 | 21.6| 12.4| 30.9|-104.2 |-46.5  

G3MP2B3    |-168.3 | 21.1| 12.2| 30.1|-102.8 |-44.4  

G3MP2B3+   |-168.2 | 20.7| 12.1| 29.0|-102.9 |-44.6  

G4MP2      |-167.5 | 20.4| 11.3| 30.3|-102.2 |-45.0  

M062X/Def2T|-166.9 | 25.9| 17.4| 28.4|-103.3 |-37.6  

B3/6-311++G|-157.9 | 20.7| 12.3| 28.3|-92.8  |-44.3  

++++++++++++++++++++++++++++++++

MeCO2H..NO3-

C2H4NO5  mw:122.009

Core ion CAS: Z-14797-55-8 Solvent: 64-19-7 fg:489 cnt:4460

HOF(solv)=-103.4/0.6 neut 94PED/   

----

98VII/REI    Datum: DaffG= 11.8/0.2 IMRE | HOF(A-)=-176.3/0.7 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [acohno3.zcf]

CBS-QB3    |-199.9 | 18.1|  9.9| 27.7|-104.2 |-77.5  

G3MP2B3    |-193.4 | 17.8|  9.7| 27.1|-102.8 |-72.8  

G3MP2B3+   |-193.5 | 17.6|  9.7| 26.3|-102.9 |-73.0  

G4MP2      |-192.7 | 17.3|  9.1| 27.4|-102.2 |-73.2  

M062X/Def2T|-194.9 | 19.7| 11.8| 26.5|-103.3 |-71.8  

B3/6-311++G|-181.8 | 16.9|  9.1| 25.9|-92.8  |-72.1  

++++++++++++++++++++++++++++++++

HN=C(Me)S-

C2H4NS  mw:74.007 Anion CAS: Z-126501-66-4 fg:48 cnt:2502

HOF(A.)=  40.9/2.0 D+AH          | BDE(A-H)= 91.0/2.0  91BOR/JI      

HOF(AH)=   2.0/0.2  82TOR/SAB    |

DacidS=23.5/2.0 Stat | 

----

94DEC/EXN    Datum: DacidG= 339.4/2.0 IMRE | HOF(A-)=-17.3/2.1 Acid p:9

DacidH(AH)= 346.4/2.1 G+TS EA(ev)= 2.523

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcsnh.zaf]

W1U        |-18.2  |345.7|339.2| 2.856|1.9    |47.9   |21.7|98.1 

CBS-QB3    |-18.1  |345.2|338.5|      |2.4    |       |22.2|     

G3MP2B3    |-18.9  |345.2|338.5| 3.009|3.2    |50.9   |22.3|99.9 

G3MP2B3+   |-19.0  |345.1|338.4| 2.889|3.1    |48.0   |22.6|97.0 

G4MP2      |-18.8  |345.6|339.2| 2.703|2.8    |43.9   |21.5|93.3 

M062X/Def2T|-14.1  |347.7|340.6| 2.691|2.9    |48.2   |23.6|97.4 

B3/6-311++G|-10.2  |345.9|339.2| 2.818|11.2   |55.1   |22.3|96.0 

++++++++++++++++++++++++++++++++

(H2O)2..(NaSCN)2-.

C2H4N2Na2O2S2  mw:197.952 fg:21 cnt:11421

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21GON/WAN    Datum: EA=1.41(6) eV LPES p:8

Vertical Detachment Energy:1.68(8) eV. There is a lower energy electron affinity at 0.68 eV, indicating a change in structure.

++++++++++++++++++++++++++++++++

(H2O)2..(NC)2N-

C2H4N3O2  mw:102.031 fg:246 cnt:6919

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=4.88(2) eV LPES p:9

DaffH(AH)=  8.8/0.7 dEA

Vertical Detachment Energy:4.95(2) eV.

++++++++++++++++++++++++++++++++

CH3CH=O-.

C2H4O  mw:44.027 Anion CAS: Z-60427-04-5 fg:102 cnt:3461

HOF(A.)= -39.6/0.4  15BUR/SIM    | BDE(A-H)= 15.5/0.6 R-AH           

HOF(AH)=  -3.0/0.5 d+ah          |

----

03HAM/DIR    Datum: EA=0.0006(1) eV Rydb p:7

----

94DES/ABD    Datum: EA=0.0083 eV EFD  | HOF(A-)=-39.8/0.4  p:7

DacidH(AH)= 328.9/1.1 D-EA

Electron affinity: 0.36 meV. Dipole-bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcho.zzf]

W1U        |-18.4  |     |     |-0.962|       |-40.6  |    |     

CBS-QB3    |-17.7  |     |     |-0.969|       |-40.0  |    |     

G3MP2B3    |-16.8  |     |     |-0.992|       |-39.7  |    |     

G3MP2B3+   |-17.1  |     |     |-0.986|       |-39.8  |    |     

G4MP2      |-17.8  |     |     |-0.938|       |-39.5  |    |     

M062X/Def2T|-12.1  |     |     |-1.158|       |-38.8  |    |     

B3/6-311++G|-19.4  |     |     |-0.635|       |-34.0  |    |     

++++++++++++++++++++++++++++++++

MeOH..CO2-.

C2H4O3  mw:76.017

Core ion CAS: Z-014485-07-5 Solvent: 67-56-1 fg:100 cnt:11774

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99TSU/SAE    Datum: EA=1.95(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is CO2-.

++++++++++++++++++++++++++++++++

glycol sulfite-.

C2H4O3S  mw:107.989 Anion CAS: N-3741-38-6 fg:102 cnt:6225

----

03HAM/DIR    Datum: EA=0.0135(1) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [glsulfi.zaf]

CBS-QB3    |-106.7 |     |     | 0.080|       |-105.5 |    |     

G3MP2B3    |-102.8 |     |     | 0.124|       |-100.6 |    |     

G3MP2B3+   |-102.9 |     |     | 0.138|       |-100.4 |    |     

G4MP2      |-106.3 |     |     | 0.157|       |-103.3 |    |     

M062X/Def2T|-100.6 |     |     |-0.104|       |-103.7 |    |     

B3/6-311++G|-76.7  |     |     | 0.953|       |-55.3  |    |     

++++++++++++++++++++++++++++++++

O3S(CH2)2SO3=

C2H4O6S2  mw:187.946 Anion CAS: Z-56383-76-7 fg:40 cnt:10597

----

10NIN/DAU    Datum: EA=1.6(1) eV PVMI p:8

Vertical Detachment Energy:2.2(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o3sj2so3.zdf]

CBS-QB3    |-306.1 |394.3|385.4|-17.03|-334.7 |-334.7 |30.1|52.1 

G3MP2B3    |-294.0 |394.3|385.4| 2.051|-321.2 |-246.4 |29.9|126.9

G3MP2B3+   |-293.4 |394.4|385.5| 2.040|-320.6 |-246.0 |29.9|126.7

M062X/Def2T|-286.2 |398.1|389.1| 1.749|-319.6 |-245.5 |30.1|126.1

B3/6-311++G|-181.2 |391.9|383.0| 1.275|-205.8 |-151.5 |29.9|106.4

++++++++++++++++++++++++++++++++

CH2=CHPH-

C2H4P  mw:59.006 Anion CAS: Z-157369-05-6 fg:58 cnt:5809

DacidS=25.2/3.0 Calc | 

----

99MO_/YAN    Datum: DacidG= 353.0/2.3 IMRE p:9

DacidH(AH)= 360.5/2.5 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vph.zaf]

W1U        |16.0   |360.2|352.8| 1.281|21.6   |45.4   |24.7|75.9 

CBS-QB3    |16.1   |360.0|352.5| 1.267|21.9   |45.3   |25.1|75.5 

G3MP2B3    |14.7   |359.8|352.4| 1.351|22.0   |45.7   |24.9|75.8 

G3MP2B3+   |14.5   |359.8|352.4| 1.358|21.9   |45.7   |24.8|75.9 

G4MP2      |15.0   |360.2|352.9| 1.323|21.9   |45.4   |24.8|75.6 

M062X/Def2T|18.0   |361.2|353.9| 1.154|21.5   |44.5   |24.6|75.2 

B3/6-311++G|19.6   |358.2|350.8| 1.301|28.6   |49.5   |24.9|73.0 

++++++++++++++++++++++++++++++++

MeCH2-

C2H5  mw:29.040 Anion CAS: Z-25013-41-6 fg:88 cnt:879

HOF(A.)=  28.3/0.4  90SEE/RUS    | BDE(A-H)= 100.5/0.4 R-AH          

HOF(AH)= -20.1/0.1  94PED/       |

DacidS=28.2/1.0 Stat |  S(A-)=57.1/1.0 Acid |  S(AH)=54.9/0.3  69STU/WES

----

89DEP/GRO    Datum: DacidH(AH)= 420.1/2.0 Bran | HOF(A-)=34.3/2.0 Acid p:8

DacidG(AH)= 411.7/2.0 H-TS  EA(eV)=-0.260 DaffH(X..Y-)= 12.9/2.0 A-IN

----

84DEP/BIE    Datum: DacidH(AH)= 421.0/2.0 Bran p:7
###### the following are "below the line": evaluated as not accurate ####

----

72PAG/       Datum: EA=0.954 eV SI   [22.0 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

69PAG/GOO    Datum: EA=0.889 eV SI   [20.5 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jr.zaf]

W1U        |33.2   |420.2|412.6|-0.237|-21.2  |28.0   |25.7|101.3

CBS-QB3    |35.2   |     |     |-0.242|       |29.9   |    |     

G3MP2B3    |33.6   |420.5|412.3|-0.213|-19.7  |29.0   |27.6|100.9

G3MP2B3+   |32.8   |     |     |-0.181|       |28.9   |    |     

G4MP2      |33.1   |     |     |-0.196|       |28.9   |    |     

M062X/Def2T|40.8   |423.7|416.1|-0.484|-18.2  |29.9   |25.6|100.3

B3/6-311++G|35.1   |419.3|411.6|-0.247|-16.9  |29.7   |25.8|98.7 

++++++++++++++++++++++++++++++++

1,2-C2B4H5-

C2H5B4  mw:73.077 Anion CAS: A-23777-70-0 fg:17 cnt:1056
###### the following are "below the line": evaluated as not accurate ####

----

73ONA/HOW    Datum: DacidH(AH)=<336.7/7.0 EIAE p:2

From closo-1,2-C2B4H6. AE(M-H) = 1.0 eV. Composite computational methods(18BAR/) indicate a .DELTA.acidH of ca. 371 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [12c2b4h5.zaf]

W1U        |36.9   |371.9|364.0|      |30.8   |       |26.6|     

CBS-QB3    |43.9   |     |     | 2.608|       |104.1  |    |     

G3MP2B3    |44.0   |370.9|363.0| 2.655|40.4   |105.3  |26.4|117.0

G3MP2B3+   |43.7   |370.6|362.7| 2.666|40.3   |105.2  |26.4|117.0

G4MP2      |42.0   |370.5|362.6| 2.592|38.7   |101.8  |26.4|115.2

M062X/Def2T|18.9   |371.9|364.1| 2.431|11.7   |74.6   |26.2|114.9

M062X/Def2T|18.1   |372.1|364.3| 2.448|10.7   |74.6   |26.2|116.0

B3/6-311++G|56.5   |373.1|365.2| 2.410|50.7   |113.1  |26.4|114.6

B3/6-311++G|56.5   |373.1|365.2| 2.455|50.6   |113.1  |26.4|114.6

++++++++++++++++++++++++++++++++

1,6-C2B4H5-

C2H5B4  mw:73.077 Anion CAS: A-20693-67-8 fg:92 cnt:1574
###### the following are "below the line": evaluated as not accurate ####

----

73ONA/HOW    Datum: DacidH(AH)=<452.0 EIAE p:2

From closo-1,6-C2B4H6. AE(M-H) = 6 eV. Composite computational methods(18BAR/) indicate a .DELTA.acidH ca. 378 kcal/mol, and an AE of 3.2 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [16c2b4h5.zaf]

W1U        |36.2   |379.8|371.6| 2.260|22.3   |88.3   |27.5|118.1

CBS-QB3    |43.1   |379.1|370.7| 2.342|29.7   |96.9   |28.1|119.3

G3MP2B3    |43.1   |378.3|369.0| 2.373|32.0   |97.6   |31.3|117.7

G3MP2B3+   |43.1   |378.3|370.1| 2.366|32.0   |97.5   |27.5|117.6

G4MP2      |41.2   |378.0|369.8| 2.297|30.4   |94.1   |27.6|115.8

M062X/Def2T|17.7   |379.9|372.0| 2.130|2.5    |66.8   |26.3|116.4

B3/6-311++G|55.9   |381.2|372.9| 2.156|42.0   |105.5  |27.5|115.6

++++++++++++++++++++++++++++++++

EtBr..Cl-

C2H5BrCl  mw:142.927

Core ion CAS: Z-16887-00-6 Solvent: 74-96-4 fg:482 cnt:4315

HOF(solv)= -14.8/0.4  94PED/       

----

96LI_/ROS    Datum: DaffG= 6.9/0.2 TDAs | HOF(A-)=-28.4/1.1 AfIN p:8

DaffH(X..Y-)= 13.6/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etbrcl.zcf]

G3MP2B3    |-83.2  | 11.8|  6.0| 19.5|-15.3  |-56.1  

G3MP2B3+   |-83.5  | 12.0|  5.9| 20.5|-15.3  |-56.1  

G4MP2      |-81.7  | 11.8|  6.2| 18.8|-15.0  |-55.0  

M062X/Def2T|-79.3  | 16.0| 10.0| 20.0|-14.9  |-48.4  

B3/6-311++G|-78.4  |     |     |     |-10.6  |-56.9  

++++++++++++++++++++++++++++++++

EtCl..Br-

C2H5BrCl  mw:142.927

Core ion CAS: Z-24959-67-9 Solvent: 75-00-3 fg:483 cnt:4323

HOF(solv)= -26.8/0.3  94PED/       

----

96LI_/ROS    Datum: DaffG= 5.4/0.2 TDAs | HOF(A-)=-88.8/1.1 AfIN p:8

DaffH(X..Y-)= 11.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etclbr.zcf]

G3MP2B3    |-83.3  |  4.4| -1.1| 18.4|-26.5  |-52.5  

G3MP2B3+   |-89.3  | 10.2|  4.4| 19.7|-26.6  |-52.5  

G4MP2      |-88.6  |  9.8|  4.7| 17.2|-26.7  |-52.1  

M062X/Def2T|-88.0  | 12.4|  7.2| 17.7|-26.6  |-49.0  

B3/6-311++G|-78.4  |  3.2| -2.8| 20.3|-19.0  |-56.1  

++++++++++++++++++++++++++++++++

H2NCH2CO2H..Br-

C2H5BrNO2  mw:153.951

Core ion CAS: Z-24959-67-9 Solvent: 56-40-6 fg:485 cnt:11604

HOF(solv)= -93.7/0.1 neut 94PED/   

----

23CAO/YUA    Datum: EA=4.33(2) eV LPES p:8

DaffH(AH)=  22.3/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

EtBr..Br-

C2H5Br2  mw:186.876

Core ion CAS: Z-24959-67-9 Solvent: 74-96-4 fg:483 cnt:1495

HOF(solv)= -14.8/0.4  94PED/       

----

96LI_/ROS    Datum: DaffG= 5.9/0.2 TDAs | HOF(A-)=-77.6/1.1 AfIN p:8

DaffH(X..Y-)= 12.0/1.0 TDAs

----

74DOU/       Datum: DaffG= 5.9 TDAs p:6

DaffH(X..Y-)= 11.6 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etbrbr.zcf]

G3MP2B3    |-78.4  | 10.6|  5.4| 17.7|-15.3  |-52.5  

G3MP2B3+   |-78.6  | 10.8|  4.6| 20.7|-15.3  |-52.5  

G4MP2      |-77.4  | 10.3|  5.2| 17.2|-15.0  |-52.1  

M062X/Def2T|-77.1  | 13.2|  7.2| 20.2|-14.9  |-49.0  

B3/6-311++G|-75.8  |  9.1|  2.9| 20.7|-10.6  |-56.1  

++++++++++++++++++++++++++++++++

FCH2CH2OH..Cl-

C2H5ClFO  mw:99.002

Core ion CAS: Z-16887-00-6 Solvent: 371-62-0 fg:482 cnt:1406

HOF(solv)= -99.5/1.0 GpAd 93SP     

----

84LAR/MCM2   Datum: DaffG= 13.0/2.0 IMRE | HOF(A-)=-120.0/2.2 AfIN p:9

DaffH(X..Y-)= 20.5/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fjjohcl.zcf]

CBS-QB3    |-180.1 | 22.8| 15.8| 23.4|-100.6 |-56.7  

G3MP2B3    |-177.3 | 20.3| 13.8| 21.9|-100.9 |-56.1  

G3MP2B3+   |-177.3 | 20.0| 13.7| 21.3|-101.1 |-56.1  

G4MP2      |-175.6 | 22.4| 15.3| 23.8|-98.2  |-55.0  

M062X/Def2T|-174.2 | 26.7| 19.3| 24.6|-99.0  |-48.4  

B3/6-311++G|-166.6 | 10.2| 14.3| 22.8|-88.6  |-56.9  

++++++++++++++++++++++++++++++++

[Fe2S2(SEt)Cl]-

C2H5ClFe2S3  mw:271.795 Anion CAS: Z-849794-33-8 fg:24 cnt:11330

----

05FU_/YAN    Datum: EA=3.46(5) eV LPES p:8

Vertical Detachment Energy:3.62(5) eV.

++++++++++++++++++++++++++++++++

H2NCH2CO2H..Cl-

C2H5ClNO2  mw:110.001

Core ion CAS: Z-16887-00-6 Solvent: 56-40-6 fg:485 cnt:11603

HOF(solv)= -93.7/0.1 neut 94PED/   

----

23CAO/YUA    Datum: EA=5.22(2) eV LPES p:8

DaffH(AH)=  37.0/0.5 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [glycincl.zcf]

G3MP2B3    |-171.8 | 22.8| 16.7| 20.5|-92.8  |-56.1  | 4.414

B3/6-311++G|-161.7 |     |     |     |       |       | 4.226

++++++++++++++++++++++++++++++++

EtCl..Cl-

C2H5Cl2  mw:98.977

Core ion CAS: Z-16887-00-6 Solvent: 75-00-3 fg:482 cnt:1320

HOF(solv)= -26.8/0.3  94PED/       

----

96LI_/ROS    Datum: DaffG= 6.8/0.2 TDAs | HOF(A-)=-39.2/1.0 AfIN p:8

DaffH(X..Y-)= 12.4/1.0 TDAs

----

73RIV/BRE    Datum: DaffH= 14.5/4.5 IMRB p:6

Anchored: 84LAR/MCM.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etclcl.zcf]

CBS-QB3    |-96.3  | 11.8|  6.5| 17.8|-27.7  |-56.7  

G3MP2B3    |-94.1  | 11.4|  6.1| 17.8|-26.5  |-56.1  

G3MP2B3+   |-94.0  | 11.2|  6.1| 17.3|-26.6  |-56.1  

G4MP2      |-93.1  | 11.3|  6.0| 17.8|-26.7  |-55.0  

M062X/Def2T|-90.0  | 14.9|  8.8| 20.5|-26.6  |-48.4  

B3/6-311++G|-86.3  | -0.5|  5.1| 17.7|-19.0  |-56.9  

++++++++++++++++++++++++++++++++

ClCH2CH2OH..Cl-

C2H5Cl2O  mw:114.972

Core ion CAS: Z-16887-00-6 Solvent: 107-07-3 fg:482 cnt:1407

HOF(solv)= -63.9/0.1 GpAd 07BER/MIN

----

84LAR/MCM2   Datum: DaffG= 14.0/2.0 IMRE | HOF(A-)=-85.4/2.0 AfIN p:9

DaffH(X..Y-)= 21.5/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cljjohcl.zcf]

CBS-QB3    |-144.6 | 24.3| 17.3| 23.5|-63.5  |-56.7  

G3MP2B3    |-141.4 | 22.1| 15.5| 22.3|-63.2  |-56.1  

G4MP2      |-140.3 | 23.8| 16.6| 24.4|-61.5  |-55.0  

M062X/Def2T|-138.7 | 28.3| 21.0| 24.5|-62.0  |-48.4  

B3/6-311++G|-128.7 | 11.6| 15.6| 23.1|-49.2  |-56.9  

++++++++++++++++++++++++++++++++

(H2O)2..Cl2CHCO2-

C2H5Cl2O4  mw:162.957 fg:238 cnt:3248

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.9/0.3 IMRE | HOF(A-)=-283.8/2.4 AfIN p:8

DaffH(X..Y-)= 11.9/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

Cl2Si(Me)CH2-

C2H5Cl2Si  mw:126.954 Anion CAS: N-19469-04-6 fg:92 cnt:9932

HOF(AH)= -113.0/3.0 Est5         |
###### the following are "below the line": evaluated as not accurate ####

----

68JAG/HEN    Datum: DacidH(AH)= 364.3/4.6 EIAE p:4

Composite computational methods(18BAR/) indicate a .DELTA.acidH of ca. 373 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rjsicl2.zaf]

W1U        |-108.0 |373.2|365.3| 1.872|-115.4 |-64.8  |26.7|102.7

CBS-QB3    |-108.0 |373.1|365.0| 1.894|-115.3 |-64.3  |27.0|103.1

G3MP2B3    |-105.8 |372.7|364.8| 1.933|-111.2 |-61.1  |26.6|102.3

G3MP2B3+   |-106.1 |372.5|364.5| 1.946|-111.4 |-61.2  |26.7|102.3

G4MP2      |-106.3 |373.0|365.1| 1.834|-112.1 |-63.9  |26.6|100.3

M062X/Def2T|-104.4 |372.8|364.4| 1.798|-112.5 |-63.2  |28.0|101.5

B3/6-311++G|-80.7  |370.5|362.5| 1.938|-84.0  |-36.0  |26.7|100.1

++++++++++++++++++++++++++++++++

FCH2CH2OH..F-

C2H5F2O  mw:83.031

Core ion CAS: Z-16984-48-8 Solvent: 371-62-0 fg:481 cnt:1034

HOF(solv)= -99.5/1.0 GpAd 93SP     
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 27.0/2.0 IMRE | HOF(A-)=-193.7/2.3 AfIN p:4

DaffH(X..Y-)= 34.8/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 31-33 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fjjohf.zcf]

CBS-QB3    |-200.8 | 41.1| 33.1| 27.0|-100.6 |-59.0  

G3MP2B3    |-197.9 | 36.9| 29.4| 25.2|-100.9 |-60.1  

G3MP2B3+   |-198.3 | 39.2| 31.8| 24.8|-99.0  |-60.1  

G4MP2      |-196.6 | 36.4| 28.4| 27.0|-98.2  |-62.0  

M062X/Def2T|-195.4 | 50.4| 42.7| 25.7|-99.0  |-45.9  

B3/6-311++G|-190.3 |     |     |     |       |       

++++++++++++++++++++++++++++++++

FCH2CH2OD..F-

C2H4DF2O  mw:84.038

Core ion CAS: Z-16984-48-8 Solvent: 86931-94-4 fg:481 cnt:6537

HOF(solv)= -99.5/1.0 GpAd 93SP     

----

92WIL/SZU    Datum: DaffG= 26.5/2.0 IMRE p:8

Reported relative to ROH.bullet..bullet.F-, 0.5 kcal/mol weaker.

++++++++++++++++++++++++++++++++

(H2O)2..F2CHCO2-

C2H5F2O4  mw:131.016 fg:238 cnt:3245

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.3/0.3 IMRE | HOF(A-)=-372.6/2.5 AfIN p:8

DaffH(X..Y-)= 12.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

F2Si(Me)CH2-

C2H5F2Si  mw:95.013 Anion CAS: Z-123324-76-5 fg:92 cnt:2356

HOF(AH)= -224.0/3.0 Est4         |

DacidS=28.5/2.0 Stat |  S(A-)=82.7/2.0 Acid |  S(AH)=80.2/0.3  76BEN

----

90ALL/MCM    Datum: DacidG= 371.5/4.5 IMRB | HOF(A-)=-209.7/5.4 Acid p:7

DacidH(AH)= 380.0/4.5 G+TS

Between PhCH3, HCF3.

----

90ALL/MCM    Datum: DaffH= 40.0/2.0 IMRB p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2sirj.zaf]

W1U        |-210.4 |380.7|372.7|      |-225.3 |       |26.6|     

CBS-QB3    |-208.1 |380.5|372.6| 1.571|-222.9 |-171.9 |26.7|103.2

G3MP2B3    |-207.5 |379.9|372.1| 1.618|-220.2 |-170.1 |26.0|102.2

G3MP2B3+   |-207.2 |379.9|372.1| 1.616|-219.9 |-169.9 |26.4|102.2

G4MP2      |-208.5 |380.1|372.3| 1.523|-221.4 |-173.3 |26.1|100.2

M062X/Def2T|-204.9 |380.6|372.8| 1.453|-220.9 |-171.5 |26.4|101.5

B3/6-311++G|-179.8 |377.8|369.9| 1.646|-190.3 |-141.8 |26.6|100.6

++++++++++++++++++++++++++++++++

CH2=CHGeH2-

C2H5Ge  mw:102.961 Anion CAS: Z-158445-22-8 fg:59 cnt:5116

DacidS=25.5/3.0 Calc | 

----

01GAL/DEC    Datum: DacidG= 350.6/1.2 IMRE p:9

DacidH(AH)= 358.2/1.5 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vgeh.zaf]

CBS-QB3    |27.2   |362.0|354.4| 1.588|31.0   |63.8   |25.5|85.0 

G3MP2B3    |30.1   |360.7|352.9| 1.610|36.7   |67.2   |25.9|82.6 

G3MP2B3+   |28.6   |360.7|353.3| 1.614|35.1   |65.8   |25.1|82.8 

G4MP2      |30.7   |360.9|353.4| 1.576|36.9   |67.0   |25.2|82.2 

M062X/Def2T|38.2   |362.1|354.7| 1.306|40.8   |68.2   |24.8|79.5 

B3/6-311++G|36.1   |359.3|351.8| 1.636|44.1   |73.8   |25.0|81.8 

++++++++++++++++++++++++++++++++

H2NCH2CO2H..I-

C2H5INO2  mw:201.937

Core ion CAS: Z-20461-54-5 Solvent: 56-40-6 fg:484 cnt:10990

HOF(solv)= -93.7/0.1 neut 94PED/   

----

20ZHA/CAO    Datum: EA=3.85(5) eV LPES p:8

++++++++++++++++++++++++++++++++

EtN-.

C2H5N  mw:43.043 Anion CAS: Z-82539-33-1 fg:117 cnt:664

HOF(AH)=  36.5/3.0 d+ah          |

----

74RIC/STE2   Datum: EA=< 1.87(16) eV PD   [43.1(37) kcal] p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etn-d.zaf]

W1U        |62.4   |393.6|386.2| 0.293|34.6   |69.0   |25.1|86.5 

CBS-QB3    |63.6   |392.6|385.2| 0.323|36.7   |70.9   |25.1|86.3 

G3MP2B3    |63.5   |394.6|387.2| 0.245|36.1   |69.1   |    |8.0  

G4MP2      |62.2   |394.2|386.7| 0.318|35.2   |69.4   |25.1|86.3 

M062X/Def2T|71.2   |398.8|391.6|-0.064|37.1   |69.6   |24.2|84.6 

B3/6-311++G|59.2   |390.2|382.9| 0.414|36.2   |68.6   |24.5|84.5 

++++++++++++++++++++++++++++++++

HCONHMe-.

C2H5NO  mw:59.038 Anion CAS: N-123-39-7 fg:102 cnt:4972

HOF(A.)= -44.2/1.0 GpAd 93SP     |

----

02LEC/LUC    Datum: EA=0.0154(10) eV Rydb p:7

----

99DES/PER    Datum: EA=0.0157 eV Rydb p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hconhr-z.zzf]

W1U        |-11.8  |     |     |-1.487|       |-46.2  |    |     

CBS-QB3    |-11.4  |     |     |-1.490|       |-45.9  |    |     

G3MP2B3    |-9.7   |     |     |-1.503|       |-44.4  |    |     

G3MP2B3+   |-33.1  |     |     |-0.493|       |-44.4  |    |     

G4MP2      |-11.4  |     |     |-1.419|       |-44.2  |    |     

M062X/Def2T|-6.8   |     |     |-1.684|       |-45.6  |    |     

B3/6-311++G|-29.8  |     |     |-0.454|       |-40.3  |    |     

++++++++++++++++++++++++++++++++

EtNO2-.

C2H5NO2  mw:75.033 Anion CAS: Z-34533-65-8 fg:102 cnt:7180

HOF(A.)= -24.4/0.1  94PED/       |

----

11ADA/WEB    Datum: EA=0.191(6) eV PVMI | HOF(A-)=-28.8/0.2 R-EA p:9

----

08STO/BOW    Datum: EA=0.3(2) eV LPES p:8

Vertical Detachment Energy:0.92(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etno2.zzf]

CBS-QB3    |-32.7  |     |     | 0.248|       |-27.0  |    |     

G3MP2B3    |-28.1  |     |     | 0.167|       |-24.3  |    |     

G3MP2B3+   |-28.2  |     |     | 0.168|       |-24.4  |    |     

G4MP2      |-30.1  |     |     | 0.254|       |-24.3  |    |     

M062X/Def2T|-26.1  |     |     | 0.150|       |-22.7  |    |     

B3/6-311++G|-26.9  |     |     | 0.497|       |-15.5  |    |     

++++++++++++++++++++++++++++++++

EtONO2..SO2..NO2-

mw:155.007 fg:488 cnt:12013

----

78LUC/WLO2   Datum: DaffH= 7.4/0.9 TDAs p:8

DaffG(X..Y-)= 4.2/0.3 NO2-

++++++++++++++++++++++++++++++++

MeN(NO)CH2-

C2H5N2O  mw:73.041 Anion CAS: Z-103769-78-4 fg:92 cnt:1339

HOF(AH)=  14.8/2.0  09SWI/       |

DacidS=23.8/2.0 Stat | 

----

85ING/NIB3#  Datum: DacidG= 374.5/2.0 IMRE | HOF(A-)=30.7/2.9 Acid p:9

DacidH(AH)= 381.6/2.1 G+TS

The experimental .DELTA.fH(Me2NNO) {67KOR/PEP} is incorrect: JEB, manuscript in preparation.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jnrno.zaf]

W1U        |30.4   |383.4|377.2| 0.880|12.9   |50.9   |21.0|90.1 

CBS-QB3    |30.2   |383.6|377.9| 0.847|12.4   |49.9   |19.2|89.6 

G3MP2B3    |30.7   |382.9|376.7| 0.979|15.0   |53.4   |21.0|90.6 

G3MP2B3+   |30.1   |382.5|375.8| 0.999|14.8   |53.2   |22.4|90.5 

G4MP2      |29.7   |382.1|375.4| 0.936|14.8   |51.4   |22.5|88.7 

M062X/Def2T|36.6   |387.3|380.6| 0.629|14.0   |51.2   |22.7|89.3 

++++++++++++++++++++++++++++++++

(H2O)2..{HCN}..CN-

C2H5N2O2  mw:89.036 fg:485 cnt:4025

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

89MEO/SPE    Datum: DaffG= 4.2/1.4 TDAs | HOF(A-)=-110.0/2.8 AfIN p:8

DaffH(X..Y-)= 9.5/1.0 TDAs

++++++++++++++++++++++++++++++++

EtNO2..NO2-

C2H5N2O4  mw:121.025

Core ion CAS: Z-14797-65-0 Solvent: 79-24-3 fg:488 cnt:6398

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 8.9/2.1 TDAs | HOF(A-)=-84.5/0.6 AfIN p:8

DaffH(X..Y-)= 15.8/0.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etno2no2.zcf]

CBS-QB3    |-90.8  | 17.3|  7.3| 33.4|-27.0  |-46.5  

G3MP2B3    |-85.6  | 16.8|  7.3| 32.0|-24.3  |-44.4  

G3MP2B3+   |-86.0  | 17.0|  8.5| 28.3|-24.4  |-44.6  

G4MP2      |-85.1  | 15.8|  6.3| 31.9|-24.3  |-45.0  

M062X/Def2T|-80.7  | 20.3| 11.4| 29.8|-22.7  |-37.6  

B3/6-311++G|-76.5  | 16.7|  8.1| 28.8|-15.5  |-44.3  

++++++++++++++++++++++++++++++++

MeNO2..CH2NO2-

C2H5N2O4  mw:121.025

Core ion CAS: Z-18137-96-7 Solvent: 75-52-5 fg:270 cnt:6418

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 8.4/2.1 TDAs | HOF(A-)=-33.7/0.5 AfIN p:8

DaffH(X..Y-)= 15.9/0.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rno2jno2.zcf]

CBS-QB3    |-66.9  | 18.1|  8.8| 31.1|-20.0  |-28.8  

G3MP2B3    |-57.6  | 14.4|  4.5| 35.4|-17.1  |-26.1  

G3MP2B3+   |-61.0  | 17.7|  9.1| 28.9|-17.2  |-26.2  

G4MP2      |-60.6  | 16.9|  6.9| 33.5|-17.2  |-26.5  

M062X/Def2T|-58.6  | 19.3| 10.6| 29.1|-15.4  |-23.9  

B3/6-311++G|-53.9  | 16.7|  8.0| 29.4|-11.7  |-25.5  

++++++++++++++++++++++++++++++++

EtONO2..NO2-

C2H5N2O5  mw:137.020

Core ion CAS: Z-14797-65-0 Solvent: 7783-07-5 fg:488 cnt:3875

HOF(solv)= -36.8/0.2  94PED/       

----

83WLO/LUC2   Datum: DaffG= 10.3/3.5 TDEq | HOF(A-)=-101.9/1.0 AfIN p:8

DaffH(X..Y-)= 20.9/1.0 TDEq

Equilibration with SO2.bullet..bullet.NO2-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etno3no2.zcf]

G3MP2B3    |-94.1  | 12.9|  4.9| 26.8|-36.8  |-44.4  

G3MP2B3+   |-94.7  | 13.2|  6.7| 21.9|-36.9  |-44.6  

G4MP2      |-93.3  | 12.1|  4.0| 27.0|-36.3  |-45.0  

M062X/Def2T|-90.4  | 15.8|  7.4| 28.2|-36.9  |-37.6  

B3/6-311++G|-81.5  | 11.8|  5.1| 22.6|-25.4  |-44.3  

++++++++++++++++++++++++++++++++

EtONO2..NO3-

C2H5N2O6  mw:153.015

Core ion CAS: Z-14797-55-8 Solvent: 7783-07-5 fg:489 cnt:3878

HOF(solv)= -36.8/0.2  94PED/       

----

83WLO/LUC2   Datum: DaffG= 7.6/0.5 TDAs | HOF(A-)=-127.3/0.7 AfIN p:8

DaffH(X..Y-)= 17.2/0.6 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etno3no3.zcf]

G3MP2B3    |-123.3 | 13.7|  6.2| 25.4|-36.8  |-72.8  

G3MP2B3+   |-123.5 | 13.5|  7.2| 21.2|-36.9  |-73.0  

G4MP2      |-122.4 | 12.9|  5.3| 25.5|-36.3  |-73.2  

M062X/Def2T|-124.0 | 15.2|  7.3| 26.5|-36.9  |-71.8  

B3/6-311++G|-109.1 | 11.6|  5.3| 21.2|-25.4  |-72.1  

++++++++++++++++++++++++++++++++

H2O..NaOAc-.

C2H5NaO3  mw:100.014

Core ion CAS: N-934272-36-3 Solvent: 7732-18-5 fg:102 cnt:9212

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZHA/HOU    Datum: EA=0.42(8) eV LPES p:8

DaffH(AH)=  0.7/2.0 dEA

Vertical Detachment Energy:0.45(8) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [naoacw.zzf]

M062X/Def2T|-194.3 | 12.2|  4.1| 26.9|-53.6  |-128.5 | 0.366

++++++++++++++++++++++++++++++++

EtO-

C2H5O  mw:45.035 Anion CAS: Z-16331-64-9 fg:30 cnt:521

HOF(A.)=  -3.0/0.5 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -56.2/0.1  94PED/       |

DacidS=22.0/1.1 Stat |  S(A-)=63.6/1.1 Acid |  S(AH)=67.6/0.3  69BEN/CRU

----

00RAM/DAV    Datum: EA=1.712(4) eV LPES | HOF(A-)=-42.5/0.6 R-EA p:9

DacidG(AH)= 372.8/0.4 H-TS| DacidH(AH)= 379.4/1.0 D-EA

DaffH(AH)=  37.5/0.6 A-IN

----

19STO/BAR    Datum: EA=1.71(2) eV LPES p:8

Vertical Detachment Energy:1.755(20) eV.

----

02ERV/DET    Datum: DacidH(AH)= 378.7/0.7 CIDC p:8

----

93HAA/HAR    Datum: DacidH(AH)= 378.0/2.0 CIDC p:8

DacidG(AH)= 371.4/2.0 H-TS

Both metastable and 50 eV collision energy.

----

93DAN/MOT    Datum: EA=1.715(7) eV LPES p:8

----

82ELL/ENG    Datum: EA=1.726(33) eV LPES p:8

----

99DET/ERV    Datum: DacidH(AH)= 379.1/0.1 CIDT p:7

----

82MAC/RAK    Datum: DacidG= 372.0/2.2 kfkr p:6

DacidH(AH)= 378.6/2.2 G+TS

Anchored on HCCH from the D-EA cycle.

----

79BAR/SCO #  Datum: DacidG= 370.8/2.0 IMRE p:6

DacidH(AH)= 377.4/2.0 G+TS EA(ev)= 1.801 DaffH(X..Y-)= 39.5/2.2 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

68WIL/HAM #  Datum: HOF(A-)=-34.9/5.4 EIAE p:4

EA(eV)= 1.383 DaffH(X..Y-)= 30.0/5.4 A-IN

From Et2O. Reworked with modern thermochemical data.

----

63TRE/NEU #  Datum: DacidH(AH)= 373.6/6.9 EIAE p:3

EA(eV)= 1.964

From EtOH. Reworked with modern neutral thermochemistry.

----

69PAG/GOO    Datum: EA=0.590 eV SI   [13.6 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [eto.zaf]

W1U        |-43.8  |379.8|372.7| 1.690|-57.7  |-4.4   |23.9|105.4

CBS-QB3    |-43.4  |378.9|371.7| 1.719|-56.5  |-3.3   |24.0|105.3

G3MP2B3    |-43.1  |379.9|372.7| 1.724|-55.8  |-3.1   |24.1|104.8

G3MP2B3+   |-43.7  |379.4|372.3| 1.735|-56.0  |-3.3   |24.0|104.7

G4MP2      |-43.2  |379.6|372.4| 1.683|-55.6  |-4.4   |24.0|103.3

M062X/Def2T|-37.3  |381.9|374.8| 1.445|-54.5  |-3.8   |23.7|102.8

B3/6-311++G|-40.0  |375.9|368.8| 1.646|-48.6  |-1.6   |24.0|99.1 

++++++++++++++++++++++++++++++++

MeOCH2-

C2H5O  mw:45.035 Anion CAS: Z-61192-30-1 fg:92 cnt:974

HOF(A.)=  -3.1/1.0 D+AH          | BDE(A-H)= 93.0/1.0  82MCM/GOL     

HOF(AH)= -44.0/0.1  94PED/       |

DacidS=29.5/3.0 Stat |  S(A-)=67.4/3.0 Acid |  S(AH)=63.9/0.3  69STU/WES

----

84DEP/BIE    Datum: DacidH(AH)= 407.0/2.0 Bran | HOF(A-)=-2.7/2.0 Acid p:7

DacidG(AH)= 398.2/2.2 H-TS  EA(eV)=-0.017

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jor.zaf]

W1U        |1.7    |412.9|405.5|-0.125|-45.3  |-1.0   |24.9|96.5 

CBS-QB3    |2.1    |413.1|405.6|-0.114|-45.3  |-0.4   |25.2|97.0 

G3MP2B3    |2.2    |413.2|405.7|-0.086|-43.8  |0.4    |25.1|96.3 

G3MP2B3+   |1.7    |412.8|405.2|-0.070|-43.9  |0.2    |25.5|96.2 

G4MP2      |2.0    |412.8|405.3|-0.104|-43.6  |-0.2   |25.0|95.5 

M062X/Def2T|6.7    |415.8|408.3|-0.342|-44.5  |-1.0   |25.2|95.5 

B3/6-311++G|6.3    |410.8|402.8|-0.097|-37.3  |4.1    |26.8|93.5 

++++++++++++++++++++++++++++++++

CH3CD2O-

C2H3D2O  mw:47.047 Anion CAS: Z-148982-01-8 fg:30 cnt:2916 BDE(A-H)= 103.6/2.1 D-EA 93DAN/MOT

DacidS=22.3/1.0 Stat | 

----

93DAN/MOT    Datum: EA=1.712(7) eV LPES p:9

----

93DAN/MOT    Datum: DacidG= 371.1/2.1 CIDC p:9

DacidH(AH)= 377.8/2.1 G+TS

Acidity 0.35/0.15 kcal/mol weaker than CH3CH2OH.

++++++++++++++++++++++++++++++++

CD3CH2O-

C2H2D3O  mw:48.053 Anion CAS: Z-148982-02-9 fg:30 cnt:2900 BDE(A-H)= 103.5/2.2 D-EA 93DAN/MOT

DacidS=22.3/1.0 Stat | 

----

93DAN/MOT    Datum: DacidG= 371.0/2.2 CIDC p:9

DacidH(AH)= 377.7/2.2 G+TS

CIDC in SIFT at 30 V: 0.20/0.15 kcal/mol weaker than protio form.

----

93DAN/MOT    Datum: EA=1.709(7) eV LPES p:9

++++++++++++++++++++++++++++++++

CD3CD2O-

C2D5O  mw:50.066 Anion CAS: Z-83364-06-1 fg:30 cnt:522 BDE(A-H)= 104.1/2.8 D-EA 93DAN/MOT

DacidS=24.1/2.0 Stat | 

----

00RAM/DAV    Datum: EA=1.699(4) eV LPES p:9

DacidG(AH)= 371.3/0.7 H-TS| DacidH(AH)= 378.5/0.4 D-EA

----

93DAN/MOT    Datum: DacidG= 371.3/2.0 IMRE p:9

DacidH(AH)= 378.5/2.1 G+TS

----

93HAA/HAR    Datum: DacidH(AH)= 378.6/2.0 CIDC p:8

Both metastable and 50 eV collision energy.

----

93DAN/MOT    Datum: EA=1.703(7) eV LPES p:8

----

82ELL/ENG    Datum: EA=1.702(33) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2d5o.zaf]

W1U        |-52.8  |382.4|375.5| 1.680|-69.4  |-13.7  |23.3|107.8

CBS-QB3    |-50.3  |381.6|374.6| 1.707|-65.7  |-10.5  |23.4|107.3

G3MP2B3    |-52.0  |383.4|375.6| 1.709|-67.3  |-12.3  |26.3|108.0

G4MP2      |-50.0  |382.3|375.3| 1.688|-64.7  |-10.8  |23.4|106.0

M062X/Def2T|-43.5  |384.3|377.3| 1.420|-62.6  |-10.4  |23.5|104.8

B3/6-311++G|-17.8  |376.1|369.2| 1.554|340.0  |18.3   |23.3|97.1 

++++++++++++++++++++++++++++++++

MeSOCH2-

C2H5OS  mw:77.007 Anion CAS: Z-13810-16-7 fg:71 cnt:778

HOF(A.)=   5.7/2.0 D+AH          | BDE(A-H)= 94.0/2.0 SDEA 98BOR/LIU 

HOF(AH)= -36.2/0.2  94PED/       |

DacidS=23.7/1.0 Stat |  S(A-)=70.9/1.4 Acid |  S(AH)=73.2/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 366.4/2.0 IMRE | HOF(A-)=-28.4/2.0 Acid p:9

DacidH(AH)= 373.5/2.0 G+TS EA(ev)= 1.480

----

78CUM/KEB    Datum: DacidG= 367.2/2.0 IMRE p:8

DacidH(AH)= 374.3/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsor.zaf]

W1U        |-27.6  |376.2|368.8| 1.706|-38.0  |11.9   |24.7|102.0

CBS-QB3    |-25.8  |376.3|369.0| 1.705|-36.3  |13.8   |24.7|102.3

G3MP2B3    |-25.6  |375.9|368.0| 1.767|-34.4  |15.4   |26.5|101.9

G3MP2B3+   |-25.7  |375.9|368.6| 1.772|-34.4  |15.4   |24.6|101.9

G4MP2      |-27.8  |375.6|368.3| 1.724|-36.3  |12.2   |24.6|100.6

M062X/Def2T|-19.3  |378.0|370.6| 1.555|-32.6  |16.9   |24.6|101.5

B3/6-311++G|0.6    |376.1|368.8| 1.677|-8.2   |39.5   |24.5|99.8 

++++++++++++++++++++++++++++++++

EtOSS-

C2H5OS2  mw:108.979 Anion CAS: Z-212307-35-2 fg:56 cnt:4950

DacidS=26.0/3.0 Stat | 

----

97SMI/OHA    Datum: DacidG= 343.0/4.0 IMRB p:6

DacidH(AH)= 350.8/4.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etoss.zaf]

W1U        |-63.1  |338.8|331.3|      |-36.1  |       |25.0|     

CBS-QB3    |-63.5  |337.8|330.4|      |-35.6  |       |25.0|     

G3MP2B3    |-61.3  |338.7|331.3| 1.886|-32.8  |-17.8  |24.9|67.1 

G3MP2B3+   |-61.4  |338.7|331.2| 1.889|-32.9  |-17.9  |25.0|67.1 

G4MP2      |-62.4  |339.3|331.9| 1.782|-34.6  |-21.3  |24.8|65.3 

M062X/Def2T|-59.7  |340.8|334.2| 1.674|-35.8  |-21.0  |22.0|66.9 

B3/6-311++G|-38.9  |336.2|328.8| 1.952|-7.9   |6.1    |25.1|66.1 

++++++++++++++++++++++++++++++++

CH2=Si(Me)O-

C2H5OSi  mw:73.012 Anion CAS: Z-92641-69-5 fg:63 cnt:1787

DacidS=24.0/2.0 Stat | 

----

90DAM/KRE    Datum: DacidG= 356.5/4.0 IMRB p:7

DacidH(AH)= 363.7/4.0 G+TS

Between CF3CH2OH and CH3CHO in acidity.

----

84FRO/FRE    Datum: DacidG= 356.6/4.0 IMRB p:6

DacidH(AH)= 363.8/4.0 G+TS

Between aniline, CF3CH2OH in acidity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsior.zaf]

W1U        |-69.3  |359.0|352.9| 2.332|-62.4  |-15.3  |20.5|99.2 

CBS-QB3    |-67.7  |358.8|352.5| 2.347|-60.7  |-13.4  |20.9|99.5 

G3MP2B3    |-68.9  |358.2|353.0| 2.390|-59.9  |-13.5  |17.4|98.5 

G3MP2B3+   |-69.0  |358.2|353.2| 2.388|-60.0  |-13.7  |16.6|98.4 

G4MP2      |-68.7  |358.1|352.3| 2.345|-59.6  |-14.3  |19.5|97.4 

M062X/Def2T|-63.1  |359.6|352.8| 2.200|-58.1  |-12.1  |22.9|98.0 

B3/6-311++G|-48.4  |359.6|354.3| 2.243|-40.8  |3.6    |18.0|96.5 

++++++++++++++++++++++++++++++++

H2O..CH2=CHO-

C2H5O2  mw:61.030

Core ion CAS: Z-35731-40-9 Solvent: 7732-18-5 fg:262 cnt:2082

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88MEO/   2   Datum: DaffG= 9.6/1.0 TDAs | HOF(A-)=-112.2/1.2 AfIN p:8

DaffH(X..Y-)= 15.4/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [vow.zcf]

CBS-QB3    |-113.5 | 16.8|  8.0| 29.5|-58.2  |-38.5  

G3MP2B3    |-113.7 | 16.4|  7.6| 29.6|-57.6  |-39.7  

G3MP2B3+   |-114.2 | 16.8|  8.9| 26.4|-57.6  |-39.8  

G4MP2      |-113.1 | 16.1|  7.4| 29.2|-57.5  |-39.4  

M062X/Def2T|-108.7 | 19.4| 10.5| 29.7|-53.6  |-35.6  

B3/6-311++G|-107.6 | 16.7|  8.8| 26.6|-54.2  |-36.7  

++++++++++++++++++++++++++++++++

HOCH2CH2O-

C2H5O2  mw:61.030 Anion CAS: Z-24509-66-8 fg:31 cnt:2457

HOF(A.)= -40.7/2.0 D+AH          | BDE(A-H)= 104.0/2.0 Est2          

HOF(AH)= -93.7/1.0  94PED/       |

DacidS=24.7/3.0 Calc |  S(A-)=75.1/3.2 Acid |  S(AH)=76.4/1.0 GpAd 93SP

----

93CRO/BAR #  Datum: DacidG= 360.9/2.0 IMRE | HOF(A-)=-91.2/2.4 Acid p:9

DacidH(AH)= 368.3/2.2 G+TS EA(ev)= 2.140

The entropy of acidity was revised from the original, based on composite computational values(18BAR/).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj2o-c.zaf]

W1U        |-94.9  |366.1|359.4| 2.323|-95.2  |-41.1  |22.8|106.3

G3MP2B3    |-93.5  |366.7|359.4| 2.333|-93.0  |-39.5  |24.5|105.7

G3MP2B3+   |-94.0  |     |     | 2.339|       |-39.8  |    |     

M062X/Def2T|-90.0  |367.3|360.3| 2.132|-92.6  |-40.2  |23.4|104.5

B3/6-311++G|-85.0  |363.7|357.0| 2.223|-81.5  |-33.5  |22.7|100.1

++++++++++++++++++++++++++++++++

EtOO-

C2H5O2  mw:61.030 Anion CAS: Z-268728-75-2 fg:42 cnt:5312

HOF(A.)=  -6.1/1.3  15BUR/SIM    | BDE(A-H)= 84.7/2.0 D-EA           

HOF(AH)= -39.8/2.8  15BUR/SIM    |

DacidS=23.6/1.0 Stat | 

----

01BLA/RAM    Datum: EA=1.186(4) eV LPES p:9

----

01BLA/RAM    Datum: DacidG= 363.9/2.0 IMRE | HOF(A-)=-34.6/3.5 Acid p:8

DacidH(AH)= 370.9/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etoo.zaf]

W1U        |-33.4  |372.3|365.1| 1.185|-39.8  |-6.1   |23.9|85.9 

CBS-QB3    |-34.0  |371.9|364.9| 1.198|-40.2  |-6.4   |23.6|85.9 

G3MP2B3    |-31.9  |373.2|366.1| 1.175|-37.8  |-4.8   |23.8|85.2 

G3MP2B3+   |-31.9  |373.2|366.2| 1.174|-37.9  |-4.8   |23.5|85.2 

G4MP2      |-32.2  |372.5|365.3| 1.150|-37.5  |-5.6   |24.0|83.9 

M062X/Def2T|-26.2  |375.5|368.3| 0.874|-37.0  |-6.0   |24.0|83.0 

B3/6-311++G|-25.4  |369.9|362.9| 1.117|-28.0  |0.4    |23.5|80.5 

++++++++++++++++++++++++++++++++

MeSO2CH2-

C2H5O2S  mw:93.002 Anion CAS: Z-29119-74-2 fg:72 cnt:779

HOF(A.)= -42.3/2.1 D+AH          | BDE(A-H)= 99.0/2.0 SDEA 98BOR/LIU 

HOF(AH)= -89.2/0.7  94PED/       |

DacidS=25.4/3.0 Stat |  S(A-)=75.4/3.2 Acid |  S(AH)=76.0/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 358.2/2.0 IMRE | HOF(A-)=-89.1/2.3 Acid p:9

DacidH(AH)= 365.8/2.2 G+TS EA(ev)= 2.031

----

78CUM/KEB    Datum: DacidG= 358.9/2.0 IMRE p:8

DacidH(AH)= 366.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jso2r.zaf]

W1U        |-89.2  |367.9|360.7| 2.192|-91.2  |-38.3  |24.3|105.1

CBS-QB3    |-87.8  |367.4|360.2| 2.220|-89.5  |-36.3  |24.4|105.3

G3MP2B3    |-84.1  |367.6|359.7| 2.239|-84.5  |-32.1  |26.5|104.5

G3MP2B3+   |-84.0  |367.7|360.3| 2.242|-84.4  |-32.0  |24.7|104.5

G4MP2      |-88.0  |367.5|360.3| 2.162|-88.4  |-37.8  |24.2|102.7

M062X/Def2T|-79.1  |367.5|360.0| 2.120|-81.9  |-29.8  |25.1|104.2

B3/6-311++G|-37.1  |367.1|359.8| 2.194|-36.9  |13.8   |24.6|102.8

++++++++++++++++++++++++++++++++

MeOH..HCO2-

C2H5O3  mw:77.024

Core ion CAS: Z-71-47-6 Solvent: 67-56-1 fg:234 cnt:1525

HOF(solv)= -48.1/0.1 neut 94PED/   

----

86MEO/SIE2   Datum: DaffG= 10.5/1.6 TDAs | HOF(A-)=-65.7/1.0 AfIN p:8

DaffH(X..Y-)= 17.6/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohhco2.zcf]

CBS-QB3    |-180.9 | 18.0|  9.9| 27.2|-48.8  |-114.0 

G3MP2B3    |-178.2 | 17.5|  9.9| 25.6|-47.8  |-112.9 

G3MP2B3+   |-178.4 | 17.5|  9.3| 27.5|-47.9  |-113.1 

G4MP2      |-177.5 | 16.9|  8.3| 28.9|-47.8  |-112.8 

M062X/Def2T|-175.9 | 19.6| 11.7| 26.5|-46.6  |-109.6 

B3/6-311++G|-169.5 | 16.5|  8.4| 27.4|-43.7  |-109.3 

++++++++++++++++++++++++++++++++

H2O..MeCO2-

C2H5O3  mw:77.024

Core ion CAS: Z-71-50-1 Solvent: 7732-18-5 fg:234 cnt:1528

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/SIE2   Datum: DaffG= 9.3/1.6 TDAs | HOF(A-)=-73.8/1.0 AfIN p:9

DaffH(X..Y-)= 16.0/1.0 TDAs

----

08WIN/       Datum: DaffG= 9.0/1.4 TDAs p:8

DaffH(X..Y-)= 16.4/0.8 TDAs

----

99MEO/ELM    Datum: DaffG= 9.5/2.2 TDAs p:8

DaffH(X..Y-)= 15.9/1.0 TDAs

----

09WAN/JAG    Datum: EA=4.08(5) eV LPES p:7

DaffH(AH)=  19.1/1.2 dEA

----

95BLA/KLA    Datum: DaffG= 9.4/0.3 IMRE p:7

DaffH(X..Y-)= 16.4/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rco2w.zcf]

W1U        |-195.6 | 15.1|  6.5| 28.8|-58.5  |-121.9 

CBS-QB3    |-195.6 | 14.8|  5.8| 30.2|-58.2  |-122.6 

G3MP2B3    |-193.5 | 14.5|  6.0| 28.8|-57.6  |-121.4 

G3MP2B3+   |-194.1 | 15.0|  6.9| 27.0|-57.6  |-121.5 

G4MP2      |-192.8 | 14.2|  5.3| 29.8|-57.5  |-121.1 

M062X/Def2T|-189.4 | 17.1|  8.6| 28.5|-53.6  |-118.7 

B3/6-311++G|-183.5 | 15.2|  7.5| 26.1|-54.2  |-114.0 

++++++++++++++++++++++++++++++++

H2O..MeOCO2-

C2H5O4  mw:93.019

Core ion CAS: Z-49745-25-7 Solvent: 7732-18-5 fg:238 cnt:3199

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.3/0.3 IMRE | HOF(A-)=-52.4 AfIN p:8

DaffH(X..Y-)= 15.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [roco2w.zcf]

CBS-QB3    |-245.0 | 16.8|  7.6| 30.9|-58.2  |-170.0 

G3MP2B3    |-241.2 | 16.3|  7.1| 30.9|-57.6  |-167.4 

G3MP2B3+   |-241.4 | 16.3|  7.5| 29.3|-57.6  |-167.5 

G4MP2      |-239.8 | 15.7|  6.5| 31.0|-57.5  |-166.5 

M062X/Def2T|-240.3 | 18.4|  9.6| 29.2|-53.6  |-168.3 

B3/6-311++G|-225.9 | 15.9|  7.2| 29.4|-54.2  |-155.8 

++++++++++++++++++++++++++++++++

EtS-

C2H5S  mw:61.012 Anion CAS: Z-20733-13-5 fg:53 cnt:652

HOF(A.)=  23.5/2.2 D+AH          | BDE(A-H)= 86.7/2.1 D-EA           

HOF(AH)= -11.0/0.1  94PED/       |

DacidS=21.2/1.4 A-AH |  S(A-)=66.0/1.0 Isoe 82WAG/EVA |  S(AH)=70.8/1.0  82WAG/EVA

----

80JAN/REE    Datum: EA=1.953(4) eV LPD  p:9

----

79BAR/SCO #  Datum: DacidG= 348.9/2.0 IMRE | HOF(A-)=-21.5/2.9 Acid p:8

DacidH(AH)= 355.2/2.0 G+TS DaffH(X..Y-)= 68.2/2.9 A-IN

----

88MOR/ELL    Datum: EA=1.947(13) eV LPES p:7
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=1.62 eV SI   [37.4 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ets.zaf]

W1U        |-23.3  |355.7|348.7| 1.960|-13.2  |22.0   |23.5|87.3 

CBS-QB3    |-22.9  |354.2|347.4| 1.995|-11.4  |23.2   |23.0|86.8 

G3MP2B3    |-23.2  |355.2|348.3| 1.992|-11.2  |22.8   |23.1|86.2 

G3MP2B3+   |-23.4  |355.2|348.3| 1.994|-11.3  |22.8   |23.0|86.2 

G4MP2      |-22.9  |355.9|349.0| 1.940|-11.6  |22.0   |23.1|85.7 

M062X/Def2T|-17.0  |358.1|351.4| 1.779|-10.4  |24.0   |22.8|86.5 

B3/6-311++G|-14.8  |354.1|347.1| 1.920|-1.7   |29.6   |23.6|83.4 

++++++++++++++++++++++++++++++++

MeSCH2-

C2H5S  mw:61.012 Anion CAS: Z-61192-31-2 fg:92 cnt:885

HOF(A.)=  35.6/1.0 D+AH          | BDE(A-H)= 96.6/1.0  85SHU/BEN     

HOF(AH)=  -8.9/0.1  94PED/       |

DacidS=28.0/2.0 Stat |  S(A-)=70.4/2.0 Acid |  S(AH)=68.4/0.3  69STU/WES

----

88MOR/ELL    Datum: EA=0.868(51) eV LPES p:9

DacidH(AH)= 390.2/1.8 D-EA

----

84ING/NIB    Datum: DacidG= 386.0/2.0 IMRE | HOF(A-)=19.7/2.1 Acid p:9

DacidH(AH)= 394.4/2.1 G+TS EA(ev)= 0.687

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsr.zaf]

W1U        |17.2   |394.0|386.0| 0.581|-11.0  |30.8   |26.9|93.9 

CBS-QB3    |18.7   |394.1|386.0| 0.598|-9.7   |32.6   |27.0|94.4 

G3MP2B3    |17.3   |393.7|385.3| 0.669|-9.2   |32.8   |27.9|94.1 

G3MP2B3+   |16.5   |393.0|384.9| 0.692|-9.3   |32.6   |27.1|94.0 

G4MP2      |16.3   |393.6|385.5| 0.633|-10.1  |31.0   |27.0|93.2 

M062X/Def2T|22.6   |396.0|387.9| 0.436|-8.7   |32.8   |27.0|93.7 

B3/6-311++G|27.0   |393.3|385.3| 0.606|0.9    |41.1   |27.0|92.3 

++++++++++++++++++++++++++++++++

HSCH2CH2S-

C2H5S2  mw:92.984 Anion CAS: Z-68170-95-6 fg:54 cnt:5313 BDE(A-H)= 85.1/2.4 D-EA           

HOF(AH)=  -2.0/1.0 GpAd 93SP     |

DacidS=22.6/3.0 Est2 01KAR/WU |  S(A-)=80.4/3.2 Acid |  S(AH)=83.8/1.0 GpAd 93SP

----

01KAR/WU     Datum: EA=2.29(3) eV LPD  [52.8(6) kcal] p:9

----

01KAR/WU     Datum: DacidG= 339.2/2.1 IMRE | HOF(A-)=-21.7/2.5 Acid p:9

DacidH(AH)= 345.9/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsjjs-hg.zaf]

W1U        |-23.3  |347.8|340.6| 2.314|-5.3   |30.0   |24.2|87.4 

CBS-QB3    |-23.5  |346.9|339.6| 2.340|-4.6   |30.3   |24.4|87.0 

G3MP2B3    |-23.4  |347.9|340.8| 2.333|-4.1   |30.3   |24.1|86.5 

G3MP2B3+   |-23.5  |347.9|340.6| 2.336|-4.2   |30.2   |24.3|86.5 

G4MP2      |-23.4  |348.6|341.4| 2.259|-4.9   |28.5   |24.3|85.5 

M062X/Def2T|-17.8  |349.6|342.6| 2.111|-2.8   |31.0   |23.6|85.9 

B3/6-311++G|-8.1   |345.8|338.5| 2.351|13.5   |45.1   |24.2|83.7 

++++++++++++++++++++++++++++++++

MeSCH2S-

C2H5S2  mw:92.984 Anion CAS: Z-184168-94-3 fg:54 cnt:2141

HOF(A.)=  35.0/4.5 D+AH          | BDE(A-H)= 87.0/4.0 Est2           

HOF(AH)=   0.1/2.0 GpAd 93SP     |

DacidS=25.0/3.0 Stat | 

----

89GRA/ZHA    Datum: DacidG= 343.0/4.0 IMRB | HOF(A-)=-15.1/4.6 Acid p:7

DacidH(AH)= 350.5/4.1 G+TS EA(ev)= 2.175

Acidity between H2S, MeCO2H.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsjs.zaf]

W1U        |-19.7  |347.9|340.6| 2.319|-1.7   |33.8   |24.6|87.7 

G3MP2B3    |-19.6  |348.0|340.6| 2.351|-0.4   |34.6   |24.9|87.1 

G3MP2B3+   |-19.7  |347.9|340.6| 2.355|-0.5   |34.5   |24.8|87.1 

++++++++++++++++++++++++++++++++

EtSe-

C2H5Se  mw:108.956 Anion CAS: Z-244641-72-3 fg:57 cnt:6650

DacidS=23.0/3.0 Stat | 

----

05GUI/RIA    Datum: DacidG= 338.4/2.1 IMRE p:8

DacidH(AH)= 345.3/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etse.zaf]

CBS-QB3    |-23.7  |345.6|338.8| 2.026|-3.6   |23.1   |23.0|78.8 

G3MP2B3    |-20.6  |346.5|340.1| 2.012|0.1    |25.9   |21.4|77.9 

G3MP2B3+   |-20.6  |346.5|339.6| 2.013|0.1    |25.9   |23.2|77.9 

G4MP2      |-20.1  |346.8|340.0| 1.969|0.2    |25.4   |22.8|77.3 

M062X/Def2T|-12.3  |346.4|339.7| 1.739|5.9    |27.8   |22.7|74.0 

B3/6-311++G|-15.3  |345.8|338.9| 1.968|6.2    |30.2   |23.2|76.1 

++++++++++++++++++++++++++++++++

MeSiCH2-

C2H5Si  mw:57.017 Anion CAS: Z-166542-94-5 fg:86 cnt:1570

HOF(AH)=  22.0/2.0  86WAL/       |

DacidS=22.4/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

86DAM/DEP2   Datum: DacidG= 374.0/5.0 IMRB p:2

DacidH(AH)= 380.7/5.0 G+TS

May have rearranged to 2-sila-allyl anion. Composite computational methods(18BAR/) indicate a .DELTA.acidG of 354 kcal/mol for the structure given.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsij.zaf]

W1U        |25.7   |362.0|354.4| 1.834|29.5   |68.1   |25.5|90.7 

CBS-QB3    |27.0   |361.9|354.3| 1.804|30.9   |68.8   |25.4|90.0 

G3MP2B3    |23.8   |361.0|353.5| 1.938|30.0   |68.7   |25.1|90.8 

G3MP2B3+   |23.5   |360.8|353.3| 1.949|29.9   |68.6   |25.2|90.8 

G4MP2      |23.7   |361.0|353.4| 1.919|29.9   |68.2   |25.4|90.4 

M062X/Def2T|31.2   |363.0|355.5| 1.642|32.9   |69.2   |25.3|88.4 

B3/6-311++G|35.0   |361.3|353.8| 1.858|40.9   |78.0   |25.1|89.2 

++++++++++++++++++++++++++++++++

CH2=CHSiH2-

C2H5Si  mw:57.017 Anion CAS: Z-144309-95-5 fg:59 cnt:5113

HOF(AH)=  19.0/3.0 Est3          |

DacidS=25.4/3.0 Calc | 

----

01GAL/DEC    Datum: DacidG= 365.7/2.0 IMRE | HOF(A-)=26.6/3.7 Acid p:9

DacidH(AH)= 373.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vsih.zaf]

W1U        |28.3   |373.5|366.0| 1.327|20.7   |58.9   |25.1|90.3 

CBS-QB3    |29.6   |373.8|366.3| 1.301|21.5   |59.5   |25.1|90.1 

G3MP2B3    |27.5   |372.9|364.7| 1.358|21.8   |58.8   |27.4|89.1 

G3MP2B3+   |27.3   |372.8|365.3| 1.367|21.7   |58.8   |25.2|89.2 

G4MP2      |27.8   |373.1|365.6| 1.335|21.8   |58.6   |25.1|88.9 

M062X/Def2T|32.4   |373.1|365.7| 1.169|24.0   |59.4   |24.9|87.5 

B3/6-311++G|35.3   |371.2|363.7| 1.366|31.4   |66.8   |25.2|87.5 

++++++++++++++++++++++++++++++++

CH2=CHSnH2-

C2H5Sn  mw:148.942 Anion CAS: Z-158445-23-9 fg:59 cnt:5120

DacidS=24.0/3.0 Stat | 

----

01GAL/DEC    Datum: DacidG= 342.0/2.0 IMRE p:9

DacidH(AH)= 349.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vsnh2.za0]

M062X/Def2T|44.8   |346.0|338.3| 1.612|63.4   |81.8   |25.8|70.5 

++++++++++++++++++++++++++++++++

EtTe-

C2H5Te  mw:158.946 Anion CAS: Z-850094-93-8 fg:57 cnt:6651

----

05GUI/RIA    Datum: DacidG= 335.3/2.9 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ette.za0]

M062X/Def2T|-3.8   |336.0|329.2| 1.649|24.9   |34.3   |22.9|61.5 

++++++++++++++++++++++++++++++++

Me2AlO-

C2H6AlO  mw:73.024 Anion CAS: Z-126217-55-8 fg:42 cnt:2576

DacidS=23.4/3.0 Stat | 

----

91DAM/KRE    Datum: DacidG= 352.5/4.0 IMRB p:7

DacidH(AH)= 359.5/4.1 G+TS

Between CF3CH2OH and pyrrole.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2alo.zaf]

W1U        |-82.3  |373.8|366.9| 2.651|-90.2  |-21.1  |23.0|121.2

CBS-QB3    |-81.2  |372.7|365.8| 2.681|-88.1  |-19.2  |23.0|121.0

G3MP2B3    |-81.8  |372.2|365.0| 2.703|-86.8  |-19.4  |24.1|119.5

G3MP2B3+   |-81.9  |372.1|365.5| 2.709|-86.8  |-19.4  |22.0|119.5

G4MP2      |-80.8  |372.9|365.9| 2.630|-86.6  |-20.1  |23.5|118.6

M062X/Def2T|-75.5  |376.4|369.9| 2.349|-87.2  |-21.2  |21.8|118.1

B3/6-311++G|-66.0  |372.9|366.0| 2.485|-71.6  |-8.6   |22.9|115.1

++++++++++++++++++++++++++++++++

EtAsH-

C2H6As  mw:104.969 Anion CAS: Z-198995-49-2 fg:58 cnt:4109

DacidS=24.2/2.0 Stat | 

----

97GUI/DEC    Datum: DacidG= 358.7/2.1 IMRE p:9

DacidH(AH)= 365.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etash.zaf]

CBS-QB3    |3.2    |363.0|355.4| 1.193|5.9    |30.6   |25.4|76.8 

G3MP2B3    |2.1    |362.3|356.0| 1.130|7.1    |28.2   |20.9|73.3 

G3MP2B3+   |3.3    |363.4|355.7| 1.089|7.1    |28.3   |25.8|73.3 

G4MP2      |3.4    |363.6|355.4| 1.057|7.0    |27.6   |27.5|72.8 

M062X/Def2T|15.2   |367.2|358.0| 0.665|12.7   |30.3   |30.8|69.7 

B3/6-311++G|7.9    |364.1|356.4| 1.028|11.1   |31.6   |25.7|72.6 

++++++++++++++++++++++++++++++++

EtOH..Au-

C2H6AuO  mw:243.009

Core ion CAS: Z-19498-55-6 Solvent: 64-17-5 fg:24 cnt:11201

HOF(solv)= -56.2/0.1 neut 94PED/   

----

20WAN/HAN    Datum: EA=2.84(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au(SMe)2-

C2H6AuS2  mw:290.958 Anion CAS: Z-77424-97-6 fg:24 cnt:10625

----

12NIN/XIO    Datum: EA=3.33(3) eV LPES p:8

Vertical Detachment Energy:3.47(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ausr2.za0]

M062X/Def2T|-12.5  |     |     | 3.123|       |59.5   |    |     

++++++++++++++++++++++++++++++++

EtOH..Au2-

C2H6Au2O  mw:439.976

Core ion CAS: Z-66525-34-6 Solvent: 64-17-5 fg:24 cnt:11207

HOF(solv)= -56.2/0.1 neut 94PED/   

----

20WAN/HAN    Datum: EA=2.33(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Me2BF..F-

C2H6BF2  mw:79.054 Anion CAS: Z-59244-66-5 fg:481 cnt:1155

HOF(solv)=-112.0/2.0 Est5          

----

77MUR/BEA2   Datum: DaffH= 61.8 IMRB | HOF(A-)=-184.7 AfIN p:6

Fluoride Affinity: Et3B > Me2BF > MeSiF3 > Me3B > SF4.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r2bf2.zcf]

W1U        |-235.2 | 63.0| 53.1| 33.3|-112.1 |-60.1  

CBS-QB3    |-233.2 | 65.5| 55.8| 32.2|-108.7 |-59.0  

G3MP2B3    |-232.0 | 63.6| 53.5| 34.0|-108.3 |-60.1  

G3MP2B3+   |-232.4 | 63.8| 53.8| 33.6|-108.4 |-60.1  

G4MP2      |-230.6 | 61.3| 51.5| 33.0|-107.3 |-62.0  

M062X/Def2T|-233.7 | 75.3| 65.2| 33.9|-112.5 |-45.9  

B3/6-311++G|-220.8 | 46.8| 47.2| 33.4|-102.2 |-61.5  

++++++++++++++++++++++++++++++++

(MeO)2BF..F-

C2H6BF2O2  mw:111.043 Anion CAS: Z-75764-33-9 fg:481 cnt:1022

HOF(solv)=-234.0/3.0 Est5          
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 45.4/5.0 IMRE | HOF(A-)=-345.4/5.9 AfIN p:4

DaffH(X..Y-)= 52.0/5.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 50-52 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ro2bf2.zcf]

CBS-QB3    |-357.7 | 62.5| 52.6| 33.0|-236.2 |-59.0  | 4.323

G3MP2B3    |-353.6 | 60.1| 50.6| 31.8|-233.3 |-60.1  | 4.370

G3MP2B3+   |-353.7 | 60.2| 49.0| 37.5|-233.4 |-60.1  | 4.374

G4MP2      |-351.1 | 58.0| 47.9| 34.0|-231.2 |-62.0  | 4.246

M062X/Def2T|-360.6 | 71.7| 61.3| 34.9|-243.0 |-45.9  | 4.199

B3/6-311++G|-330.6 | 42.3| 43.1| 32.1|-216.4 |-61.5  | 3.902

++++++++++++++++++++++++++++++++

(MeO)2BO-

C2H6BO3  mw:89.042 Anion CAS: A-20542-39-6 fg:42 cnt:3604

HOF(AH)= -223.3/4.0 Est3         |

DacidS=23.0/2.0 Stat | 

----

94KIP/CRO    Datum: DacidG= 353.4/4.5 IMRB | HOF(A-)=-228.7/6.1 Acid p:7

DacidH(AH)= 360.3/4.5 G+TS

Between tBuCH=NOH, pyrrole. 93SP is wrong on GpAd for (MeO)2BOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ro2bo.zaf]

CBS-QB3    |-231.8 |358.8|352.8| 3.286|-224.8 |-155.7 |19.8|121.2

G3MP2B3    |-229.1 |360.0|353.9| 3.245|-221.9 |-154.0 |20.6|120.0

G3MP2B3+   |-229.4 |359.8|351.4| 3.265|-222.0 |-154.0 |28.2|120.1

G4MP2      |-227.8 |360.4|353.5| 3.156|-221.0 |-154.7 |22.9|118.4

M062X/Def2T|-235.0 |360.7|353.8| 3.049|-231.0 |-164.4 |23.0|118.7

B3/6-311++G|-214.9 |357.9|349.8| 3.130|-205.5 |-142.6 |27.2|115.0

++++++++++++++++++++++++++++++++

2,4-C2B5H6-

C2H6B5  mw:85.094 Anion CAS: A-20693-69-0 fg:92 cnt:1575
###### the following are "below the line": evaluated as not accurate ####

----

73ONA/HOW    Datum: DacidH(AH)=<452.0 EIAE p:2

From closo-2,4-C2B5H7. Composite computational methods(18BAR/) indicate a .DELTA.acidH ca. 371 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [24c2b5h6.zaf]

W1U        |16.2   |373.0|365.3|      |9.0    |       |25.8|     

CBS-QB3    |24.1   |372.0|364.3| 2.318|17.9   |77.6   |25.9|111.9

G3MP2B3    |25.6   |371.9|364.3| 2.360|20.9   |80.1   |25.7|111.4

G3MP2B3+   |25.4   |371.9|364.2| 2.364|20.8   |80.0   |25.8|111.4

G4MP2      |23.6   |371.5|363.8| 2.287|19.3   |76.5   |25.7|109.2

M062X/Def2T|-4.6   |372.1|364.4| 2.223|-12.0  |46.8   |25.7|110.8

M062X/Def2T|-5.6   |372.3|364.7| 6.045|-13.2  |136.3  |25.6|201.6

B3/6-311++G|40.5   |374.8|367.1| 2.130|33.0   |89.7   |25.7|108.8

B3/6-311++G|40.5   |374.8|367.1| 2.185|33.0   |89.7   |25.7|108.8

++++++++++++++++++++++++++++++++

EtOH..Br-

C2H6BrO  mw:124.961

Core ion CAS: Z-24959-67-9 Solvent: 64-17-5 fg:483 cnt:4453

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 8.2/0.4 TDAs | HOF(A-)=-121.1/0.4 AfIN p:9

DaffH(X..Y-)= 14.1/0.2 TDAs

----

96TAN/MOR    Datum: DaffG= 8.8/2.0 IMRE p:6

Anchored to H2O.bullet..bullet.Br- of 88HIR/MIZ2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etohbr.zcf]

CBS-QB3    |-128.9 | 17.2| 10.9| 21.2|-56.5  |-55.2  

G3MP2B3    |-122.6 | 14.3|  8.2| 20.7|-55.8  |-52.5  

G3MP2B3+   |-122.8 | 14.4|  8.1| 21.1|-56.0  |-52.5  

G4MP2      |-121.6 | 13.9|  7.5| 21.5|-55.6  |-52.1  

M062X/Def2T|-120.8 | 17.3| 10.5| 22.9|-54.5  |-49.0  

B3/6-311++G|-117.3 | 12.6|  6.4| 20.9|-48.6  |-56.1  

++++++++++++++++++++++++++++++++

MeSOMe..Br-

C2H6BrOS  mw:156.933

Core ion CAS: Z-24959-67-9 Solvent: 67-68-5 fg:483 cnt:1472

HOF(solv)= -36.2/0.2 neut 94PED/   

----

84MAG/CAL    Datum: DaffG= 10.9 TDAs | HOF(A-)=-104.3/0.4 AfIN p:9

DaffH(X..Y-)= 17.3 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmsobr.zcf]

CBS-QB3    |-110.3 | 18.8| 12.4| 21.3|-36.3  |-55.2  

G3MP2B3    |-103.2 | 16.4|  9.7| 22.2|-34.4  |-52.5  

G3MP2B3+   |-103.3 | 16.4|  9.6| 22.6|-34.4  |-52.5  

G4MP2      |-104.3 | 16.0|  9.4| 22.1|-36.3  |-52.1  

M062X/Def2T|-99.7  | 18.2| 11.8| 21.4|-32.6  |-49.0  

B3/6-311++G|-79.2  | 14.8|  8.1| 22.4|-8.2   |-56.1  

++++++++++++++++++++++++++++++++

(MeNO2)2..Cl-

C2H6ClN2O4  mw:157.002 fg:482 cnt:4053

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 5.7/3.0 TDAs | HOF(A-)=-65.2/0.6 AfIN p:8

DaffH(X..Y-)= 13.0/0.5 TDAs

----

85SIE/       Datum: DaffG= 7.6/0.3 TDAs | HOF(A-)=-65.3/0.2 AfIN p:7

DaffH(X..Y-)= 13.1/0.1 TDAs

++++++++++++++++++++++++++++++++

EtOH..Cl-

C2H6ClO  mw:81.011

Core ion CAS: Z-16887-00-6 Solvent: 64-17-5 fg:482 cnt:1402

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 10.7/1.0 TDAs | HOF(A-)=-74.1/0.4 AfIN p:9

DaffH(X..Y-)= 17.9/0.4 TDAs

----

87HIR/MIZ4   Datum: DaffG= 10.5/2.0 TDAs p:8

DaffH(X..Y-)= 17.6/1.0 TDAs

----

84LAR/MCM2   Datum: DaffG= 10.4/2.0 IMRE p:7

DaffH(X..Y-)= 17.3/2.0 G+TS

----

87HIR/       Datum: DaffG= 10.5/2.0 TDAs p:6

DaffH(X..Y-)= 17.6/0.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etohcl.zcf]

CBS-QB3    |-129.8 | 16.5| 10.7| 19.5|-56.5  |-56.7  

G3MP2B3    |-128.6 | 16.6| 10.0| 22.2|-55.8  |-56.1  

G3MP2B3+   |-128.6 | 16.5| 10.1| 21.4|-56.0  |-56.1  

M062X/Def2T|-124.2 | 21.2| 14.3| 23.1|-54.5  |-48.4  

B3/6-311++G|-120.7 |  4.3|  8.8| 21.4|-48.6  |-56.9  

++++++++++++++++++++++++++++++++

Me2O..Cl-

C2H6ClO  mw:81.011

Core ion CAS: Z-16887-00-6 Solvent: 115-10-6 fg:482 cnt:5326

HOF(solv)= -44.0/0.1 neut 94PED/   

----

01BOG/LEE    Datum: DaffG= 2.9/1.0 TDAs | HOF(A-)=-51.5/0.4 AfIN p:9

DaffH(X..Y-)= 7.5/0.4 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r2ocl.zcf]

CBS-QB3    |-109.8 |  7.8|  2.1| 19.0|-45.3  |-56.7  

G3MP2B3    |-107.5 |  7.5|  1.6| 19.8|-43.8  |-56.1  

G3MP2B3+   |-107.4 |  7.4|  1.7| 18.9|-43.9  |-56.1  

G4MP2      |-106.0 |  7.5|  1.5| 20.0|-43.6  |-55.0  

M062X/Def2T|-103.0 | 10.1|  4.2| 19.8|-44.5  |-48.4  

B3/6-311++G|-100.7 | -4.4|  1.3| 17.4|-37.3  |-56.9  

++++++++++++++++++++++++++++++++

MeSOMe..Cl-

C2H6ClOS  mw:112.983

Core ion CAS: Z-16887-00-6 Solvent: 67-68-5 fg:482 cnt:1471

HOF(solv)= -36.2/0.2 neut 94PED/   

----

84MAG/CAL    Datum: DaffG= 12.5 TDAs | HOF(A-)=-54.8/0.2 AfIN p:9

DaffH(X..Y-)= 18.6 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmsocl.zcf]

CBS-QB3    |-111.8 | 18.7| 12.2| 21.9|-36.3  |-56.7  

G3MP2B3    |-109.0 | 18.5| 11.7| 22.7|-34.4  |-56.1  

G3MP2B3+   |-108.8 | 18.2| 11.7| 22.0|-34.4  |-56.1  

G4MP2      |-109.7 | 18.5| 11.7| 22.8|-36.3  |-55.0  

M062X/Def2T|-102.7 | 21.7| 15.0| 22.2|-32.6  |-48.4  

B3/6-311++G|-82.4  |  6.4| 10.7| 22.1|-8.2   |-56.9  

++++++++++++++++++++++++++++++++

HOCH2CH2OH..Cl-

C2H6ClO2  mw:97.006

Core ion CAS: Z-16887-00-6 Solvent: 107-21-1 fg:482 cnt:3483

HOF(solv)= -93.7/1.0 neut 94PED/   

----

95ZHA/BEG    Datum: DaffG= 16.6/1.0 TDAs | HOF(A-)=-119.0/1.4 AfIN p:8

DaffH(X..Y-)= 25.3/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [egcl.zcf]

G3MP2B3    |-174.0 | 24.8| 17.6| 24.0|-93.0  |-56.1  

G4MP2      |-172.5 | 25.2| 18.0| 24.4|-92.3  |-55.0  

M062X/Def2T|-170.6 | 29.5| 22.8| 22.6|-92.6  |-48.4  

B3/6-311++G|-161.4 | 12.1| 15.7| 24.6|-81.5  |-56.9  

++++++++++++++++++++++++++++++++

Me2SiCl-

C2H6ClSi  mw:92.993 Anion CAS: Z-55186-37-3 fg:59 cnt:111

HOF(AH)= -69.9/0.8  77PED/RYL    |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

68JAG/HEN    Datum: HOF(A-)=<16.0/4.6 EIAE p:1

DacidH(AH)=<451.6/5.1 A-AH

From Me2SiCl2. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of -63 kcal/mol, and a .DELTA.acidH of ca. 371 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2sicl.zaf]

W1U        |-63.3  |372.0|364.1| 1.561|-69.4  |-27.4  |26.5|94.1 

CBS-QB3    |-62.8  |371.2|363.3| 1.586|-68.2  |-26.3  |26.6|94.0 

G3MP2B3    |-62.5  |370.3|362.5| 1.638|-65.7  |-24.9  |26.4|92.9 

G3MP2B3+   |-62.9  |370.1|362.2| 1.647|-65.8  |-25.0  |26.4|92.9 

G4MP2      |-62.6  |370.9|363.0| 1.563|-66.3  |-26.7  |26.3|91.8 

M062X/Def2T|-59.6  |371.2|363.6| 1.394|-66.1  |-27.5  |25.5|90.7 

B3/6-311++G|-47.5  |367.5|359.6| 1.663|-47.7  |-9.2   |26.4|90.5 

++++++++++++++++++++++++++++++++

(MeCl)2..Cl-

C2H6Cl3  mw:134.954 fg:482 cnt:5289

HOF(solv)= -19.6/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 3.9/3.0 TDAs | HOF(A-)=-60.7/1.0 AfIN p:8

DaffH(X..Y-)= 11.1/0.2 TDAs

++++++++++++++++++++++++++++++++

Cu(SMe)2-

C2H6CuS2  mw:156.921 Anion CAS: Z-443119-30-0 fg:24 cnt:8538

----

14NIU/HUA    Datum: EA=3.43(7) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

EtOH..F-

C2H6FO  mw:65.041

Core ion CAS: Z-16984-48-8 Solvent: 64-17-5 fg:481 cnt:1039

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 24.7/1.5 TDAs | HOF(A-)=-148.0/1.0 AfIN p:9

DaffH(X..Y-)= 32.4/0.7 TDAs

----

91BRA/ARN    Datum: EA=3.24(5) eV LPES p:8

The authors state that the electron affinity represents detachment to the transition state of H atom transfer.

----

83LAR/MCM    Datum: DaffG= 24.1/2.0 IMRE p:8

DaffH(X..Y-)= 31.5/2.0 G+TS

----

99DET/ERV    Datum: DaffH= 32.5/2.2 CIDT p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [etohf.zcf]

W1U        |-150.3 | 32.5| 25.0| 25.3|-57.7  |-60.1  | 3.167

CBS-QB3    |-149.0 | 33.5| 25.6| 26.3|-56.5  |-59.0  | 3.167

G3MP2B3    |-147.1 | 31.2| 23.3| 26.5|-55.8  |-60.1  | 3.135

G3MP2B3+   |-147.8 | 31.7| 24.7| 23.5|-56.0  |-60.1  | 3.127

G4MP2      |-146.4 | 28.9| 20.9| 26.8|-55.6  |-62.0  | 3.064

M062X/Def2T|-143.1 | 42.7| 35.2| 25.1|-54.5  |-45.9  | 3.000

B3/6-311++G|-142.4 | 21.9| 25.2| 23.6|-48.6  |-61.5  | 3.086

++++++++++++++++++++++++++++++++

EtOD..F-

C2H5DFO  mw:66.047

Core ion CAS: Z-16984-48-8 Solvent: 925-93-9 fg:481 cnt:6532

HOF(solv)= -56.2/0.1 neut 94PED/   

----

92WIL/SZU    Datum: DaffG= 23.7/2.0 IMRE p:8

Reported relative to ROH.bullet..bullet.F-, 0.5 kcal/mol weaker.

++++++++++++++++++++++++++++++++

Me2Si(F)O-

C2H6FOSi  mw:93.018 Anion CAS: Z-88036-04-8 fg:42 cnt:2572

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 348.4/4.0 IMRB p:6

DacidH(AH)= 354.8/4.1 G+TS

Between MeSH, tBuSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2sifo.zaf]

W1U        |-217.7 |355.2|348.0| 3.458|-207.1 |-137.9 |24.0|121.3

CBS-QB3    |-216.5 |354.1|347.1| 3.499|-204.8 |-135.6 |23.5|121.3

G3MP2B3    |-214.9 |354.4|347.5| 3.482|-202.1 |-134.4 |23.3|119.8

G3MP2B3+   |-214.8 |354.4|347.4| 3.484|-202.0 |-134.3 |23.5|119.8

G4MP2      |-214.9 |355.2|348.1| 3.375|-203.0 |-136.9 |23.6|118.1

M062X/Def2T|-210.9 |356.3|349.4| 3.236|-202.6 |-136.2 |23.2|118.4

B3/6-311++G|-186.9 |353.3|346.2| 3.311|-172.9 |-110.4 |23.7|114.6

++++++++++++++++++++++++++++++++

(H2O)2..FCH2CO2-

C2H6FO4  mw:113.026 fg:238 cnt:3242

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.9/0.3 IMRE | HOF(A-)=-143.8/0.4 AfIN p:8

DaffH(X..Y-)= 12.9/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

Me2SiF3-

C2H6F3Si  mw:115.020 Anion CAS: Z-51108-60-2 fg:61 cnt:1316

HOF(solv)=-224.0/3.0 Est4          

----

77MUR/BEA    Datum: DaffH= 55.5/5.0 IMRB p:7

Fluoride Affinity: SF4<Me2SiF2<Me3B.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r2sif3.zcf]

CBS-QB3    |-336.4 | 54.5| 47.4| 23.6|-222.9 |-59.0  

G3MP2B3    |-333.2 | 52.9| 45.2| 25.9|-220.2 |-60.1  

G3MP2B3+   |-332.8 | 52.8| 45.3| 25.1|-219.9 |-60.1  

M062X/Def2T|-331.6 | 64.8| 56.6| 27.6|-220.9 |-45.9  

B3/6-311++G|-300.6 | 38.4| 41.1| 25.7|-190.3 |-61.5  

++++++++++++++++++++++++++++++++

EtOH..SF6-

C2H6F6OS  mw:192.005

Core ion CAS: Z-25031-39-4 Solvent: 64-17-5 fg:24 cnt:11018

HOF(solv)= -56.2/0.1 neut 94PED/   

----

86SIE/       Datum: DaffG= 5.9/0.3 TDAs p:8

DaffH(X..Y-)= 12.5/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sf6hoet.zcf]

G3MP2B3    |-373.8 | 11.8|  3.0| 29.6|-55.8  |-306.2 

++++++++++++++++++++++++++++++++

Me2SO..SF6-

C2H6F6OS2  mw:223.977

Core ion CAS: Z-25031-39-4 Solvent: 67-68-5 fg:24 cnt:11021

HOF(solv)= -36.2/0.2 neut 94PED/   

----

86SIE/       Datum: DaffG= 7.9/0.3 TDAs p:8

DaffH(X..Y-)= 14.7/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sf6hdmso.zcf]

G3MP2B3    |-355.3 | 14.7|  5.2| 31.7|-34.4  |-306.2 

++++++++++++++++++++++++++++++++

EtOH..I-

C2H6IO  mw:172.947

Core ion CAS: Z-20461-54-5 Solvent: 64-17-5 fg:484 cnt:1463

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 6.1/0.7 TDAs | HOF(A-)=-114.2/0.3 AfIN p:9

DaffH(X..Y-)= 13.0/0.2 TDAs

----

84CAL/KEB    Datum: DaffG= 6.4/1.0 TDAs p:8

DaffH(X..Y-)= 12.1/1.0 TDAs

----

96TAN/MOR    Datum: DaffG= 6.0/2.0 IMRE p:7

Anchored to H2O.bullet..bullet.I- of 84CAL/KEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etohi.zc0]

M062X/Def2T|-111.8 | 13.7|  7.1| 22.0|-54.5  |-43.7  

++++++++++++++++++++++++++++++++

MeSOMe..I-

C2H6IOS  mw:204.919

Core ion CAS: Z-20461-54-5 Solvent: 67-68-5 fg:484 cnt:1473

HOF(solv)= -36.2/0.2 neut 94PED/   

----

84MAG/CAL    Datum: DaffG= 9.2 TDAs | HOF(A-)=-96.9/0.3 AfIN p:9

DaffH(X..Y-)= 15.7 TDAs

++++++++++++++++++++++++++++++++

(H2O)2..ICH2CO2-

C2H6IO4  mw:220.932 fg:238 cnt:3246

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.3/0.3 IMRE | HOF(A-)=-258.3/2.5 AfIN p:8

DaffH(X..Y-)= 12.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(MeI)2..I-

C2H6I3  mw:410.761 fg:484 cnt:7006

HOF(solv)=   3.4/0.3 neut 94PED/   

----

05HIR/FUJ    Datum: DaffG= 1.0/0.2 TDAs | HOF(A-)=-3.6/0.4 AfIN p:8

DaffH(X..Y-)= 7.0/0.2 TDAs

++++++++++++++++++++++++++++++++

Me2N-

C2H6N  mw:44.051 Anion CAS: Z-34285-60-4 fg:44 cnt:665

HOF(A.)=  35.0/2.0 D+AH          | BDE(A-H)= 94.6/2.0  88COL/        

HOF(AH)=  -4.5/0.4  94PED/       |

DacidS=24.3/1.0 A-AH |  S(A-)=63.7/0.2 Isoe 76BEN/ |  S(AH)=65.4/1.0  69BEN/CRU

----

02RAD/XU     Datum: EA=0.504(30) eV LPES p:9

derived BDE from D-EA cycle agrees with literature value.

----

76MAC/HEM    Datum: DacidG= 389.2/0.6 IMRE | HOF(A-)=26.3/2.1 Acid p:8

DacidH(AH)= 396.5/0.7 G+TS EA(ev)= 0.509 DaffH(X..Y-)= 25.6/2.1 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=1.0 eV SI   [24. kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2n.zaf]

W1U        |24.6   |395.6|388.4| 0.523|-5.1   |37.2   |24.4|94.4 

CBS-QB3    |25.0   |394.5|387.2| 0.566|-3.7   |38.5   |24.5|94.3 

G3MP2B3    |24.9   |395.1|387.8| 0.577|-3.1   |38.6   |24.6|93.8 

G3MP2B3+   |24.3   |394.7|387.8| 0.597|-3.2   |38.5   |23.2|93.8 

G4MP2      |24.3   |394.9|387.5| 0.556|-3.4   |37.6   |24.6|93.0 

M062X/Def2T|30.6   |397.9|390.8| 0.328|-2.7   |38.6   |24.0|93.4 

B3/6-311++G|25.2   |392.9|386.0| 0.527|-0.4   |37.8   |23.1|90.3 

++++++++++++++++++++++++++++++++

EtNH-

C2H6N  mw:44.051 Anion CAS: Z-54448-40-7 fg:43 cnt:661

HOF(A.)=  36.5/3.0 D+AH          | BDE(A-H)= 100.0/1.0 Est2          

HOF(AH)= -11.4/0.1  94PED/       |

DacidS=25.4/3.0 Stat |  S(A-)=67.1/3.2 Acid |  S(AH)=67.7/1.0  69BEN/CRU

----

76MAC/HEM    Datum: DacidG= 391.7/0.7 IMRE | HOF(A-)=22.2/1.2 Acid p:8

DacidH(AH)= 399.3/1.1 G+TS EA(ev)= 0.621

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etnh.zaf]

W1U        |20.7   |399.8|392.0| 0.606|-13.3  |34.6   |26.3|100.0

CBS-QB3    |22.5   |399.4|391.8| 0.619|-11.2  |36.7   |25.6|100.1

G3MP2B3    |21.4   |399.7|391.7| 0.636|-11.1  |36.1   |26.7|99.3 

G3MP2B3+   |20.7   |399.1|391.2| 0.668|-11.2  |36.0   |26.5|99.3 

G4MP2      |20.7   |399.1|391.4| 0.629|-11.2  |35.2   |25.6|98.5 

M062X/Def2T|29.7   |403.9|396.3| 0.316|-9.5   |37.1   |25.7|98.7 

B3/6-311++G|23.4   |398.4|390.4| 0.558|-7.7   |36.2   |26.8|96.0 

++++++++++++++++++++++++++++++++

HOCH2CH2OH..NO-

C2H6NO3  mw:92.035

Core ion CAS: Z-14967-78-3 Solvent: 107-21-1 fg:492 cnt:5903

HOF(solv)= -93.7/1.0 neut 94PED/   

----

02HEN/DEC    Datum: EA=1.220(20) eV LPES p:9

DaffH(AH)=  27.5/0.5 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hojjohno.zcf]

B3/6-311++G|-67.5  | 10.9|  3.8| 24.0|28.4   |-85.0  | 0.538

++++++++++++++++++++++++++++++++

H2O..H2NCH2CO2-

C2H6NO3  mw:92.035

Core ion CAS: Z-23297-34-9 Solvent: 7732-18-5 fg:236 cnt:7429

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08NIE/ATK    Datum: DaffG= 9.3/1.0 TDAs | HOF(A-)=-192.9/2.1 AfIN p:9

DaffH(X..Y-)= 17.3/0.5 TDAs

----

08WIN/       Datum: DaffG= 8.2/0.4 TDAs p:8

DaffH(X..Y-)= 16.0/0.3 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [glyw.zcf]

CBS-QB3    |-195.0 | 17.2|  8.2| 30.2|-58.2  |-119.6 

G3MP2B3    |-192.3 | 16.7|  7.7| 30.3|-57.6  |-118.0 

G3MP2B3+   |-192.5 | 16.7|  8.2| 28.8|-57.6  |-118.2 

G4MP2      |-191.2 | 16.1|  7.2| 30.1|-57.5  |-117.6 

M062X/Def2T|-188.3 | 19.1| 10.2| 29.7|-53.6  |-115.6 

B3/6-311++G|-180.9 | 16.9|  8.3| 28.8|-54.2  |-109.9 

++++++++++++++++++++++++++++++++

MeSOMe..NO2-

C2H6NO3S  mw:124.007

Core ion CAS: Z-14797-65-0 Solvent: 67-68-5 fg:488 cnt:1770

HOF(solv)= -36.2/0.2 neut 94PED/   

----

85SIE/       Datum: DaffG= 8.7/1.0 TDAs | HOF(A-)=-99.6/1.0 AfIN p:8

DaffH(X..Y-)= 19.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r2sono2a.zcf]

CBS-QB3    |-99.4  | 16.6|  7.5| 30.6|-36.3  |-46.5  

G3MP2B3    |-95.3  | 16.5|  7.1| 31.5|-34.4  |-44.4  

G3MP2B3+   |-95.5  | 16.5|  8.4| 26.9|-34.4  |-44.6  

G4MP2      |-97.0  | 15.8|  6.3| 31.6|-36.3  |-45.0  

M062X/Def2T|-88.1  | 17.9|  9.8| 27.4|-32.6  |-37.6  

B3/6-311++G|-68.5  | 15.9|  7.9| 27.0|-8.2   |-44.3  

++++++++++++++++++++++++++++++++

(H2O)..{MeCO2H}..NO3-

C2H6NO6  mw:140.020 fg:489 cnt:4866

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00VII/REI    Datum: DaffG= 4.6/0.2 IMRE p:5

++++++++++++++++++++++++++++++++

(H2O)3..(NaSCN)2-.

C2H6N2Na2O3S2  mw:215.962 fg:21 cnt:11422

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21GON/WAN    Datum: EA=0.58(6) eV LPES p:8

Vertical Detachment Energy:0.90(8) eV.

++++++++++++++++++++++++++++++++

(HCONH2)2-.

C2H6N2O2  mw:90.043

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:302 cnt:4593

HOF(solv)= -44.5/0.1 neut 69BEN/CRU

----

98DES/PER    Datum: EA=0.0117 eV Rydb p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2nchodi.zzf]

M062X/Def2T|-80.0  | 31.7| 22.3| 31.5|-45.1  |-3.1   |-0.675

B3/6-311++G|-81.3  |     |     |     |       |       |-0.700

++++++++++++++++++++++++++++++++

MeNO2..MeNO2-.

C2H6N2O4  mw:122.033

Core ion CAS: Z-034538-58-4 Solvent: 75-52-5 fg:301 cnt:3953

HOF(solv)= -17.8/0.1 neut 94PED/   

----

16PRU/ALB    Datum: EA=0.8(2) eV LPEI p:8

DaffH(AH)=  14.5/4.6 dEA

Vertical Detachment Energy:1.7(1) eV.

----

96COM/CAR    Datum: EA=0.672(13) eV LPES | HOF(A-)=-51.0/0.4 AfIN p:8

DaffH(AH)=  11.5/0.3 dEA

Ion affinity is the shift in electron detachment from non-solvated ion.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [rno2rno2.zcf]

G3MP2B3    |-56.2  | 18.7|  8.8| 34.9|-17.1  |-20.5  | 0.697

B3/6-311++G|-54.6  | 19.7|  9.4| 34.4|-11.7  |-23.1  |      

++++++++++++++++++++++++++++++++

(MeNO2)2..O2-.

C2H6N2O6  mw:154.023 fg:491 cnt:6424

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 6.4/3.1 TDAs | HOF(A-)=-10.2 AfIN p:8

DaffH(X..Y-)= 13.0/0.8 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..(NC)2N-

C2H6N3O3  mw:120.041 fg:246 cnt:6920

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=5.12(2) eV LPES p:9

DaffH(AH)=  5.5/0.7 dEA

Vertical Detachment Energy:5.22(2) eV.

++++++++++++++++++++++++++++++++

(MeNO2)2..NO2-

C2H6N3O6  mw:168.026 fg:488 cnt:6415

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 5.4/3.0 TDAs | HOF(A-)=-106.6/0.8 AfIN p:8

DaffH(X..Y-)= 12.4/0.5 TDAs

++++++++++++++++++++++++++++++++

dimethyl sulfoxide-.

C2H6OS  mw:78.014 Anion CAS: Z-53538-05-9 fg:102 cnt:6222

HOF(A.)= -36.2/0.2  94PED/       |

----

18CIB/LIU    Datum: EA=0.005(2) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

03SUE/LIU    Datum: EA=0.0074 eV EFD  p:8

----

03HAM/DIR    Datum: EA=0.0139(3) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsor.zzf]

W1U        |-9.0   |     |     |-1.175|       |-38.0  |    |     

CBS-QB3    |-11.4  |     |     |-1.015|       |-36.3  |    |     

G3MP2B3    |-11.0  |     |     |-0.946|       |-34.4  |    |     

G3MP2B3+   |-11.2  |     |     |-0.932|       |-34.4  |    |     

G4MP2      |-13.4  |     |     |-0.926|       |-36.3  |    |     

M062X/Def2T|-5.6   |     |     |-1.095|       |-32.6  |    |     

B3/6-311++G|3.0    |     |     |-0.408|       |-8.2   |    |     

++++++++++++++++++++++++++++++++

EtOH..O2-.

C2H6O3  mw:78.032

Core ion CAS: Z-11062-77-4 Solvent: 64-17-5 fg:491 cnt:9275

HOF(solv)= -56.2/0.1 neut 94PED/   

----

17PAT/MAN    Datum: EA=2.11(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [etoho2.zcf]

G3MP2B3    |-87.8  | 24.4| 15.6| 29.4|-55.8  |-7.5   | 1.355

G3MP2B3+   |-87.8  | 24.3| 16.3| 26.9|-56.0  |-7.6   | 1.358

M062X/Def2T|-86.3  | 27.3| 18.6| 29.3|-54.5  |-4.5   | 1.256

B3/6-311++G|-84.1  | 22.1| 14.1| 27.0|-48.6  |-13.4  | 1.551

++++++++++++++++++++++++++++++++

(MeO)2PO-

C2H6O3P  mw:109.006 Anion CAS: Z-19437-82-2 fg:41 cnt:1791

HOF(A.)= -161.6/10.2 D+AH        | BDE(A-H)= 94.5/2.4 D-EA           

HOF(AH)= -181.0/4.0 Est3         |

DacidS=24.0/3.0 Stat | 

----

87MCD/CHO    Datum: DacidG= 349.3/3.5 IMRB | HOF(A-)=-190.2/5.4 Acid p:8

DacidH(AH)= 356.5/3.6 G+TS

Acidity between MeNO2, EtSH. Acid taken as (MeO)2P(O)H.

----

84AND/DEP2   Datum: DacidG= 351.0/4.0 IMRB p:6

DacidH(AH)= 358.2/4.1 G+TS

Between MeSH, H2S.

----

87MCD/CHO    Datum: EA=1.24(35) eV IMRB p:5

Electron affinity between ICF3 and BrCF3. Composite computational methods (18BAR/) indicate an EA of 2.0-2.4 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ro2po.zaf]

CBS-QB3    |-197.4 |357.2|349.5| 2.162|-188.8 |-147.5 |25.7|93.4 

G3MP2B3    |-192.6 |356.2|348.5| 2.245|-181.7 |-140.9 |26.0|92.9 

G3MP2B3+   |-192.7 |356.2|348.5| 2.247|-181.7 |-140.9 |25.7|92.9 

G4MP2      |-194.3 |356.2|348.5| 2.130|-183.4 |-145.2 |26.0|90.3 

M062X/Def2T|-194.5 |357.7|350.2| 2.044|-187.5 |-147.4 |25.1|92.3 

B3/6-311++G|-162.9 |346.4|338.7| 2.408|-142.0 |-107.4 |25.8|86.8 

++++++++++++++++++++++++++++++++

(MeO)2PO2-

C2H6O4P  mw:125.001 Anion CAS: Z-62958-29-6 fg:41 cnt:623

HOF(AH)= -263.0/4.0 Est5         |

DacidS=22.0/2.0 Stat | 

----

92LUM/GRA    Datum: DacidG= 325.0/4.0 IMRB | HOF(A-)=-297.1/5.7 Acid p:8

DacidH(AH)= 331.6/4.0 G+TS

Between HCl, Cl2CHCO2H.
###### the following are "below the line": evaluated as not accurate ####

----

80HOD/SUL    Datum: DacidG= p:3

DacidH(AH)= 350.0/30.0 IMRB

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ro2po2.zaf]

CBS-QB3    |-299.2 |328.0|321.4| 4.342|-261.4 |-198.7 |22.2|114.8

G3MP2B3    |-291.4 |329.2|323.0| 4.417|-253.4 |-189.2 |20.9|116.3

G3MP2B3+   |-291.2 |329.2|322.5| 4.365|-253.2 |-190.3 |22.3|115.0

G4MP2      |-293.3 |329.4|323.0| 4.235|-255.5 |-195.3 |21.5|112.3

M062X/Def2T|-295.5 |329.8|322.7| 4.246|-260.6 |-197.3 |23.6|115.4

B3/6-311++G|-241.5 |327.2|321.1| 4.053|-201.4 |-147.7 |20.7|105.8

++++++++++++++++++++++++++++++++

EtOH..O4-.

C2H6O5  mw:110.022

Core ion CAS: Z-12596-84-8 Solvent: 64-17-5 fg:491 cnt:9281

HOF(solv)= -56.2/0.1 neut 94PED/   

----

17PAT/MAN    Datum: EA=2.25(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..O2CCO2=

C2H6O7  mw:142.012 fg:237 cnt:6188

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA==0.00(10) eV LPES p:8

Vertical Detachment Energy:0.50 eV.

++++++++++++++++++++++++++++++++

EtPH-

C2H6P  mw:61.021 Anion CAS: Z-31386-71-7 fg:58 cnt:5808

HOF(AH)=  -9.0/3.0 Est5          |

DacidS=25.6/3.0 Calc | 

----

99MO_/YAN    Datum: DacidG= 365.9/2.8 IMRE | HOF(A-)=-1.2/4.2 Acid p:9

DacidH(AH)= 373.5/2.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etph.zaf]

W1U        |-2.9   |372.6|364.8| 0.975|-9.6   |19.5   |26.0|81.2 

CBS-QB3    |-2.4   |372.4|364.6| 0.990|-9.0   |20.4   |26.0|81.5 

G3MP2B3    |-2.7   |372.3|364.5| 1.013|-7.8   |20.6   |26.0|80.5 

G3MP2B3+   |-2.8   |372.3|364.4| 1.015|-7.9   |20.5   |26.5|80.5 

G4MP2      |-2.5   |372.7|365.0| 0.971|-8.1   |19.8   |25.9|80.0 

M062X/Def2T|2.1    |375.7|367.9| 0.737|-8.9   |18.9   |26.1|79.9 

B3/6-311++G|3.4    |372.2|364.4| 0.937|-1.6   |24.9   |26.4|78.6 

++++++++++++++++++++++++++++++++

MeSSMe-.

C2H6S2  mw:93.992 Anion CAS: Z-34527-95-2 fg:101 cnt:2142

HOF(A.)=  -5.9/0.2  94PED/       |

----

89RIN/MAR    Datum: EA=0.34(10) eV IMRB | HOF(A-)=-13.7/2.3 R-EA p:7

Electron affinity: between NO, O2.

----

01CAR/LEC    Datum: EA=1.75 eV LPES p:6

The stated EA is the Vertical Detachment Energy. Adiabtic electron affinity estimated as bound, but only by ca 0.1 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rssr-g.zzf]

W1U        |-9.4   |     |     | 0.079|       |-8.3   |    |     

CBS-QB3    |-11.2  |     |     | 0.205|       |-7.2   |    |     

G3MP2B3    |-9.2   |     |     | 0.179|       |-5.9   |    |     

G3MP2B3+   |-9.6   |     |     | 0.187|       |-6.0   |    |     

G4MP2      |-11.1  |     |     | 0.174|       |-7.8   |    |     

M062X/Def2T|-8.0   |     |     | 0.054|       |-7.4   |    |     

B3/6-311++G|-1.8   |     |     | 0.672|       |12.9   |    |     

++++++++++++++++++++++++++++++++

EtGeH2-

C2H7Ge  mw:104.977 Anion CAS: Z-13907-25-0 fg:59 cnt:5115

DacidS=25.4/3.0 Calc | 

----

01GAL/DEC    Datum: DacidG= 358.5/2.6 IMRE p:9

DacidH(AH)= 366.1/2.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etgeh2.zaf]

CBS-QB3    |0.9    |367.1|359.4| 1.471|-0.5   |34.8   |25.9|87.4 

G3MP2B3    |4.4    |365.3|356.5| 1.512|6.3    |39.2   |29.3|85.0 

G3MP2B3+   |2.2    |365.1|357.5| 1.514|4.3    |37.2   |25.6|84.9 

G4MP2      |4.7    |365.6|358.0| 1.467|6.3    |38.5   |25.2|84.3 

M062X/Def2T|12.2   |367.0|359.2| 1.180|9.9    |39.2   |26.3|81.5 

B3/6-311++G|10.0   |364.2|356.6| 1.515|13.1   |44.9   |25.5|84.0 

++++++++++++++++++++++++++++++++

H2O..HCONHMe-.

C2H7NO2  mw:77.048

Core ion CAS: N-123-39-7 Solvent: 7732-18-5 fg:302 cnt:9697

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02LEC/LUC    Datum: EA=0.029(10) eV Rydb p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [whconhr.zcf]

G3MP2B3    |-83.0  | 16.7|  8.9| 26.0|-57.6  |-8.6   |-1.031

M062X/Def2T|-78.5  | 19.6| 11.8| 26.4|-53.6  |-5.2   |-1.185

B3/6-311++G|-95.0  |  9.2|  0.4| 29.3|-54.2  |-31.7  |-0.198

++++++++++++++++++++++++++++++++

(MeO)2PNH-

C2H7NO2P  mw:108.022 Anion CAS: A-39230-41-6 fg:50 cnt:1792

DacidS=25.0/3.0 Calc | 
###### the following are "below the line": evaluated as not accurate ####

----

84AND/DEP2   Datum: DacidG= 367.0/5.0 IMRB p:4

DacidH(AH)= 374.4/5.1 G+TS

Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 357 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ro2pnh.zaf]

CBS-QB3    |-122.1 |364.8|357.4| 1.984|-121.1 |-76.3  |24.9|96.9 

G3MP2B3    |-118.4 |364.9|357.4| 2.088|-116.0 |-70.2  |25.0|97.9 

G3MP2B3+   |-118.5 |364.7|357.2| 2.085|-116.0 |-70.4  |25.0|97.7 

G4MP2      |-120.0 |364.6|357.2| 1.954|-117.4 |-74.9  |24.6|94.6 

M062X/Def2T|-120.4 |367.1|360.0| 1.882|-122.8 |-76.9  |23.8|98.0 

B3/6-311++G|-94.9  |363.2|355.8| 2.127|-90.8  |-45.9  |25.0|97.1 

++++++++++++++++++++++++++++++++

(H2O)3..{HCN}..CN-

C2H7N2O3  mw:107.046 fg:485 cnt:4026

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

89MEO/SPE    Datum: DaffG= 2.5/1.4 TDAs | HOF(A-)=-176.3/2.9 AfIN p:8

DaffH(X..Y-)= 8.5/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

(H2O)2..NaOAc-.

C2H7NaO4  mw:118.025 fg:302 cnt:9213

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZHA/HOU    Datum: EA=0.38(8) eV LPES p:8

Vertical Detachment Energy:0.42(8) eV.

++++++++++++++++++++++++++++++++

EtOH..HS-

C2H7OS  mw:79.022

Core ion CAS: Z-15035-72-0 Solvent: 64-17-5 fg:203 cnt:2075

HOF(solv)= -56.2/0.1 neut 94PED/   

----

89SIE/MEO    Datum: DaffG= 10.6/0.4 TDAs | HOF(A-)=-91.8/0.2 AfIN p:8

DaffH(X..Y-)= 16.3/0.1 TDAs

----

88MEO/       Datum: DaffG= 10.3/1.0 TDAs p:7

DaffH(X..Y-)= 16.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etohsh.zcf]

CBS-QB3    |-93.8  | 16.2|  9.0| 24.1|-56.5  |-21.1  

G3MP2B3    |-93.2  | 16.1|  8.8| 24.4|-55.8  |-21.3  

G3MP2B3+   |-93.2  | 16.0|  9.0| 23.5|-56.0  |-21.3  

G4MP2      |-92.2  | 16.7|  9.3| 24.8|-55.6  |-20.0  

M062X/Def2T|-87.2  | 20.2| 11.6| 28.9|-54.5  |-12.5  

B3/6-311++G|-82.8  | 14.8|  8.1| 22.4|-48.6  |-19.4  

++++++++++++++++++++++++++++++++

Me2SiHO-

C2H7OSi  mw:75.027 Anion CAS: Z-43641-64-1 fg:42 cnt:2561

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 352.5/4.0 IMRB p:6

DacidH(AH)= 358.9/4.1 G+TS

Between pyrrole, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2siho.zaf]

W1U        |-108.7 |360.4|353.3| 3.177|-103.3 |-35.3  |23.7|120.1

CBS-QB3    |-107.5 |359.4|352.4|      |-101.2 |       |23.5|     

G3MP2B3    |-106.5 |359.9|352.9| 3.200|-99.2  |-32.6  |23.3|118.7

G3MP2B3+   |-106.8 |359.7|352.8| 3.205|-99.3  |-32.8  |23.3|118.7

G4MP2      |-106.5 |360.5|353.5| 3.123|-99.8  |-34.3  |23.5|117.6

M062X/Def2T|-101.2 |362.3|354.9| 2.920|-98.7  |-33.8  |24.7|117.1

B3/6-311++G|-86.9  |360.4|353.5| 2.940|-80.0  |-18.9  |23.2|113.2

++++++++++++++++++++++++++++++++

MeOH..MeO-

C2H7O2  mw:63.045

Core ion CAS: Z-3315-60-4 Solvent: 67-56-1 fg:230 cnt:1349

HOF(solv)= -48.1/0.1 neut 94PED/   

----

86MEO/SIE    Datum: DaffG= 20.8/0.5 TDAs | HOF(A-)=-108.3/0.9 AfIN p:9

DaffH(X..Y-)= 28.8/0.3 TDAs

----

06MUS/MAT    Datum: DaffG= 20.3 IMRE p:8

----

90PAU/KEB    Datum: DaffG= 19.8/1.0 TDAs p:8

DaffH(X..Y-)= 29.3/1.0 TDAs

----

84CAL/ROZ #  Datum: DaffG= 20.3/1.6 TDAs p:8

DaffH(X..Y-)= 29.4/2.5 TDAs

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

----

85MOY/DOD    Datum: EA=2.3(1) eV LPD  [52.(2) kcal] p:7

DaffH(AH)=  15.8/2.0 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [rohor.zcf]

W1U        |-109.3 | 28.1| 20.0| 27.5|-49.2  |-31.9  | 2.626

CBS-QB3    |-109.4 | 28.7| 20.3| 28.2|-48.8  |-31.9  |      

G3MP2B3    |-106.9 | 27.7| 19.4| 27.9|-47.8  |-31.4  | 2.619

G3MP2B3+   |-106.6 | 26.5| 18.9| 25.6|-47.9  |-32.2  | 2.577

G4MP2      |-106.9 | 27.3| 18.5| 29.5|-47.8  |-31.8  | 2.576

M062X/Def2T|-105.6 | 33.3| 24.6| 29.1|-46.6  |-25.7  | 2.552

B3/6-311++G|-101.2 | 25.9| 18.5| 24.8|-43.7  |-31.6  | 2.506

++++++++++++++++++++++++++++++++

CD3OH..MeO-

C2H4D3O2  mw:66.064

Core ion CAS: Z-3315-60-4 Solvent: 811-98-3 fg:230 cnt:5954

----

00CHA/BRA    Datum: DaffG= 20.7/1.0 IMRE p:9

DaffH(X..Y-)= 28.3/1.3 G+TS

Original .DELTA.G=9.4 at 350K; .DELTA.S based on symmetry alone.

++++++++++++++++++++++++++++++++

CD3OH..CD3O-

C2HD6O2  mw:69.083

Core ion CAS: Z-51679-31-3 Solvent: 811-98-3 fg:230 cnt:5955

----

00CHA/BRA    Datum: DaffG= 20.2/1.0 IMRE p:9

DaffH(X..Y-)= 28.2/1.3 G+TS

Original .DELTA.G=18.8 at 350K; .DELTA.S based of symmetry alone.

++++++++++++++++++++++++++++++++

(MeO)2SiHO-

C2H7O3Si  mw:107.017 Anion CAS: Z-125495-76-3 fg:42 cnt:2570

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 348.4/4.0 IMRB p:6

DacidH(AH)= 354.8/4.1 G+TS

Between MeSH, tBuSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ro2siho.zaf]

CBS-QB3    |-235.8 |351.8|345.0|      |-221.8 |       |22.9|     

G3MP2B3    |-230.9 |352.7|345.7| 3.640|-216.4 |-146.7 |23.6|121.8

G3MP2B3+   |-231.2 |352.4|345.3| 3.652|-216.5 |-146.8 |23.8|121.8

G4MP2      |-231.0 |353.0|346.1| 3.528|-216.9 |-149.4 |23.1|119.6

M062X/Def2T|-231.9 |354.4|347.8| 3.399|-221.7 |-153.3 |22.2|120.4

B3/6-311++G|-198.2 |349.6|343.1| 3.460|-180.5 |-118.2 |21.8|114.4

++++++++++++++++++++++++++++++++

(H2O)2..MeCO2-

C2H7O4  mw:95.035 fg:234 cnt:3237

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99MEO/ELM    Datum: DaffG= 7.0/2.2 TDAs | HOF(A-)=-144.5/1.4 AfIN p:9

DaffH(X..Y-)= 12.9/1.0 TDAs

----

09WAN/JAG    Datum: EA=4.55(5) eV LPES p:8

DaffH(AH)=  10.8/1.6 dEA

----

95BLA/KLA    Datum: DaffG= 6.8/0.3 IMRE | HOF(A-)=-145.4/1.0 AfIN p:8

DaffH(X..Y-)= 13.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)2..MeOCO2-

C2H7O5  mw:111.030 fg:238 cnt:3241

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.1/0.3 IMRE | HOF(A-)=-123.4/0.3 AfIN p:8

DaffH(X..Y-)= 13.1/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

H2O..EtOSO3-

C2H7O5S  mw:143.002

Core ion CAS: Z-48028-76-8 Solvent: 7732-18-5 fg:240 cnt:3215

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.8/0.3 IMRE | HOF(A-)=-49.9 AfIN p:9

DaffH(X..Y-)= 12.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etoso3w.zcf]

G3MP2B3    |-293.7 | 11.9|  4.0| 26.8|-57.6  |-224.2 

G3MP2B3+   |-293.6 | 12.0|  4.3| 26.1|-57.6  |-224.0 

G4MP2      |-297.7 | 11.3|  3.4| 26.8|-57.5  |-228.8 

M062X/Def2T|-290.4 | 13.5|  5.3| 27.5|-53.6  |-223.3 

B3/6-311++G|-224.6 | 12.4|  4.0| 28.0|-54.2  |-158.1 

++++++++++++++++++++++++++++++++

Me2SiH-

C2H7Si  mw:59.032 Anion CAS: Z-111959-30-9 fg:59 cnt:2230

HOF(A.)=  17.3/2.2 D+AH          | BDE(A-H)= 92.0/2.0 Est2 94BRI/BER 

HOF(AH)= -22.6/1.0  81WAL/       |

DacidS=26.0/2.0 Stat |  S(A-)=71.7/2.2 Acid |  S(AH)=71.7/1.0 GpAd 93SP

----

94BRI/BER    Datum: EA=1.07(22) eV LPD  [24.7(50) kcal] | HOF(A-)=-7.4/5.5 Acid p:8

DacidG(AH)= 373.2/2.3 H-TS| DacidH(AH)= 380.9/5.4 D-EA

----

88DAM/KAS    Datum: DacidG= 377.0/4.0 IMRB p:7

DacidH(AH)= 384.8/4.0 G+TS

Between furan and methanol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2sih.zaf]

W1U        |-3.7   |385.3|377.6| 0.971|-23.1  |18.7   |25.6|93.9 

CBS-QB3    |-2.0   |385.0|377.4| 0.981|-21.3  |20.6   |25.4|94.0 

G3MP2B3    |-3.4   |384.1|376.6| 1.026|-20.3  |20.3   |25.3|92.7 

G3MP2B3+   |-3.8   |383.9|376.3| 1.037|-20.4  |20.2   |25.3|92.7 

G4MP2      |-3.5   |384.3|376.7| 0.990|-20.7  |19.3   |25.5|92.1 

M062X/Def2T|1.6    |385.1|377.2| 0.765|-18.8  |19.5   |26.5|90.3 

B3/6-311++G|5.8    |383.4|375.9| 0.992|-10.4  |28.7   |25.4|91.2 

++++++++++++++++++++++++++++++++

MeSiH2CH2-

C2H7Si  mw:59.032 Anion CAS: A2-1111-74-6 fg:92 cnt:2231

HOF(AH)= -22.6/1.0  81WAL/       |

DacidS=29.6/2.0 Stat |  S(A-)=75.3/2.0 Acid |  S(AH)=71.7/0.3  76BEN

----

88DAM/KAS    Datum: DacidG= 384.0/6.0 IMRB | HOF(A-)=4.5/6.1 Acid p:8

DacidH(AH)= 392.8/6.0 G+TS

Between Me2NH and fluorobenzene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsih2r.zaf]

W1U        |2.6    |391.6|383.8| 1.034|-23.1  |26.0   |26.2|101.2

CBS-QB3    |4.5    |391.5|383.8| 1.039|-21.3  |28.5   |25.8|102.0

G3MP2B3    |3.6    |391.1|383.6| 1.084|-20.3  |28.8   |25.2|101.2

G3MP2B3+   |3.1    |390.7|382.8| 1.112|-20.4  |28.7   |26.6|101.3

G4MP2      |3.2    |391.1|383.6| 1.054|-20.7  |27.7   |25.3|100.5

M062X/Def2T|9.8    |393.3|384.8|      |-18.8  |       |28.4|     

B3/6-311++G|14.4   |392.1|384.2| 0.973|-10.4  |36.8   |26.3|99.4 

++++++++++++++++++++++++++++++++

EtSiH2-

C2H7Si  mw:59.032 Anion CAS: Z-181381-39-5 fg:59 cnt:5112

HOF(AH)=  -8.0/3.0 Est5          |

DacidS=25.0/2.0 Stat | 

----

01GAL/DEC    Datum: DacidG= 368.1/2.0 IMRE | HOF(A-)=1.9/3.7 Acid p:9

DacidH(AH)= 375.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etsih2.zaf]

W1U        |2.5    |378.8|371.1| 1.206|-10.4  |30.3   |25.7|92.8 

CBS-QB3    |4.0    |379.0|371.4| 1.203|-9.2   |31.8   |25.5|93.1 

G3MP2B3    |3.1    |378.2|370.6| 1.234|-7.9   |31.6   |25.5|91.6 

G3MP2B3+   |2.8    |378.0|370.4| 1.243|-8.0   |31.5   |25.4|91.6 

G4MP2      |3.2    |378.5|370.9| 1.195|-8.1   |30.8   |25.6|91.0 

M062X/Def2T|7.8    |378.9|371.4| 1.007|-6.4   |31.1   |25.1|89.6 

B3/6-311++G|11.4   |377.4|369.9| 1.217|1.2    |39.5   |25.3|90.4 

++++++++++++++++++++++++++++++++

EtSnH2-

C2H7Sn  mw:150.958 Anion CAS: Z-353794-24-8 fg:59 cnt:5119

DacidS=24.0/3.0 Stat | 

----

01GAL/DEC    Datum: DacidG= 342.5/2.0 IMRE p:9

DacidH(AH)= 349.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etsnh2.za0]

M062X/Def2T|17.8   |349.7|342.4| 1.491|32.8   |52.1   |24.5|71.4 

++++++++++++++++++++++++++++++++

(MeOH)2..Ag-

C2H8AgO2  mw:170.958 fg:24 cnt:8148

HOF(solv)= -48.1/0.1 neut 94PED/   

----

11CHI/XIE    Datum: EA=1.95(2) eV LPES p:8

DaffH(AH)=  6.2/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)2..Al3O3-

C2H8Al3O5  mw:192.982 fg:207 cnt:9617

HOF(solv)= -48.1/0.1 neut 94PED/   

----

03AKI/JAR2   Datum: EA=3.0(1) eV LPES p:8

Vertical Detachment Energy:3.3(1) eV.

++++++++++++++++++++++++++++++++

(MeOH)2..Au-

C2H8AuO2  mw:261.020 fg:24 cnt:10932

HOF(solv)= -48.1/0.1 neut 94PED/   

----

14QIN/GON    Datum: EA=3.11(2) eV PVMI p:8

DaffH(AH)=  6.8/0.9 dEA

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy 3.25(2) eV.

++++++++++++++++++++++++++++++++

H3B-S(Me)CH2-

C2H8BS  mw:75.045 Anion CAS: Z-200057-56-3 fg:92 cnt:4408 BDE(A-H)= 95.8/3.1 D-EA           

HOF(AH)= -13.9/3.0  98REN/WOR    |

DacidS=27.6/2.0 Stat | 

----

98REN/WOR    Datum: DacidG= 364.3/2.0 IMRB | HOF(A-)=-7.0/3.7 Acid p:8

DacidH(AH)= 372.5/2.1 G+TS

----

98REN/WOR    Datum: EA=1.6(1) eV IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bsrj.zaf]

W1U        |-2.1   |376.2|368.6| 1.677|-12.5  |36.8   |25.5|101.3

CBS-QB3    |0.9    |376.1|368.5| 1.674|-9.4   |39.8   |25.3|101.3

G3MP2B3    |0.6    |375.7|368.1| 1.747|-7.8   |41.2   |25.3|101.1

G3MP2B3+   |0.3    |375.5|368.0| 1.758|-8.0   |41.1   |25.2|101.2

G4MP2      |-0.8   |375.7|368.1| 1.689|-9.3   |38.4   |25.4|99.8 

M062X/Def2T|1.0    |376.9|369.4| 1.568|-11.2  |37.3   |25.3|100.7

B3/6-311++G|13.0   |377.0|369.6| 1.594|3.3    |50.1   |24.9|98.9 

++++++++++++++++++++++++++++++++

(MeOH)2..Br-

C2H8BrO2  mw:142.971 fg:483 cnt:4437

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 5.6/0.5 TDAs | HOF(A-)=-173.6/0.4 AfIN p:9

DaffH(X..Y-)= 12.0/0.2 TDAs

----

91HIR/YAM    Datum: DaffG= 6.3/2.0 TDAs | HOF(A-)=-173.9/1.1 AfIN p:8

DaffH(X..Y-)= 12.5/1.0 TDAs

++++++++++++++++++++++++++++++++

(CH4)2..Cl-

C2H8Cl  mw:67.032 fg:482 cnt:5288

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -3.1/3.0 TDAs | HOF(A-)=-42.9/0.3 AfIN p:8

DaffH(X..Y-)= 3.5/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeOH)2..Cl-

C2H8ClO2  mw:99.022 fg:482 cnt:3501

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 7.3/1.2 TDAs | HOF(A-)=-127.9/0.5 AfIN p:9

DaffH(X..Y-)= 14.1/0.4 TDAs

----

91EVA/KEE    Datum: DaffG= 7.1/0.5 TDAs | HOF(A-)=-127.5/0.4 AfIN p:8

DaffH(X..Y-)= 13.7/0.2 TDAs

----

87HIR/MIZ4   Datum: DaffG= 6.8/1.0 TDAs | HOF(A-)=-127.9/1.1 AfIN p:8

DaffH(X..Y-)= 14.1/1.0 TDAs

----

73YAM/PAY    Datum: DaffG= 7.2/0.4 TDAs | HOF(A-)=-126.8/0.8 AfIN p:7

DaffH(X..Y-)= 13.0/0.7 TDAs

++++++++++++++++++++++++++++++++

(CH4)2..F-

C2H8F  mw:51.062 fg:481 cnt:5278

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -0.4/3.0 TDAs | HOF(A-)=-107.6/0.7 AfIN p:8

DaffH(X..Y-)= 5.9/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeOH)2..F-

C2H8FO2  mw:83.051 fg:481 cnt:4425

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 13.0/0.9 TDAs | HOF(A-)=-68.4/0.3 AfIN p:9

DaffH(X..Y-)= 20.3/0.3 TDAs

----

91HIR/YAM    Datum: DaffG= 12.4/2.0 TDAs | HOF(A-)=-67.3/1.0 AfIN p:8

DaffH(X..Y-)= 19.3/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..FCH2CO2-

C2H8FO5  mw:131.036 fg:238 cnt:3276

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.6/0.3 IMRE | HOF(A-)=-213.2/0.5 AfIN p:8

DaffH(X..Y-)= 11.6/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(MeOH)2..I-

C2H8IO2  mw:190.957 fg:484 cnt:4446

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 4.3/0.5 TDAs | HOF(A-)=-162.1/1.0 AfIN p:9

DaffH(X..Y-)= 9.5/0.2 TDAs

----

91HIR/YAM    Datum: DaffG= 4.4/2.0 TDAs | HOF(A-)=-163.5/1.4 AfIN p:8

DaffH(X..Y-)= 11.1/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..ICH2CO2-

C2H8IO5  mw:238.942 fg:238 cnt:3278

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.3/0.3 IMRE | HOF(A-)=-327.4/2.5 AfIN p:8

DaffH(X..Y-)= 11.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

Me2NH..H-

C2H8N  mw:46.066

Core ion CAS: Z-12184-88-2 Solvent: 124-40-3 fg:480 cnt:5813

HOF(solv)=  -4.5/0.4 neut 94PED/   

----

02RAD/XU     Datum: EA=1.1(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [r2nhh.zcf]

W1U        |21.1   |  8.4|  2.4| 20.5|-5.1   |34.7   | 0.654

CBS-QB3    |21.0   | 14.9|  8.9| 20.2|-3.7   |34.7   | 0.682

G3MP2B3    |22.5   | 14.0|  8.6| 17.9|-3.1   |34.7   | 0.627

G3MP2B3+   |20.4   | 15.9| 10.1| 19.7|-3.2   |34.7   | 0.690

G4MP2      |22.4   | 21.4| 15.9| 18.4|-3.4   |34.7   | 0.593

M062X/Def2T|27.5   | 22.2| 16.0| 20.8|-2.7   |34.7   | 0.517

++++++++++++++++++++++++++++++++

(H2O)4..(NaSCN)2-.

C2H8N2Na2O4S2  mw:233.973 fg:21 cnt:11423

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21GON/WAN    Datum: EA=0.67(6) eV LPES p:8

Vertical Detachment Energy:0.95(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..(NC)2N-

C2H8N3O4  mw:138.052 fg:246 cnt:6921

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=5.22(5) eV LPES p:9

DaffH(AH)=  2.3/1.2 dEA

Vertical Detachment Energy:5.38(5) eV.

++++++++++++++++++++++++++++++++

(MeOH)2..O2-.

C2H8O4  mw:96.043 fg:491 cnt:4055

HOF(solv)= -48.1/0.1 neut 94PED/   

----

73YAM/PAY    Datum: DaffG= 8.1/0.4 TDAs | HOF(A-)=-141.2/1.8 AfIN p:7

DaffH(X..Y-)= 15.5/0.8 TDAs

++++++++++++++++++++++++++++++++

(H2O)4..O2CCO2=

C2H8O8  mw:160.023 fg:237 cnt:6189

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=0.51(10) eV LPES p:8

Vertical Detachment Energy:1.14 eV.

++++++++++++++++++++++++++++++++

(H2O)2..O3SCH2CH2SO3=

C2H8O8S2  mw:223.967 fg:240 cnt:3333

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.7/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

Me2NOH..H2PO4-

C2H9NO5P  mw:158.022

Core ion CAS: Z-14066-20-7 Solvent: 5725-96-2 fg:241 cnt:8723

HOF(solv)= -16.0/2.0 GpAd 90STE/CHI

----

14WAN/KAS    Datum: EA=<3.95(10) eV LPES p:8

Vertical Detachment Energy:5.0(1) eV. electron affinity(complex) < electron affinity(free ion), likely due to hydrogen atom transfer in the neutral photodetached product.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [r2nohpo4.zcf]

G3MP2B3    |-339.5 | 20.5|  9.3| 37.7|-14.7  |-304.2 | 2.896

G3MP2B3+   |-339.7 | 20.6|  9.1| 38.9|-14.8  |-304.3 | 2.909

G4MP2      |-341.3 | 19.7|  8.4| 37.8|-14.8  |-306.9 | 2.697

M062X/Def2T|-341.2 | 22.3| 11.2| 37.3|-14.0  |-304.9 | 2.602

B3/6-311++G|-282.9 | 14.5|  3.4| 37.0|-7.8   |-260.6 | 2.590

++++++++++++++++++++++++++++++++

(H2O)3..NaOAc-.

C2H9NaO5  mw:136.035 fg:302 cnt:9214

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZHA/HOU    Datum: EA=0.20(8) eV LPES p:8

Vertical Detachment Energy:0.34(8) eV.

++++++++++++++++++++++++++++++++

H2O..{MeOH}..MeO-

C2H9O3  mw:81.056 fg:230 cnt:4486

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/       Datum: DaffG= 10.1/0.5 TDAs | HOF(A-)=-183.9/1.4 AfIN p:8

DaffH(X..Y-)= 17.8/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..MeCO2-

C2H9O5  mw:113.046 fg:234 cnt:3271

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99MEO/ELM    Datum: DaffG= 5.8/2.2 TDAs | HOF(A-)=-214.1/1.7 AfIN p:8

DaffH(X..Y-)= 11.8/1.0 TDAs

----

95BLA/KLA    Datum: DaffG= 5.2/0.3 IMRE | HOF(A-)=-214.5/1.4 AfIN p:8

DaffH(X..Y-)= 12.2/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)3..MeOCO2-

C2H9O6  mw:129.040 fg:238 cnt:3275

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.6/0.3 IMRE | HOF(A-)=-192.8/0.4 AfIN p:8

DaffH(X..Y-)= 11.6/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)2..EtOSO3-

C2H9O6S  mw:161.013 fg:240 cnt:3264

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.6/0.3 IMRE | HOF(A-)=-119.4/0.3 AfIN p:8

DaffH(X..Y-)= 11.6/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(MeOH)2{H2O}..Cl-

C2H10ClO3  mw:117.032 fg:482 cnt:6458

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91EVA/KEE    Datum: DaffG= 4.4/2.1 TDAs p:8

DaffH(X..Y-)= 7.7/0.7 TDAs

For water attachment to the core ion.

----

91EVA/KEE    Datum: DaffG= 5.0/2.2 TDAs | HOF(A-)=-58.9/0.8 AfIN p:8

DaffH(X..Y-)= 10.8/0.8 TDAs

For solvation by MeOH of core ion.

++++++++++++++++++++++++++++++++

(H2O)5..(NaSCN)2-.

C2H10N2Na2O5S2  mw:251.983 fg:21 cnt:11424

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21GON/WAN    Datum: EA=0.66(6) eV LPES p:8

Vertical Detachment Energy:0.96(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..(NC)2N-

C2H10N3O5  mw:156.063 fg:246 cnt:6922

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=5.38(10) eV LPES p:9

DaffH(AH)=  3.7/2.6 dEA

Vertical Detachment Energy:5.61(10) eV.

++++++++++++++++++++++++++++++++

(H2O)5..O2CCO2=

C2H10O9  mw:178.034 fg:237 cnt:6190

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=0.85(10) eV LPES p:8

Vertical Detachment Energy:1.43 eV.

++++++++++++++++++++++++++++++++

(H2O)3..O3SCH2CH2SO3=

C2H10O9S2  mw:241.978 fg:240 cnt:3334

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.5/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)2..{MeOH}..MeO-

C2H11O4  mw:99.066 fg:230 cnt:4487

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/       Datum: DaffG= 6.9/0.5 TDAs | HOF(A-)=-256.9/1.7 AfIN p:8

DaffH(X..Y-)= 15.2/1.0 TDAs

++++++++++++++++++++++++++++++++

dicarbadodecaborane-.

C2H12B10  mw:146.188 Anion CAS: Z-56452-37-0 fg:18 cnt:9990

----

16ZHA/BOW    Datum: EA=<1.5(2) eV LPES p:8

Vertical Detachment Energy:2.33(5) eV. The electron affinity is an upper limit, due to very poor Franck-Condon overlap with the neutral. Authors believe the anion to be an isomer with no C-C bonds.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2b10h12.zzf]

G3MP2B3    |-9.7   |     |     |-0.056|       |-11.6  |    |     

G3MP2B3    |-11.7  |     |     |-0.647|       |-27.4  |    |     

++++++++++++++++++++++++++++++++

(H2O)6..(NC)2N-

C2H12N3O6  mw:174.073 fg:246 cnt:6923

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=5.42(10) eV LPES p:9

DaffH(AH)=  0.9/3.3 dEA

Vertical Detachment Energy:5.66(10) eV.

++++++++++++++++++++++++++++++++

(H2O)6..O2CCO2=

C2H12O10  mw:196.044 fg:237 cnt:6191

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=1.17(10) eV LPES p:8

Vertical Detachment Energy:1.84 eV.

++++++++++++++++++++++++++++++++

(H2O)4..O3SCH2CH2SO3=

C2H12O10S2  mw:259.988 fg:240 cnt:3335

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.6/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)7..(NC)2N-

C2H14N3O7  mw:192.084 fg:246 cnt:6924

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=5.58(10) eV LPES p:9

DaffH(AH)=  3.7/3.3 dEA

Vertical Detachment Energy:5.80(10) eV.

++++++++++++++++++++++++++++++++

(H2O)7..O2CCO2=

C2H14O11  mw:214.055 fg:237 cnt:6192

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=1.48(10) eV LPES p:8

Vertical Detachment Energy:2.05 eV.

++++++++++++++++++++++++++++++++

(H2O)5..O3SCH2CH2SO3=

C2H14O11S2  mw:277.999 fg:240 cnt:3336

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.9/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

MeCN..B12H12=

C2H15B12N  mw:185.233

Core ion CAS: Z-12356-13-7 Solvent: 75-05-8 fg:204 cnt:11633

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

24PEN/CAO    Datum: EA=1.56(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)Cl3]=

C2H15Cl3Fe4S5  mw:527.625 Anion CAS: Z-727731-32-0 fg:24 cnt:10292

----

04FU_/YAN    Datum: EA=0.62(8) eV LPES p:8

Vertical Detachment Energy:0.82(6) eV.

++++++++++++++++++++++++++++++++

(H2O)5..glycine-.

C2H15NO7  mw:165.085 fg:319 cnt:10060

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03XU_/NIL    Datum: EA=0.59(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a dipole-bound anion, due to the zwitterionic structure.

++++++++++++++++++++++++++++++++

(H2O)8..(NC)2N-

C2H16N3O8  mw:210.094 fg:246 cnt:6925

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=5.72(10) eV LPES p:9

DaffH(AH)=  3.2/3.3 dEA

Vertical Detachment Energy:5.91(10) eV.

++++++++++++++++++++++++++++++++

(H2O)8..O2CCO2=

C2H16O12  mw:232.065 fg:237 cnt:6193

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=1.74(10) eV LPES p:8

Vertical Detachment Energy:2.32 eV.

++++++++++++++++++++++++++++++++

(H2O)6..O3SCH2CH2SO3=

C2H16O12S2  mw:296.009 fg:240 cnt:3337

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.3/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)6..glycine-.

C2H17NO8  mw:183.096 fg:319 cnt:10061

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03XU_/NIL    Datum: EA=0.62(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a dipole-bound anion, due to the zwitterionic structure.

++++++++++++++++++++++++++++++++

(H2O)9..(NC)2N-

C2H18N3O9  mw:228.105 fg:246 cnt:6926

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=5.80(10) eV LPES p:9

DaffH(AH)=  1.8/3.3 dEA

Vertical Detachment Energy:6.02(10) eV.

++++++++++++++++++++++++++++++++

(H2O)9..O2CCO2=

C2H18O13  mw:250.076 fg:237 cnt:6194

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=1.96(10) eV LPES p:8

Vertical Detachment Energy:2.55 eV.

++++++++++++++++++++++++++++++++

(H2O)7..glycine-.

C2H19NO9  mw:201.107 fg:319 cnt:10062

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03XU_/NIL    Datum: EA=0.65(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a dipole-bound anion, due to the zwitterionic structure.

++++++++++++++++++++++++++++++++

(H2O)10..(NC)2N-

C2H20N3O10  mw:246.115 fg:246 cnt:6927

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=5.85(10) eV LPES p:9

DaffH(AH)=  1.2/3.3 dEA

Vertical Detachment Energy:6.14(10) eV.

++++++++++++++++++++++++++++++++

(H2O)10..O2CCO2=

C2H20O14  mw:268.086 fg:237 cnt:6195

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=2.18(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)8..glycine-.

C2H21NO10  mw:219.117 fg:319 cnt:10063

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03XU_/NIL    Datum: EA=0.68(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a dipole-bound anion, due to the zwitterionic structure.

++++++++++++++++++++++++++++++++

(H2O)11..(NC)2N-

C2H22N3O11  mw:264.126 fg:246 cnt:6928

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=5.95(10) eV LPES p:9

DaffH(AH)=  2.3/3.3 dEA

Vertical Detachment Energy:6.20(10) eV.

++++++++++++++++++++++++++++++++

(H2O)9..glycine-.

C2H23NO11  mw:237.128 fg:319 cnt:10064

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03XU_/NIL    Datum: EA=0.71(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a dipole-bound anion, due to the zwitterionic structure.

++++++++++++++++++++++++++++++++

(H2O)12..(NC)2N-

C2H24N3O12  mw:282.137 fg:246 cnt:6929

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07JAG/WAN    Datum: EA=5.98(10) eV LPES p:9

DaffH(AH)=  0.7/3.3 dEA

Vertical Detachment Energy:6.24(10) eV.

++++++++++++++++++++++++++++++++

(H2O)12..O2CCO2=

C2H24O16  mw:304.108 fg:237 cnt:6196

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=2.53(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)14..O2CCO2=

C2H28O18  mw:340.129 fg:237 cnt:6197

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=2.84(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)16..O2CCO2=

C2H32O20  mw:376.150 fg:237 cnt:6198

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=3.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)18..O2CCO2=

C2H36O22  mw:412.171 fg:237 cnt:6199

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=3.35(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)20..O2CCO2=

C2H40O24  mw:448.192 fg:237 cnt:6200

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=3.54(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)25..O2CCO2=

C2H50O29  mw:538.245 fg:237 cnt:6201

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=3.96(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)30..O2CCO2=

C2H60O34  mw:628.298 fg:237 cnt:6202

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=4.40(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)35..O2CCO2=

C2H70O39  mw:718.351 fg:237 cnt:6203

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=4.67(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)40..O2CCO2=

C2H80O44  mw:808.403 fg:237 cnt:6204

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03WAN/YAN    Datum: EA=4.76(10) eV LPES p:8

++++++++++++++++++++++++++++++++

C3-

C3  mw:36.001 Anion CAS: Z-12595-80-1 fg:2 cnt:156

HOF(A.)= 201.4/1.9  94GIN/FIN    |

HOF(AH)= 172.2/0.1  06COS/DAU    |

----

19BUL/SCH    Datum: EA=1.990(5) eV LPD  | HOF(A-)=155.5/2.4 R-EA p:9

DaffH(AH)=  140.6/2.4 A-IN

----

91ARN/BRA    Datum: EA=1.995(25) eV LPES p:9

Linear structure for both neutral and anion.

----

86OAK/ELL    Datum: EA=1.981(20) eV LPES p:8

----

88YAN/TAY    Datum: EA=1.95(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Probably linear structure.
###### the following are "below the line": evaluated as not accurate ####

----

54HON/       Datum: EA=1.8(1) eV EIAE p:2

From graphite.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3#.za0]

W1U        |149.7  |343.4|337.4| 2.032|172.2  |196.7  |20.1|76.7 

CBS-QB3    |151.6  |343.3|337.3| 2.000|174.0  |198.1  |20.2|76.2 

M062X/Def2T|151.9  |343.2|334.8| 2.022|173.3  |199.0  |28.4|77.8 

++++++++++++++++++++++++++++++++

AgNi(CO)3-

C3AgNiO3  mw:248.826 Anion CAS: Z-2133030-24-5 fg:22 cnt:9014

----

17LIU/XIE    Datum: EA=2.33(3) eV SEVI p:8

++++++++++++++++++++++++++++++++

AlNi(CO)3-

C3AlNiO3  mw:168.902 Anion CAS: Z-1924622-37-6 fg:22 cnt:10951

----

16XIE/ZOU2   Datum: EA=1.541(40) eV PVMI p:8

Vertical Detachment Energy:1.638(35) eV.

++++++++++++++++++++++++++++++++

AuNi(CO)3-

C3AuNiO3  mw:338.887 fg:24 cnt:11931

----

24LIU/ZHA    Datum: EA=3.09(1) eV LPEI p:8

Vertical Detachment Energy: 3.23(1) eV.

++++++++++++++++++++++++++++++++

Au2(CO)3-

C3Au2O3  mw:477.918 Anion CAS: Z-1193231-73-0 fg:22 cnt:10393

----

05ZHA/WAN    Datum: EA=0.86(3) eV LPES p:8

DaffH(AH)=  3.9/0.7 dEA

Vertical Detachment Energy:0.86(3) eV. See also 10WAN/ZHA.

++++++++++++++++++++++++++++++++

Au3(CO)3-

C3Au3O3  mw:674.885 Anion CAS: N-1350640-19-5 fg:22 cnt:10396

----

05ZHA/WAN    Datum: EA=2.77(3) eV LPES p:8

DaffH(AH)=  0.9/0.7 dEA

Vertical Detachment Energy:2.94(3) eV.

++++++++++++++++++++++++++++++++

Au4(CO)3-

C3Au4O3  mw:871.852 Anion CAS: Z-845664-70-2 fg:22 cnt:10401

----

05ZHA/WAN    Datum: EA=1.32(2) eV LPES p:8

Vertical Detachment Energy:1.35(2) eV.

++++++++++++++++++++++++++++++++

Au5(CO)3-

C3Au5O3  mw:1068.82 Anion CAS: Z-845664-78-0 fg:22 cnt:10408

----

05ZHA/WAN    Datum: EA=2.68(5) eV LPES p:8

Vertical Detachment Energy:2.91(3) eV.

++++++++++++++++++++++++++++++++

Au6(CO)3-

C3Au6O3  mw:1265.79 fg:22 cnt:10415

----

05ZHA/KIR    Datum: EA=1.95(5) eV LPES p:8

Vertical Detachment Energy:2.15(3) eV.

++++++++++++++++++++++++++++++++

Au7(CO)3-

C3Au7O3  mw:1462.75 Anion CAS: Z-1333116-61-2 fg:22 cnt:10609

----

11PAL/HUA    Datum: EA=2.72(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C3B2-.

C3B2  mw:58.019 Anion CAS: Z-1244978-79-7 fg:19 cnt:7917

----

10WAN/AVE    Datum: EA=4.21(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3b2.zaf]

W1U        |199.8  |     |     | 2.053|       |246.9  |    |     

CBS-QB3    |204.9  |     |     | 1.982|       |250.3  |    |     

G3MP2B3    |200.4  |     |     | 2.729|       |263.1  |    |     

G3MP2B3+   |200.8  |     |     | 2.712|       |263.1  |    |     

G4MP2      |201.6  |     |     | 2.426|       |257.3  |    |     

M062X/Def2T|191.9  |     |     | 5.727|       |324.2  |    |     

B3/6-311++G|199.5  |     |     | 4.855|       |311.3  |    |     

++++++++++++++++++++++++++++++++

C3B5-

C3B5  mw:91.047 Anion CAS: Z-1008798-21-7 fg:19 cnt:10603

----

11GAL/IVA    Datum: EA=3.94(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CF3CF=CF2..Br-

C3BrF6  mw:228.909

Core ion CAS: Z-24959-67-9 Solvent: 116-15-4 fg:483 cnt:6992

HOF(solv)=-275.3/1.1  87PAP/KOL    

----

02HIR/TAK    Datum: DaffG= 4.2/0.3 TDAs p:8

DaffH(X..Y-)= 9.9/0.3 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcfcf2br.zcf]

G3MP2B3    |-338.6 |  9.8|  3.7| 20.6|-276.2 |-52.5  

G4MP2      |-335.1 |  9.4|  2.9| 21.8|-273.6 |-52.1  

M062X/Def2T|-345.4 | 12.1|  5.5| 22.3|-284.3 |-49.0  

B3/6-311++G|-309.2 |  8.1|  1.6| 22.1|-244.9 |-56.1  

++++++++++++++++++++++++++++++++

(CO2)3..IBr-

C3BrIO6  mw:337.793 fg:214 cnt:7798

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

09SHE/MIL    Datum: EA=2.93(9) eV LPES p:8

DaffH(AH)=  3.0/2.5 dEA

Vertical Detachment Energy:3.786 eV.

++++++++++++++++++++++++++++++++

Br..(CO)3Ni-.

C3BrNiO3  mw:220.839 Anion CAS: Z-44635-03-2 fg:22 cnt:2394

HOF(solv)=  26.7/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.9 IMRB | HOF(A-)=<-163.5/1.1 AfIN p:5

++++++++++++++++++++++++++++++++

(CO2)3..Br-

C3BrO6  mw:210.888 fg:483 cnt:3061

HOF(A.)= -255.4/1.9              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.030(50) eV LPES | HOF(A-)=-348.3/2.3 AfIN p:8

DaffH(AH)=  5.1/1.8 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

CaNi(CO)3-

C3CaNiO3  mw:181.883 Anion CAS: Z-1924622-36-5 fg:22 cnt:10950

----

16XIE/ZOU2   Datum: EA=1.050(64) eV PVMI p:8

Vertical Detachment Energy:1.165(58) eV.

++++++++++++++++++++++++++++++++

CeNi(CO)3-

C3CeNiO3  mw:281.826 Anion CAS: N-2304408-64-6 fg:22 cnt:9619

----

18LI_/ZHA    Datum: EA=1.50(10) eV LPES p:8

Vertical Detachment Energy:1.63(9) eV.

++++++++++++++++++++++++++++++++

CF3CF=CF2..Cl-

C3ClF6  mw:184.960

Core ion CAS: Z-16887-00-6 Solvent: 116-15-4 fg:482 cnt:6989

HOF(solv)=-275.3/1.1  87PAP/KOL    

----

02HIR/TAK    Datum: DaffG= 5.2/0.3 TDAs p:8

DaffH(X..Y-)= 12.6/0.3 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcfcf2cl.zcf]

G3MP2B3    |-343.4 | 11.0|  4.1| 23.0|-276.2 |-56.1  

G4MP2      |-340.1 | 11.6|  4.7| 23.0|-273.6 |-55.0  

M062X/Def2T|-348.0 | 15.3|  8.3| 23.2|-284.3 |-48.4  

B3/6-311++G|-312.5 | -0.3|  4.0| 22.1|-244.9 |-56.9  

++++++++++++++++++++++++++++++++

(CF3)2CO..Cl-

C3ClF6O  mw:200.955

Core ion CAS: Z-16887-00-6 Solvent: 684-16-2 fg:482 cnt:1004

HOF(solv)=-336.7/2.0 neut 72GOR/   

----

02BOG/MCM    Datum: DaffG= 17.6/1.0 TDAs | HOF(A-)=-365.5/2.2 AfIN p:9

DaffH(X..Y-)= 28.8/1.0 TDAs

----

85LAR/MCM    Datum: DaffG= 16.3/2.0 IMRE p:7

DaffH(X..Y-)= 22.9/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [q2cocl.zcf]

G3MP2B3    |-422.3 | 25.6| 16.9| 29.4|-340.5 |-56.1  | 4.699

G4MP2      |-418.5 | 25.8| 17.1| 29.1|-337.7 |-55.0  |      

M062X/Def2T|-429.4 | 33.5| 24.9| 28.9|-347.4 |-48.4  | 4.591

B3/6-311++G|-383.7 | 14.2| 16.3| 29.6|-301.7 |-56.9  | 4.917

++++++++++++++++++++++++++++++++

[Fe4S4Cl(CN)3]=

C3ClFe4N3S4  mw:464.607 Anion CAS: Z-727731-32-0 fg:24 cnt:10280

----

04FU_/YAN    Datum: EA=1.27(8) eV LPES p:8

Vertical Detachment Energy:1.53(6) eV.

++++++++++++++++++++++++++++++++

[Fe4S4Cl(NCS)3]=

C3ClFe4N3S7  mw:560.523 Anion CAS: Z-727731-35-3 fg:24 cnt:10284

----

04FU_/YAN    Datum: EA=1.61(10) eV LPES p:8

Vertical Detachment Energy:1.88(10) eV.

++++++++++++++++++++++++++++++++

Cl..(CO)3Ni-.

C3ClNiO3  mw:176.889 Anion CAS: Z-44635-04-3 fg:22 cnt:2393

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>79.2 IMRB | HOF(A-)=<-169.5/1.1 AfIN p:5

++++++++++++++++++++++++++++++++

(CO2)3..Cl-

C3ClO6  mw:166.939 fg:482 cnt:3097

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

87HIR/MIZ3   Datum: DaffG= 0.1/2.0 TDAs | HOF(A-)=-100.8/1.0 AfIN p:8

DaffH(X..Y-)= 6.8/1.0 TDAs

----

86HIR/SHO    Datum: DaffG= 0.1 TDAs | HOF(A-)=-100.8/0.1 AfIN p:7

DaffH(X..Y-)= 6.8 TDAs

++++++++++++++++++++++++++++++++

(CS2)3..Cl-

C3ClS6  mw:262.802 fg:482 cnt:3542

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= 0.8/1.0 TDAs | HOF(A-)=60.0/0.5 AfIN p:8

DaffH(X..Y-)= 7.2/0.2 TDAs

++++++++++++++++++++++++++++++++

CoC3-.

C3Co  mw:94.934 Anion CAS: Z-262860-39-9 fg:19 cnt:4753

----

00WAN/LI     Datum: EA=1.55(6) eV LPES p:8

Vertical Detachment Energy:1.60(6) eV.

++++++++++++++++++++++++++++++++

Co(CO)3-

C3CoO3  mw:142.918 Anion CAS: Z-53364-03-7 fg:22 cnt:1785

----

93SUN/WAN    Datum: DaffH= 38.1/3.9 CIDT p:8

----

86MCE/ALL    Datum: EA=< 1.80 eV IMRB [41.5 kcal] p:6

Order: Cr(CO)3 < Co(CO)2 < Co(CO)(NO) < Co(CO)3 < Fe(CO)3 = 41.5 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coco3-s.zan]

B3/6-311++G|-83.4  |     |     | 1.999|       |-36.9  |    |     

++++++++++++++++++++++++++++++++

CrC3-.

C3Cr  mw:87.941 Anion CAS: Z-262860-36-6 fg:19 cnt:4750

----

04ZHA/WAN    Datum: EA=1.474(15) eV LPES p:9

Vertical Detachment Energy:1.474(15) eV. Probably cyclic isomer. The adiabatic EA is the same as the Vertical Detachment Energy.

----

00WAN/LI     Datum: EA=1.50(2) eV LPES p:8

++++++++++++++++++++++++++++++++

Cr(CO)3-

C3CrO3  mw:135.926 Anion CAS: Z-53221-59-3 fg:22 cnt:1782

----

92BEN/CAS    Datum: EA=1.349(6) eV LPES p:9

----

93SUN/WAN    Datum: DaffH= 43.9/3.9 CIDT p:8

----

86MCE/ALL    Datum: EA=< 1.80 eV IMRB [41.5 kcal] p:6

Order: Cr(CO)3 < Co(CO)2 < Co(CO)(NO) < Co(CO)3 < Fe(CO)3 = 41.5 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crco3-6.za0]

M062X/Def2T|-47.2  |     |     | 0.797|       |-28.4  |    |     

++++++++++++++++++++++++++++++++

Cr(CO)3O-

C3CrO4  mw:151.921 Anion CAS: Z-108298-82-4 fg:22 cnt:1806
###### the following are "below the line": evaluated as not accurate ####

----

87BRI/RUS    Datum: DacidG= 342.0/3.0 IMRB p:4

Acidity between PhOH, HOAc.

----

87BRI/RUS    Datum: EA=2.25(10) eV IMRB p:4

++++++++++++++++++++++++++++++++

Cr(CO)3O2-

C3CrO5  mw:167.916 Anion CAS: Z-108298-81-3 fg:22 cnt:1807
###### the following are "below the line": evaluated as not accurate ####

----

87BRI/RUS    Datum: DacidG= 342.0/3.0 IMRB p:4

Acidity between PhOH, HOAc.

----

87BRI/RUS    Datum: EA=2.25(10) eV IMRB p:4

++++++++++++++++++++++++++++++++

CuNi(CO)3-

C3CuNiO3  mw:204.850 Anion CAS: Z-1630744-27-2 fg:22 cnt:10930

----

14LIU/XIE2   Datum: EA=2.30(3) eV PVMI p:8

Vertical Detachment Energy:2.39(3) eV.

++++++++++++++++++++++++++++++++

Cu(CO)3-

C3CuO3  mw:146.915 Anion CAS: Z-249565-56-8 fg:24 cnt:11754

----

24LI_/LIU    Datum: EA=1.03(1) eV PVMI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cuco3-s.za0]

CBS-QB3    |-69.0  |     |     | 0.651|       |-53.5  |    |     

M062X/Def2T|-30.1  |     |     | 0.192|       |-25.4  |    |     

B3/6-311++G|-48.4  |     |     | 1.068|       |-23.6  |    |     

++++++++++++++++++++++++++++++++

Cu3(CN)3-.

C3Cu3N3  mw:266.799 Anion CAS: Z-22853-60-7 fg:24 cnt:5101

----

00NEG/YAS    Datum: EA=2.59(4) eV LPES p:8

Vertical Detachment Energy:2.70(6) eV; isomer at electron affinity = 2.72 eV.

++++++++++++++++++++++++++++++++

(CO2)3..F-

C3FO6  mw:150.968 fg:481 cnt:3092

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

87HIR/MIZ3   Datum: DaffG= 0.5/2.0 TDAs | HOF(A-)=-385.2/4.4 AfIN p:8

DaffH(X..Y-)= 7.2/1.0 TDAs

++++++++++++++++++++++++++++++++

(CS2)3..F-

C3FS6  mw:246.831 fg:481 cnt:3540

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= 0.3/1.0 TDAs | HOF(A-)=-22.9/2.0 AfIN p:8

DaffH(X..Y-)= 5.4/1.0 TDAs

Estimated entropy; single temperature measurement.

++++++++++++++++++++++++++++++++

C3F3-

C3F3  mw:92.996 Anion CAS: N-268566-74-1 fg:82 cnt:1324
###### the following are "below the line": evaluated as not accurate ####

----

79SAU/CHR    Datum: HOF(A-)=-101.5 EIAE p:2

From CF2=CF-CF=CF2. Taken as F2C=C=CF-. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of -83 kcal/mol.

----

72HAR/THY    Datum: HOF(A-)=-225.0 EIAE p:1

From CF3CF=CF2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2cccf.zaf]

CBS-QB3    |-83.0  |368.6|360.7| 2.089|-85.8  |-34.9  |26.4|103.0

G3MP2B3    |-83.5  |368.5|360.7| 2.232|-84.8  |-32.1  |26.3|104.8

G3MP2B3+   |-83.5  |368.6|360.7| 2.235|-84.9  |-32.0  |26.5|104.9

G4MP2      |-82.1  |368.0|360.2| 2.168|-83.0  |-32.2  |26.2|102.9

M062X/Def2T|-85.7  |368.4|360.7| 2.030|-89.5  |-39.0  |26.0|102.6

B3/6-311++G|-73.7  |364.5|356.6| 2.242|-70.9  |-22.1  |26.4|100.9

++++++++++++++++++++++++++++++++

CF3CC-

C3F3  mw:92.996 Anion CAS: Z-85905-61-9 fg:84 cnt:857

HOF(A.)= -18.1/4.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)= -99.0/3.0  86SMA/       |

DacidS=26.0/0.5 Stat |  S(A-)=71.4/1.1 Acid |  S(AH)=71.4/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 347.4/2.0 IMRE | HOF(A-)=-109.5/3.6 Acid p:9

DacidH(AH)= 355.2/2.0 G+TS EA(ev)= 3.966
###### the following are "below the line": evaluated as not accurate ####

----

84SUZ/ILL    Datum: HOF(A-)=-135.7 EIAE;EA(eV)=5.134 p:3

----

79SAU/CHR    Datum: EA=<5.6 eV EIAE p:3

From CF3CCCF3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qcc.zaf]

CBS-QB3    |-112.6 |356.2|349.1| 4.008|-103.1 |-20.1  |23.8|135.0

G3MP2B3    |-113.1 |356.4|348.8| 4.066|-102.3 |-19.1  |25.5|135.2

G3MP2B3+   |-113.1 |356.3|349.2| 4.073|-102.2 |-19.1  |23.8|135.2

G4MP2      |-111.7 |356.1|349.1| 3.976|-100.6 |-19.8  |23.6|132.9

M062X/Def2T|-114.4 |354.9|347.8| 3.941|-104.7 |-23.6  |23.9|133.2

B3/6-311++G|-95.9  |352.4|344.7| 4.276|-81.1  |2.7    |25.9|136.0

++++++++++++++++++++++++++++++++

CF3CF=O..CN-

C3F4NO  mw:141.992

Core ion CAS: Z-57-12-5 Solvent: 354-34-7 fg:485 cnt:2107

HOF(solv)=-249.0/2.0 Est3          

----

88LAR/SZU    Datum: DaffG= 14.2/0.5 IMRE | HOF(A-)=-256.9/2.8 AfIN p:8

DaffH(X..Y-)= 24.6/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcfocn.zcf]

G3MP2B3    |-266.7 | 35.8| 24.6| 37.4|-245.4 |14.5   

G3MP2B3+   |-266.6 | 35.7| 24.6| 37.3|-245.4 |14.5   

G4MP2      |-263.9 | 34.3| 23.2| 37.4|-243.6 |14.1   

M062X/Def2T|-268.7 | 37.0| 25.7| 38.0|-250.0 |18.4   

B3/6-311++G|-240.0 | 35.7| 24.6| 37.4|-220.4 |16.2   

++++++++++++++++++++++++++++++++

CF3CFCO-.

C3F4O  mw:127.989 Anion CAS: N-22758-59-4 fg:102 cnt:1173

----

75HAR/THY    Datum: HOF(A-)=-221.4/13.8 EIAE p:6

From CF3CF2CHO. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of -228 to -232 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qcfco.zzf]

CBS-QB3    |-231.9 |     |     | 1.349|       |-201.0 |    |     

G3MP2B3    |-228.5 |     |     | 1.332|       |-197.9 |    |     

G3MP2B3+   |-228.6 |     |     | 1.338|       |-197.9 |    |     

G4MP2      |-229.9 |     |     | 1.500|       |-195.5 |    |     

M062X/Def2T|-235.0 |     |     | 1.350|       |-203.9 |    |     

B3/6-311++G|-213.1 |     |     | 1.741|       |-173.0 |    |     

++++++++++++++++++++++++++++++++

C3F5-

C3F5  mw:130.993 Anion CAS: A-433-66-9 fg:80 cnt:841

HOF(A.)= -182.2/56.3             |

----

79SAU/CHR    Datum: HOF(A-)=-251.4/21.9 EIAE;EA(eV)=3.000 p:5

DaffH(AH)=  49.9/21.9 A-IN

From c-C4F8. Assumed to be the allylic structure. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.4-1.6 eV, and .DELTA.fH(A-) = -212 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

72THY/       Datum: EA=>2.7(2) eV EIAE p:2

From CF3CF=CF2.

----

72LIF/GRA    Datum: HOF(A-)=-227.1/9.2 EIAE;EA(eV)=2.602 p:2

From CF3CF=CF2.

----

72HAR/THY2   Datum: EA=2.7(2) eV EIAE p:2

From cyclo-C4F8.

----

72HAR/THY    Datum: EA=2.70(10) eV EIAE p:2

From CF3CF=CF2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qccf2.zaf]

CBS-QB3    |-248.7 |363.0|355.2| 3.047|-246.0 |-178.4 |26.4|119.7

G3MP2B3    |-245.7 |363.7|356.0| 3.066|-242.2 |-174.9 |25.8|119.4

G3MP2B3+   |-246.0 |363.4|355.2| 3.086|-242.2 |-174.8 |27.6|119.5

G4MP2      |-244.0 |363.2|355.4| 2.931|-240.0 |-176.3 |25.9|115.8

M062X/Def2T|-251.8 |362.1|354.1| 2.961|-249.3 |-183.5 |26.9|117.9

B3/6-311++G|-224.9 |357.4|348.3| 3.199|-215.1 |-151.2 |30.6|116.0

++++++++++++++++++++++++++++++++

CF2=C(CF3)O-

C3F5O  mw:146.987 Anion CAS: Z-127256-66-0 fg:63 cnt:742

HOF(A.)= -243.1/7.3              |

HOF(AH)= -291.7/1.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat |  S(A-)=91.4/3.2 Acid |  S(AH)=94.4/1.0 GpAd 93SP

----

80FAR/MCM #  Datum: DacidG= 330.7/4.1 IMRB | HOF(A-)=-319.8/4.3 Acid p:7

DacidH(AH)= 337.6/4.2 G+TS

Between FCH2CO2H, HCl; nearer to HCl.
###### the following are "below the line": evaluated as not accurate ####

----

70HAR/THY #  Datum: HOF(A-)=<-291.5/2.3 EIAE;EA(eV)=2.100 p:3

From (CF3)2CO.  Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cf2coq.zaf]

CBS-QB3    |-309.4 |346.6|338.4| 2.504|-290.2 |-251.8 |27.3|90.5 

G3MP2B3    |-304.7 |347.9|339.9| 2.549|-285.4 |-246.1 |27.0|91.5 

G3MP2B3+   |-304.8 |347.8|339.7| 2.556|-285.4 |-246.1 |27.2|91.4 

G4MP2      |-302.3 |347.7|339.8| 2.399|-282.8 |-247.1 |26.6|87.9 

M062X/Def2T|-310.5 |344.9|337.3| 2.378|-290.7 |-255.7 |25.4|87.1 

B3/6-311++G|-279.3 |340.8|332.8| 2.593|-252.9 |-219.7 |27.1|85.3 

++++++++++++++++++++++++++++++++

(CF3)2C-.

C3F6  mw:149.991 Anion CAS: Z-90624-71-8 fg:117 cnt:518

HOF(AH)= -280.0/6.0  84MCD/CHO   |

----

84MCD/CHO    Datum: DacidG= 358.0/4.0 IMRB | HOF(A-)=-287.7/7.2 Acid p:7

Between CF3CH2OH, MeCH2CHO. Composite computational methods(18BAR/) indicate an acidity 7-8 kcal/mol stronger.
###### the following are "below the line": evaluated as not accurate ####

----

70HAR/THY #  Datum: HOF(A-)=<-288.0/2.3 EIAE p:2

From (CF3)2CO.  Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2c.zaf]

CBS-QB3    |-296.5 |357.0|350.3| 3.098|-287.8 |-225.1 |22.4|114.8

G3MP2B3    |-292.6 |358.0|351.4| 3.057|-283.3 |-222.1 |22.1|113.3

G3MP2B3+   |-292.4 |358.0|351.0| 3.056|-283.2 |-222.0 |23.7|113.4

G4MP2      |-294.8 |357.5|351.0| 3.103|-285.1 |-223.2 |21.7|114.0

M062X/Def2T|-300.7 |355.2|348.1| 2.936|-291.3 |-233.0 |23.9|110.4

B3/6-311++G|-268.4 |350.8|343.7| 3.328|-252.0 |-191.7 |23.9|112.3

++++++++++++++++++++++++++++++++

CF3CF=CF2..I-

C3F6I  mw:276.895

Core ion CAS: Z-20461-54-5 Solvent: 116-15-4 fg:484 cnt:6994

HOF(solv)=-275.3/1.1  87PAP/KOL    

----

02HIR/TAK    Datum: DaffG= 1.4/0.3 TDAs p:8

DaffH(X..Y-)= 8.6/0.3 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcfcf2i.zc0]

M062X/Def2T|-337.2 |  9.3|  3.0| 21.4|-284.3 |-43.7  

++++++++++++++++++++++++++++++++

Mn(CO)3(PF3)2-

C3F6MnO3P2  mw:314.861 fg:22 cnt:2350

----

90MIL/KAW    Datum: DacidG=<309.0/3.0 IMRB p:7

Between HPO3 and FSO3H.

++++++++++++++++++++++++++++++++

CF3CF2CN..F-

C3F6N  mw:163.994

Core ion CAS: Z-16984-48-8 Solvent: 422-04-8 fg:481 cnt:996

HOF(solv)=-225.0/5.0 Est3          

----

83LAR/MCM    Datum: DaffG= 23.3/2.0 IMRE | HOF(A-)=-314.5/5.4 AfIN p:7

DaffH(X..Y-)= 30.1/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcf2cnf.zcf]

CBS-QB3    |-318.8 | 34.4| 26.1| 27.9|-225.4 |-59.0  

G3MP2B3    |-314.5 | 32.3| 23.7| 28.7|-222.1 |-60.1  

G3MP2B3+   |-314.8 | 32.6| 24.4| 27.3|-222.1 |-60.1  

G4MP2      |-311.5 | 30.2| 21.8| 28.4|-219.2 |-62.0  

M062X/Def2T|-318.0 | 45.7| 37.2| 28.3|-226.4 |-45.9  

B3/6-311++G|-284.8 | 24.4| 26.6| 27.1|-188.6 |-61.5  

++++++++++++++++++++++++++++++++

CF3SO2N=C(CF3)O-

C3F6NO3S  mw:243.951 Anion CAS: Z-174191-24-3 fg:48 cnt:2687

DacidS=25.2/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 298.2/2.0 IMRE p:8

DacidH(AH)= 305.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qrrq-u.zaf]

G3MP2B3    |-466.0 |303.2|295.5|      |-402.0 |       |25.9|     

B3/6-311++G|-381.9 |301.2|293.7| 5.397|-315.8 |-257.2 |25.3|110.7

++++++++++++++++++++++++++++++++

cCF2(CF2SO2)2N-

C3F6NO4S2  mw:291.918 Anion CAS: Z-146063-77-6 fg:49 cnt:2692

DacidS=23.8/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 284.2/2.0 IMRE p:9

DacidH(AH)= 291.3/2.2 G+TS

----

14ZHA/SON    Datum: DacidG= 284.2/2.0 IMRE p:7

DacidH(AH)= 291.3/2.2 G+TS

Probably the same measurement as 09LEI/RAA.
###### the following are "below the line": evaluated as not accurate ####

----

94KOP/TAF    Datum: DacidG= 289.6/2.0 IMRE p:4

DacidH(AH)= 296.7/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by at least 5.3 kcal/mol, due to problems in the ladder at .DELTA.acidG = 293 and 299 kcal/mol. Deprecated per 14ZHA/SON. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ccf2so2n.zaf]

CBS-QB3    |-490.0 |289.0|281.9|      |-413.3 |       |23.9|     

G3MP2B3    |-473.8 |290.6|283.6| 5.930|-397.2 |-336.6 |23.5|112.7

G3MP2B3+   |-473.4 |290.8|283.6| 5.923|-396.9 |-336.4 |23.8|112.7

G4MP2      |-475.6 |290.7|283.6|      |-399.1 |       |23.7|     

M062X/Def2T|-474.6 |289.2|282.0| 5.978|-399.1 |-336.4 |24.2|114.8

B3/6-311++G|-334.2 |291.6|284.5| 5.638|-258.6 |-203.8 |23.9|106.9

++++++++++++++++++++++++++++++++

(CF3)2CO-.

C3F6O  mw:165.986 Anion CAS: Z-17785-84-1 fg:102 cnt:1797

HOF(A.)= -336.7/2.0  72GOR/      | BDE(A-H)= 28.5/4.1 R-AH           

HOF(AH)= -313.1/3.6 d+ah         |

----

21WAN/HAN    Datum: EA=1.42(2) eV LPES | HOF(A-)=-369.4/2.1 R-EA p:8

Vertical Detachment Energy:2.06(6) eV. Triplet state of neutral is 3.01 eV up from singlet. HOF(AH) corrected from 600K to 298K via calculations(18BAR/).

----

70HAR/THY    Datum: EA=>1.46 eV IMRB p:5

Electron transfer from O- observed.
###### the following are "below the line": evaluated as not accurate ####

----

85MCD/CHO    Datum: EA=>0.442 eV IMRB [10.2 kcal] p:3

Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.31-1.35 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2co.zzf]

CBS-QB3    |-377.0 |     |     | 1.348|       |-346.1 |    |     

G3MP2B3    |-370.6 |     |     | 1.312|       |-340.5 |    |     

G3MP2B3+   |-370.7 |     |     | 1.314|       |-340.6 |    |     

G4MP2      |-372.4 |     |     | 1.513|       |-337.7 |    |     

M062X/Def2T|-379.6 |     |     | 1.404|       |-347.4 |    |     

B3/6-311++G|-343.0 |     |     | 1.804|       |-301.7 |    |     

++++++++++++++++++++++++++++++++

C3F7-

C3F7  mw:168.989 Anion CAS: Z-35556-60-6 fg:89 cnt:897

HOF(A.)= -314.2/1.2 D+AH         | BDE(A-H)= 103.6/0.6  83EVA/WEE    

HOF(AH)= -365.7/1.0 GpAd 93SP    |

DacidS=27.0/3.0 Stat |  S(A-)=95.6/3.2 Acid |  S(AH)=94.6/1.0 GpAd 93SP

----

14ZHA/BAD    Datum: DacidG= 347.8/2.0 IMRE | HOF(A-)=-375.5/2.4 Acid p:8

DacidH(AH)= 355.9/2.2 G+TS EA(ev)= 2.660

Acid taken as (CF3)2CHF.

----

85SPY/HUN    Datum: EA=>2.65(10) eV EIAE p:5

From (CF3)3F.

----

85SPY/HUN    Datum: EA=>2.7(2) eV EIAE p:5

From i-C5F12. Taken as (CF3)2CF-. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.6 eV.

----

83SPY/SAU #  Datum: EA=>2.65(40) eV EIAE p:5

From C3F8. Reworked with modern thermochemical data.

----

83SPY/SAU #  Datum: EA=>2.60(15) eV EIAE | HOF(A-)=<-392.0 EIAE p:5

From n-C5F12. AE = 0.9(1) eV.

----

83SPY/SAU #  Datum: EA=>2.50(40) eV EIAE p:5

From n-C4F10.

----

83SPY/SAU #  Datum: EA=>2.75(10) eV EIAE p:5

From n-C6F14.
###### the following are "below the line": evaluated as not accurate ####

----

73HAR/THY2   Datum: EA=>2.2(2) eV EIAE p:4

From n-C4F10.

----

72HAR/THY #  Datum: HOF(A-)=-378.2/1.7 EIAE;EA(eV)=2.300 p:4

From C3F8. Reworked with modern thermochemical data.

----

69LIF/GRA #  Datum: EA=>2.4 eV EIAE p:4

From C3F8. Reworked with modern thermochemical data.

----

85SPY/HUN    Datum: EA=>3.4(3) eV EIAE p:3

From neo-C5F12.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2cf.zaf]

CBS-QB3    |-387.9 |358.4|350.6| 2.588|-380.6 |-328.1 |26.1|104.5

G3MP2B3    |-382.3 |359.3|351.7| 2.583|-374.3 |-322.7 |25.5|103.7

G3MP2B3+   |-382.1 |359.4|351.6| 2.576|-374.3 |-322.7 |26.1|103.7

G4MP2      |-379.9 |358.4|350.7| 2.395|-371.1 |-324.6 |26.1|98.7 

M062X/Def2T|-390.4 |356.4|348.8| 2.513|-382.2 |-332.4 |25.8|101.8

B3/6-311++G|-351.9 |349.5|341.6| 2.800|-334.1 |-287.3 |26.2|98.9 

++++++++++++++++++++++++++++++++

CF3CF2CFO..F-

C3F7O  mw:184.984 Anion CAS: Z-44967-45-5 fg:481 cnt:988

HOF(solv)=-365.0/5.0 Est3          
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 38.8/2.0 IMRE | HOF(A-)=-471.6/5.4 AfIN p:4

DaffH(X..Y-)= 47.2/2.0 G+TS

These relative affinities are ca. 10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 47-49 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c3f7o-g.zaf]

CBS-QB3    |-469.9 | 59.0| 49.7| 31.2|-351.9 |-59.0  

G3MP2B3    |-463.1 | 56.7| 47.4| 31.2|-346.3 |-60.1  

G4MP2      |-459.5 | 54.6| 45.1| 31.6|-342.9 |-62.0  

M062X/Def2T|-469.5 | 70.6| 60.8| 32.8|-353.0 |-45.9  

B3/6-311++G|-424.8 | 45.6| 46.5| 31.7|-307.3 |-61.5  

++++++++++++++++++++++++++++++++

(CF3)2CO..F-

C3F7O  mw:184.984

Core ion CAS: Z-16984-48-8 Solvent: 684-16-2 fg:481 cnt:987

HOF(solv)=-336.7/2.0 neut 72GOR/   
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 41.6/2.0 IMRE | HOF(A-)=-445.8/2.9 AfIN p:4

DaffH(X..Y-)= 49.7/2.0 G+TS

These relative affinities are ca. 10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 51-53 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [q2cof.zcf]

CBS-QB3    |-467.4 | 62.3| 53.0| 31.1|-346.1 |-59.0  

G3MP2B3    |-460.8 | 60.2| 50.9| 31.0|-340.5 |-60.1  

G4MP2      |-457.0 | 57.3| 48.0| 31.3|-337.7 |-62.0  

M062X/Def2T|-467.1 | 73.8| 65.0| 29.4|-347.4 |-45.9  

B3/6-311++G|-422.0 | 48.5| 49.6| 31.1|-301.7 |-61.5  

++++++++++++++++++++++++++++++++

CF3SO2N(SO2CF2CF3)-

C3F8NO4S2  mw:329.915 Anion CAS: Z-601520-38-1 fg:49 cnt:2960

DacidS=23.0/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 285.2/2.0 IMRE p:9

DacidH(AH)= 292.1/2.2 G+TS

----

94KOP/TAF    Datum: DacidG= 290.3/2.0 IMRE p:5

DacidH(AH)= 297.2/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by at least 5.3 kcal/mol, due to problems in the ladder at .DELTA.acidG = 293 and 299 kcal/mol. Deprecated per 14ZHA/SON. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tfntfq.zaf]

G3MP2B3    |-596.3 |292.0|285.5| 5.868|-521.2 |-460.5 |21.9|112.7

G4MP2      |-598.2 |292.3|285.6|      |-523.4 |       |22.5|     

M062X/Def2T|-601.1 |290.3|283.0| 5.947|-526.7 |-463.5 |24.7|115.3

B3/6-311++G|-451.0 |293.0|286.5| 5.635|-376.8 |-320.6 |21.9|108.3

++++++++++++++++++++++++++++++++

FeC3-.

C3Fe  mw:91.935 Anion CAS: Z-262860-38-8 fg:19 cnt:4752

----

00WAN/LI     Datum: EA=1.68(2) eV LPES p:8

Vertical Detachment Energy:1.74(2) eV.

----

95FAN/LOU    Datum: EA=1.69(8) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe(NCS)3-

C3FeN3S3  mw:229.861 Anion CAS: Z-275378-55-7 fg:24 cnt:8540

----

03YAN/WAN2   Datum: EA=4.64(5) eV LPES p:8

Vertical Detachment Energy:4.96(8) eV. See also 00WAN/WAN6.

++++++++++++++++++++++++++++++++

Fe(CO)3-

C3FeO3  mw:139.920 Anion CAS: Z-53221-56-0 fg:22 cnt:179

HOF(A.)= -58.2/7.6  92SUN/WAN    |

----

79ENG/LIN2   Datum: EA=1.80(20) eV LPES | HOF(A-)=-99.7/12.0 R-EA p:8

DaffH(AH)=  43.0/11.2 A-IN

----

92SUN/WAN    Datum: DaffH= 42.4/3.5 CIDT p:7

Affinity: CO.bullet..bullet.Fe(CO)2-.

----

76COM/STO    Datum: HOF(A-)=-107.0/4.6 EIAE p:6
###### the following are "below the line": evaluated as not accurate ####

----

76COM/STO    Datum: DacidH(AH)= | HOF(A-)=<-135.0/34.4 NBAE p:3

DaffH(X..Y-)=>78.3/34.2 A-IN

From Fe(CO)5.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [feco3-d.zz0]

CBS-QB3    |-93.8  |     |     | 2.404|       |-38.5  |    |     

M062X/Def2T|-60.3  |     |     | 1.132|       |-34.3  |    |     

B3/6-311++G|-85.6  |     |     | 1.810|       |-43.7  |    |     

++++++++++++++++++++++++++++++++

HfNi(CO)3-

C3HfNiO3  mw:321.867 Anion CAS: Z-2100276-04-6 fg:22 cnt:10967

----

17ZOU/XIE    Datum: EA=1.91(8) eV PVMI p:8

Vertical Detachment Energy:2.09(8) eV.

++++++++++++++++++++++++++++++++

I..(CO)3Ni-.

C3INiO3  mw:268.825 Anion CAS: Z-36830-71-4 fg:22 cnt:2395

HOF(solv)=  25.5/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>55.0 IMRB | HOF(A-)=<-148.8/1.1 AfIN p:5

++++++++++++++++++++++++++++++++

(CO)3..I-

C3IO3  mw:210.890 fg:484 cnt:8179

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

12LAP/LAM    Datum: EA=3.28(5) eV LPES p:9

DaffH(AH)=  1.6/1.6 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ico3.zc0]

M062X/Def2T|-130.4 |  1.8| -3.8| 19.1|-26.6  |-102.0 | 3.162

++++++++++++++++++++++++++++++++

(CO2)3..I-

C3IO6  mw:258.875 fg:484 cnt:3100

HOF(A.)= -255.1/2.3              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

02GOM/TAY    Datum: EA=3.580(7) eV LPES | HOF(A-)=-340.0/2.9 AfIN p:8

DaffH(AH)=  4.6/1.7 dEA

The stated EA is the Vertical Detachment Energy. The ion affinity is the stepwise difference in electron affinities.

----

95ARN/BRA2   Datum: EA=3.539(69) eV LPES | HOF(A-)=-339.1/3.3 AfIN p:8

DaffH(AH)=  3.7/2.4 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

91MAR/GIN    Datum: EA=3.63(5) eV LPES p:8

DaffH(AH)=  5.8/2.1 dEA

The stated EA is the Vertical Detachment Energy. See also 91MAR/GIN2.

----

87HIR/MIZ3   Datum: DaffG= -0.6/2.0 TDAs | HOF(A-)=-340.0/2.5 AfIN p:8

DaffH(X..Y-)= 4.6/1.0 TDAs

++++++++++++++++++++++++++++++++

K2(NCS)3-

C3K2N3S3  mw:251.853 fg:24 cnt:10801

----

15DEN/KON2   Datum: EA=5.58(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [k2ncs3c.zcf]

G3MP2B3    |-95.4  | 41.1| 35.4| 19.2|-1.7   |-52.7  | 5.273

++++++++++++++++++++++++++++++++

LaC3-.

C3La  mw:174.907 Anion CAS: Z-194015-87-7 fg:19 cnt:5009

HOF(A.)= 191.0/10.0  76HEP/SIN   |

----

00KOH/SUZ    Datum: EA=1.30(10) eV LPES | HOF(A-)=161.0/10.3  p:7

The stated EA is the Vertical Detachment Energy. "side" metalated structure.

++++++++++++++++++++++++++++++++

LaNi(CO)3-

C3LaNiO3  mw:280.827 Anion CAS: N-2304408-75-9 fg:22 cnt:9623

----

18LI_/ZHA    Datum: EA=1.40(10) eV LPES p:8

Vertical Detachment Energy:1.58(9) eV.

++++++++++++++++++++++++++++++++

MgNi(CO)3-

C3MgNiO3  mw:165.906 Anion CAS: Z-1924622-35-4 fg:22 cnt:10949

----

16XIE/ZOU2   Datum: EA=1.064(63) eV PVMI p:8

Vertical Detachment Energy:1.172(58) eV.

++++++++++++++++++++++++++++++++

MnC3-.

C3Mn  mw:90.939 Anion CAS: Z-262860-37-7 fg:19 cnt:4751

----

19XU_/YAN    Datum: EA=1.74(8) eV LPES p:8

Vertical Detachment Energy:1.96(6) eV.

----

00WAN/LI     Datum: EA=1.87(2) eV LPES p:8

Vertical Detachment Energy:1.99(2) eV.

++++++++++++++++++++++++++++++++

CO..Mn(CO)2-

C3MnO3  mw:138.923 Anion CAS: Z-101953-17-7 fg:22 cnt:3404

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

93SUN/WAN    Datum: DaffH= 28.4/3.0 CIDT | HOF(A-)=-34.2 AfIN p:8

++++++++++++++++++++++++++++++++

Mo(CO)3-

C3MoO3  mw:181.891 Anion CAS: Z-141727-16-4 fg:22 cnt:2716

----

92BEN/CAS    Datum: EA=1.337(6) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [moco3-d.za0]

M062X/Def2T|-57.1  |     |     | 1.177|       |-29.9  |    |     

++++++++++++++++++++++++++++++++

NCCC-

C3N  mw:50.004 Anion CAS: Z-12373-53-4 fg:84 cnt:853

HOF(A.)= 178.2/2.0  94FRA/RIC    | BDE(A-H)= 139.3/2.8 R-AH          

HOF(AH)=  91.0/2.0  94FRA/RIC    |

DacidS=26.0/1.0 Stat |  S(A-)=60.1/1.4 Acid |  S(AH)=60.1/1.0 GpAd 93SP

----

21SIM/NOT    Datum: EA=4.30561(11) eV LPD  [34727.1(9) cm-1] p:9

DacidH(AH)= 353.6/2.4 D-EA

Given: 34727.1(9) cm-1.

----

10YEN/GAR    Datum: EA=4.305(1) eV SEVI p:9

----

88TAF/ABB    Datum: DacidG= 342.9/2.0 IMRE | HOF(A-)=76.0/2.8 Acid p:8

DacidH(AH)= 350.7/2.0 G+TS

----

06GRA/MER    Datum: DacidH(AH)= 344.0/3.5 EIAE p:5

EA(eV)= 4.722

----

86HEN/ILL2   Datum: HOF(A-)=84.1/4.6 EIAE p:5

From CH2=CHCN. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of +70 kcal/mol.

----

71TSU/YOK #  Datum: HOF(A-)=72.8 EIAE p:5

From EtCN. Reworked with modern thermochemistry.
###### the following are "below the line": evaluated as not accurate ####

----

61DIB/REE #  Datum: HOF(A-)=119.6/4.6 EIAE p:2

DacidH(AH)= 394.3/4.6 EIAE  EA(eV)= 2.541

From HCC-CpN. Reworked with modern thermochemical data. The stated acidity is at least 40 kcal/mol too weak, based on modern data.

----

72BRI/OLS #  Datum: HOF(A-)=1.0/4.6 EIAE p:1

From TCNE. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nccc#.zaf]

W1U        |73.0   |349.5|340.3| 4.483|89.3   |176.4  |30.9|139.2

G3MP2B3    |69.9   |349.2|341.8| 4.569|88.0   |175.5  |24.9|139.6

G3MP2B3+   |69.9   |348.9|341.4| 4.583|88.1   |175.7  |25.4|139.7

G4MP2      |71.1   |348.9|341.4| 4.550|89.4   |176.1  |25.0|138.9

M062X/Def2T|72.3   |347.4|339.9| 4.280|89.5   |171.0  |25.5|133.6

B3/6-311++G|75.8   |347.2|339.6| 4.407|95.8   |177.5  |25.4|133.8

++++++++++++++++++++++++++++++++

(CO2)3..NO2-

C3NO8  mw:177.963 fg:488 cnt:3620

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -0.7/1.0 TDAs | HOF(A-)=-346.6/1.4 AfIN p:8

DaffH(X..Y-)= 6.3/1.0 TDAs

++++++++++++++++++++++++++++++++

(NC)2C-.

C3N2  mw:64.007 Anion CAS: Z-316122-04-0 fg:117 cnt:7885

HOF(AH)= 100.2/2.1 d+ah          |

----

10GOE/PIC    Datum: EA=<3.25(5) eV LPES p:9

Triplet carbene neutral. Singlet state 12.0/1.2 kcal/mol higher.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncccn.zaf]

W1U        |72.3   |340.5|333.6| 3.128|97.7   |144.7  |22.9|99.1 

CBS-QB3    |72.4   |340.2|333.4| 3.098|97.8   |144.0  |22.8|98.2 

G3MP2B3    |70.4   |340.5|333.6| 3.228|97.1   |145.0  |22.9|100.0

G3MP2B3+   |70.1   |340.3|333.4| 3.239|97.0   |144.9  |23.0|100.0

G4MP2      |70.7   |340.3|333.5| 3.329|97.6   |147.7  |23.0|102.2

M062X/Def2T|69.6   |337.0|330.2| 3.101|97.3   |141.4  |22.9|96.2 

B3/6-311++G|70.0   |336.3|329.4| 3.092|101.0  |141.4  |23.0|92.5 

++++++++++++++++++++++++++++++++

Na2(NCS)3-

C3N3Na2S3  mw:219.906 fg:24 cnt:10790

----

15DEN/KON2   Datum: EA=5.67(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NbC3-

C3Nb  mw:128.907 Anion CAS: N-86233-73-0 fg:19 cnt:8559

----

01ZHA/LIU    Datum: EA=1.686(20) eV LPES p:9

Vertical Detachment Energy:1.686(20) eV.

++++++++++++++++++++++++++++++++

NiC3-.

C3Ni  mw:93.936 Anion CAS: Z-262860-40-2 fg:19 cnt:4754

----

00WAN/LI     Datum: EA=1.39(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni(CO)3-

C3NiO3  mw:141.921 Anion CAS: Z-51222-94-7 fg:22 cnt:1838

HOF(A.)= -94.5/1.1  92SUN/WAN    |

----

82STE/FEI    Datum: EA=1.077(13) eV LPES | HOF(A-)=-119.3/2.8 R-EA p:9

DaffH(AH)=  39.1/2.8 A-IN

----

16XIE/ZOU    Datum: EA=1.023(124) eV PVMI p:8

Vertical Detachment Energy:1.104(120) eV.

----

92SUN/WAN    Datum: DaffH= 38.5/2.3 CIDT p:7

Affinity: CO.bullet..bullet.Ni(CO)2-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nico3-d.za0]

CBS-QB3    |-121.7 |     |     | 1.162|       |-94.8  |    |     

M062X/Def2T|-39.5  |     |     | 0.535|       |-26.9  |    |     

B3/6-311++G|-81.8  |     |     | 1.221|       |-53.5  |    |     

++++++++++++++++++++++++++++++++

ScNi(CO)3-

C3NiO3Sc  mw:186.877 Anion CAS: Z-2197979-17-0 fg:22 cnt:9578

----

18XIE/ZOU    Datum: EA=1.68(9) eV LPES p:8

Vertical Detachment Energy:1.83(9) eV.

++++++++++++++++++++++++++++++++

TiNi(CO)3-

C3NiO3Ti  mw:189.869 Anion CAS: Z-2100275-94-1 fg:22 cnt:10959

----

17ZOU/XIE    Datum: EA=1.83(9) eV PVMI p:8

Vertical Detachment Energy:1.93(8) eV.

++++++++++++++++++++++++++++++++

VNi(CO)3-

C3NiO3V  mw:192.865 Anion CAS: Z-2396733-57-4 fg:22 cnt:10973

----

18YUA/ZHA    Datum: EA=1.66(9) eV LPES p:8

Vertical Detachment Energy:1.95(8) eV.

++++++++++++++++++++++++++++++++

YNi(CO)3-

C3NiO3Y  mw:230.826 Anion CAS: Z-2197979-22-7 fg:22 cnt:9583

----

18XIE/ZOU    Datum: EA=1.69(9) eV LPES p:8

Vertical Detachment Energy:1.89(8) eV.

++++++++++++++++++++++++++++++++

ZrNi(CO)3-

C3NiO3Zr  mw:231.825 Anion CAS: Z-2100275-99-6 fg:22 cnt:10964

----

17ZOU/XIE    Datum: EA=1.86(8) eV PVMI p:8

Vertical Detachment Energy:2.04(7) eV.

++++++++++++++++++++++++++++++++

C3O-.

C3O  mw:51.995 Anion CAS: Z-109292-50-4 fg:117 cnt:1682

----

09GAR/YAC2   Datum: EA=1.237(3) eV SEVI | HOF(A-)=51.9/0.5 R-EA p:9

----

86OAK/ELL    Datum: EA=1.34(15) eV LPES p:7

Large geometry change on detachment, Calculations (00RIE/ELL) imply the stated EA is an upper limit.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3o.zaf]

W1U        |55.5   |     |     | 1.097|       |80.7   |    |     

CBS-QB3    |55.5   |     |     | 1.110|       |81.0   |    |     

G3MP2B3    |52.7   |     |     | 1.078|       |77.4   |    |     

G3MP2B3+   |52.5   |     |     | 1.088|       |77.5   |    |     

G4MP2      |53.3   |     |     | 1.128|       |79.2   |    |     

M062X/Def2T|55.0   |     |     | 1.034|       |78.8   |    |     

B3/6-311++G|56.3   |     |     | 1.240|       |84.8   |    |     

++++++++++++++++++++++++++++++++

C3O2-.

C3O2  mw:67.990 Anion CAS: Z-109362-94-9 fg:102 cnt:1683

HOF(A.)= -22.4/0.4  98JANAF      |

----

23FEN/LI     Datum: EA=0.48(8) eV LPES | HOF(A-)=-33.4/1.9 R-EA p:8

----

86OAK/ELL    Datum: EA=0.85(15) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3o2.zzf]

W1U        |-30.0  |     |     | 0.350|       |-22.0  |    |     

CBS-QB3    |-31.2  |     |     | 0.404|       |-22.0  |    |     

G3MP2B3    |-32.0  |     |     | 0.352|       |-24.3  |    |     

G3MP2B3+   |-32.2  |     |     | 0.387|       |-23.7  |    |     

G4MP2      |-31.7  |     |     | 0.466|       |-21.1  |    |     

M062X/Def2T|-33.3  |     |     | 0.251|       |-27.6  |    |     

B3/6-311++G|-29.5  |     |     |3089.7|       |116.2  |    |     

++++++++++++++++++++++++++++++++

cyclopropatrione-.

C3O3  mw:83.985 Anion CAS: Z-81439-89-6 fg:102 cnt:11867

----

14CHE/HRO2   Datum: EA=3.1(1) eV LPES p:8

Doublet anion to singlet neutral. There is a triplet neutral 14 kcal/mol above the singlet.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3o3.zzf]

G3MP2B3    |-76.6  |     |     |-0.382|       |-82.3  |    |     

++++++++++++++++++++++++++++++++

Pt(CO)3-

C3O3Pt  mw:278.950 Anion CAS: Z-174230-27-4 fg:22 cnt:8418

----

12LIU/XIE    Datum: EA=1.253(32) eV LPES p:8

++++++++++++++++++++++++++++++++

CO..Pt3(CO)2-.

C3O3Pt3  mw:668.880 Anion CAS: Z-171823-44-2 fg:22 cnt:4284

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 52.6/5.3 CIDT | HOF(A-)=-49.6/17.4 AfIN p:8

----

01SHI/SPA    Datum: DaffH= 49.2/3.3 PDis p:7

++++++++++++++++++++++++++++++++

(COS)3-.

C3O3S3  mw:179.902 fg:302 cnt:6744

HOF(solv)= -33.9/0.1 neut 94PED/   

----

03SUR/SAN    Datum: EA=2.15(10) eV LPES p:7

DaffH(AH)=  6.5/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CO..V(CO)2-

C3O3V  mw:134.929 Anion CAS: Z-147244-04-0 fg:22 cnt:3399

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

93SUN/WAN    Datum: DaffH= 35.8/4.4 CIDT | HOF(A-)=-41.6 AfIN p:8

++++++++++++++++++++++++++++++++

W(CO)3-

C3O3W  mw:267.936 Anion CAS: Z-141727-17-5 fg:22 cnt:2717

----

92BEN/CAS    Datum: EA=1.859(6) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [wco3-d.za0]

M062X/Def2T|-38.0  |     |     | 1.586|       |-1.5   |    |     

++++++++++++++++++++++++++++++++

(CO2)3-.

C3O6  mw:131.970 Anion CAS: Z-150631-12-2 fg:302 cnt:1850

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=3.11(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=2.94(2) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CO2)2..CO3-.

C3O7  mw:147.965 fg:401 cnt:3613

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= 0.4/1.0 TDAs | HOF(A-)=-333.3/4.7 AfIN p:8

DaffH(X..Y-)= 5.7/1.0 TDAs

++++++++++++++++++++++++++++++++

(CO2)3..O2-.

C3O8  mw:163.960 fg:491 cnt:3608

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -0.6/1.0 TDAs | HOF(A-)=-324.3/2.0 AfIN p:8

DaffH(X..Y-)= 6.3/1.0 TDAs

++++++++++++++++++++++++++++++++

C3S-

C3S  mw:67.973 Anion CAS: Z-368454-46-0 fg:19 cnt:7792

----

09GAR/YAC2   Datum: EA=1.5957(10) eV SEVI p:9

----

15XU_/DEN    Datum: EA=1.45(8) eV LPES p:8

Vertical Detachment Energy:1.88(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3s.zaf]

W1U        |102.9  |     |     | 1.597|       |139.6  |    |     

CBS-QB3    |102.5  |     |     | 1.588|       |138.9  |    |     

G3MP2B3    |100.3  |     |     | 1.477|       |134.1  |    |     

G3MP2B3+   |146.6  |     |     |-10824|       |134.1  |    |     

G4MP2      |100.7  |     |     | 1.508|       |135.3  |    |     

M062X/Def2T|101.4  |     |     | 1.586|       |137.8  |    |     

B3/6-311++G|149.0  |     |     | 2.220|       |200.4  |    |     

++++++++++++++++++++++++++++++++

C3S2-

C3S2  mw:99.945 Anion CAS: Z-1243247-15-5 fg:19 cnt:8820

----

15XU_/DEN    Datum: EA=1.26(8) eV LPES p:8

Vertical Detachment Energy:1.58(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3s2.zzf]

W1U        |59.1   |     |     | 1.403|       |91.1   |    |     

CBS-QB3    |56.1   |     |     | 1.436|       |88.9   |    |     

G3MP2B3    |55.1   |     |     | 1.328|       |85.3   |    |     

G3MP2B3+   |54.9   |     |     | 1.338|       |85.2   |    |     

G4MP2      |55.6   |     |     | 1.370|       |86.8   |    |     

M062X/Def2T|54.2   |     |     | 1.391|       |85.9   |    |     

B3/6-311++G|65.1   |     |     | 1.450|       |98.0   |    |     

++++++++++++++++++++++++++++++++

(CS2)3-.

C3S6  mw:227.833 Anion CAS: Z-202017-97-8 fg:302 cnt:4351

HOF(A.)=  87.1/1.9               |

HOF(solv)=  27.9/0.2 neut 94PED/   

----

94HIR/FUJ2   Datum: DaffG= 0.1/3.3 TDAs | HOF(A-)=42.6/2.1 AfIN p:9

DaffH(X..Y-)= 6.4/1.4 TDAs

----

97TSU/HIR2   Datum: EA=1.85(3) eV LPES | HOF(A-)=44.4/1.7 AfIN p:8

DaffH(AH)=  4.6/0.8 dEA

The stated EA is the Vertical Detachment Energy. Affinity is difference from next lower Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

ScC3-.

C3Sc  mw:80.956 Anion CAS: Z-262860-34-4 fg:19 cnt:4748

----

00WAN/LI     Datum: EA=1.64(2) eV LPES p:8

Vertical Detachment Energy:2.28(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [scc3-t.za0]

CBS-QB3    |166.4  |     |     | 1.661|       |204.6  |    |     

M062X/Def2T|167.6  |     |     | 1.642|       |205.4  |    |     

++++++++++++++++++++++++++++++++

SiC3-.

C3Si  mw:63.977 Anion CAS: Z-161636-18-6 fg:19 cnt:3627

----

20BAB/DEW    Datum: EA=1.93(10) eV SEVI p:8

----

01DAV/SCH    Datum: EA=2.827(7) eV LPES p:8

----

95NAK/TAG2   Datum: EA=2.64(6) eV LPES p:8

Vertical Detachment Energy:2.76(4) eV. Linear form.

----

95NAK/TAG2   Datum: EA=1.72(15) eV LPES p:8

Vertical Detachment Energy:1.93(10) eV. Cyclic form.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sic3-l.zzf]

W1U        |149.2  |     |     | 3.212|       |223.5  |    |     

CBS-QB3    |149.5  |     |     | 3.179|       |223.0  |    |     

G3MP2B3    |143.7  |     |     | 3.189|       |217.4  |    |     

G3MP2B3+   |144.0  |     |     | 3.190|       |217.7  |    |     

G4MP2      |144.9  |     |     | 3.196|       |218.8  |    |     

M062X/Def2T|147.1  |     |     | 3.242|       |222.1  |    |     

B3/6-311++G|152.3  |     |     | 3.315|       |228.8  |    |     

++++++++++++++++++++++++++++++++

Si2C3-.

C3Si2  mw:91.954 Anion CAS: Z-161636-24-4 fg:19 cnt:3631

----

02DUA/BUR    Datum: EA=1.766(12) eV LPES p:9

----

95NAK/TAG2   Datum: EA=1.50(10) eV LPES p:8

Vertical Detachment Energy:1.71(10) eV.

++++++++++++++++++++++++++++++++

Si3C3-.

C3Si3  mw:119.931 Anion CAS: Z-167944-24-3 fg:19 cnt:3635

----

95NAK/TAG2   Datum: EA=2.04(6) eV LPES p:8

Vertical Detachment Energy:2.16(8) eV.

++++++++++++++++++++++++++++++++

TaC3-

C3Ta  mw:216.949 Anion CAS: N-264888-85-9 fg:19 cnt:11756

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25CHE/YAN    Datum: EA=2() eV SEVI [17760(38) cm-1] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tac3-s.za0]

M062X/Def2T|221.9  |     |     | 1.627|       |259.4  |    |     

++++++++++++++++++++++++++++++++

Ta4C3-

C3Ta4  mw:759.793 Anion CAS: N-12076-61-8 fg:19 cnt:11327

----

21ZHA/XU 2   Datum: EA=1.21(8) eV LPES p:8

Vertical Detachment Energy:1.30(8) eV.

++++++++++++++++++++++++++++++++

TiC3-

C3Ti  mw:83.948 Anion CAS: Z-196945-23-0 fg:19 cnt:5671

----

97WAN/DIN    Datum: EA=1.561(15) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tic3-d.za0]

CBS-QB3    |174.0  |     |     | 1.322|       |204.4  |    |     

M062X/Def2T|184.3  |     |     | 1.501|       |218.8  |    |     

++++++++++++++++++++++++++++++++

VC3-.

C3V  mw:86.945 Anion CAS: Z-262860-35-5 fg:19 cnt:4749

----

22YUA/WAN    Datum: EA=1.39(4) eV LPES p:8

Vertical Detachment Energy:1.42(4) eV.

----

00WAN/LI     Datum: EA=1.47(2) eV LPES p:8

++++++++++++++++++++++++++++++++

V2C3-.

C3V2  mw:137.888 Anion CAS: Z-487005-56-1 fg:19 cnt:6845

----

22YUA/WAN    Datum: EA=1.50(4) eV LPES p:8

Vertical Detachment Energy:1.69(4) eV.

----

06KNA/JON    Datum: EA=1.50(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V3C3-.

C3V3  mw:188.832 fg:19 cnt:6854

----

22YUA/WAN    Datum: EA=0.89(4) eV LPES p:8

Vertical Detachment Energy:0.96(4) eV.

----

06KNA/JON    Datum: EA=1.70(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V4C3-

C3V4  mw:239.776 Anion CAS: N-12076-63-0 fg:20 cnt:11588

----

22YUA/WAN    Datum: EA=0.83(4) eV LPES p:8

Vertical Detachment Energy:0.920.04 eV.

++++++++++++++++++++++++++++++++

V5C3-

C3V5  mw:290.720 fg:20 cnt:11589

----

22YUA/WAN    Datum: EA=1.12(4) eV LPES p:8

Vertical Detachment Energy:1.200.04 eV.

++++++++++++++++++++++++++++++++

V6C3-

C3V6  mw:341.664 fg:20 cnt:11590

----

22YUA/WAN    Datum: EA=1.19(4) eV LPES p:8

Vertical Detachment Energy:1.300.04 eV.

++++++++++++++++++++++++++++++++

HC3-

C3H  mw:37.008 Anion CAS: Z-82893-67-2 fg:117 cnt:1680

HOF(A.)= 172.2/0.1  06COS/DAU    |

HOF(AH)= 128.5/5.6 d+ah          |

----

08SHE/PAR    Datum: EA=1.999(3) eV SEVI p:9

Cyclic isomer, singlet anion ground state.

----

08SHE/PAR    Datum: EA=1.844(3) eV SEVI p:9

Linear/bent isomer, triplet anion, doublet neutral.

----

86OAK/ELL    Datum: EA=1.858(23) eV LPES p:8

From propene discharge; geometry unspecified. Likely linear/bent form (08SHE/PAR).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc3-cs.zaf]

W1U        |123.9  |371.9|364.3| 2.013|117.8  |170.4  |25.7|104.7

CBS-QB3    |125.9  |371.4|363.8| 2.013|120.2  |172.4  |25.4|104.3

G3MP2B3    |121.9  |371.1|363.1| 2.086|118.0  |170.1  |26.9|104.2

G3MP2B3+   |121.8  |371.1|363.5| 2.092|117.9  |170.1  |25.5|104.3

G4MP2      |121.2  |370.7|363.1| 2.073|117.6  |169.1  |25.5|103.6

M062X/Def2T|121.2  |373.0|365.4| 1.887|112.9  |165.1  |25.5|104.3

B3/6-311++G|128.2  |371.7|364.1| 1.968|123.8  |173.6  |25.5|102.0

++++++++++++++++++++++++++++++++

C3Al2H-

C3HAl2  mw:90.971 fg:13 cnt:8969

----

16ZHA/WAN    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.34(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3al2hc.zzf]

W1U        |150.4  |     |     | 2.762|       |214.1  |    |     

G3MP2B3    |147.2  |     |     | 2.821|       |212.3  |    |     

B3/6-311++G|176.1  |     |     | 2.759|       |239.8  |    |     

++++++++++++++++++++++++++++++++

C3Al3H-

C3HAl3  mw:117.953 fg:13 cnt:8970

----

16ZHA/WAN    Datum: EA=1.6(1) eV LPES p:8

Vertical Detachment Energy:1.800(35) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3al3he1.zzf]

G3MP2B3    |140.8  |     |     | 1.481|       |175.3  |    |     

B3/6-311++G|174.1  |     |     | 1.117|       |200.2  |    |     

++++++++++++++++++++++++++++++++

C3Al4H-

C3HAl4  mw:144.935 fg:13 cnt:8971

----

16ZHA/WAN    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.36(035) eV.

++++++++++++++++++++++++++++++++

(E)-CF3C(-)=CHCl

C3HClF3  mw:128.972 Anion CAS: N-38784-60-0 fg:86 cnt:8691

HOF(AH)= -150.6/3.0 GpAd 93SP    |

DacidS=26.0/2.0 Stat | 

----

14ZHA/BAD    Datum: DacidG= 350.6/2.0 IMRE | HOF(A-)=-157.9/3.7 Acid p:8

DacidH(AH)= 358.4/2.1 G+TS

Composite computational methods(18BAR/) indicate that the anion is dissociative towards CF3CCH.bullet..bullet.Cl-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qcchcl.zaf]

CBS-QB3    |-178.9 |346.2|336.4|      |-159.3 |       |32.8|     

G3MP2B3    |-177.1 |346.6|336.7| 3.718|-156.4 |-91.8  |33.1|116.7

G3MP2B3+   |-176.8 |346.8|337.1| 3.709|-156.4 |-91.7  |32.7|116.8

G4MP2      |-174.5 |348.2|338.3| 3.529|-155.5 |-93.6  |33.0|114.0

M062X/Def2T|-175.4 |350.1|340.7| 3.373|-160.8 |-98.0  |31.7|114.9

B3/6-311++G|-157.1 |341.6|331.9| 3.777|-131.4 |-70.4  |32.5|113.1

++++++++++++++++++++++++++++++++

CF3COCF2H..Cl-

C3HClF5O  mw:182.964

Core ion CAS: Z-16887-00-6 Solvent: 431-71-0 fg:482 cnt:1382

HOF(solv)=-291.7/1.0 GpAd 93SP     

----

02BOG/MCM    Datum: DaffG= 17.2/1.0 TDAs | HOF(A-)=-317.8/1.4 AfIN p:9

DaffH(X..Y-)= 26.1/1.0 TDAs

----

84LAR/MCM    Datum: DaffG= 16.3/2.0 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qcoxf2cl.zcf]

G3MP2B3    |-361.6 | 20.0| 11.2| 29.6|-285.4 |-56.1  

G4MP2      |-358.2 | 20.4| 11.8| 29.1|-282.8 |-55.0  

M062X/Def2T|-367.2 | 28.1| 19.3| 29.3|-290.7 |-48.4  

B3/6-311++G|-329.3 |  8.6| 10.7| 29.6|-252.9 |-56.9  

++++++++++++++++++++++++++++++++

Cr(CO)3H-

C3HCrO3  mw:136.934 Anion CAS: Z-98689-84-0 fg:22 cnt:1112

----

85LAN/SQU    Datum: HOF(A-)=<-68.7 IMRB p:5

++++++++++++++++++++++++++++++++

CF3CH=C-.

C3HF3  mw:94.004 Anion CAS: N-2109705-91-9 fg:117 cnt:1723
###### the following are "below the line": evaluated as not accurate ####

----

76DAW/JEN    Datum: HOF(A-)=-146.8 EIAE p:3

O- + CF3CH=CH2 ->. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of -94 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qchc.zaf]

CBS-QB3    |-94.3  |363.0|355.2| 1.589|-91.5  |-57.6  |26.0|86.1 

G3MP2B3    |-94.0  |363.5|355.8| 1.594|-90.3  |-57.1  |25.9|85.3 

G3MP2B3+   |-94.0  |363.4|355.7| 1.597|-90.3  |-57.2  |25.9|85.2 

G4MP2      |-95.2  |363.2|355.5| 1.692|-91.3  |-56.1  |25.8|87.2 

M062X/Def2T|-96.3  |362.5|354.8| 1.575|-94.2  |-59.9  |26.1|86.3 

B3/6-311++G|-80.0  |359.4|351.7| 1.861|-72.2  |-37.1  |25.9|87.3 

++++++++++++++++++++++++++++++++

(E)-CF3C(-)=CHF

C3HF4  mw:113.002 Anion CAS: N-1401533-36-5 fg:86 cnt:8689

DacidS=26.2/3.0 Calc | 

----

14ZHA/BAD    Datum: DacidG= 356.6/2.0 IMRE p:8

DacidH(AH)= 364.4/2.2 G+TS

Composite computational methods(18BAR/) indicate an acidity 5-7 kcal/mol weaker. Rearrangement to CF3CCH.bullet..bullet.F- is exothermic from the anion by 15 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qccfh-e.zaf]

CBS-QB3    |-194.4 |369.4|361.7| 2.696|-198.0 |-132.1 |25.8|118.0

G3MP2B3    |-192.8 |369.8|362.1| 2.727|-195.4 |-129.8 |25.6|117.7

G3MP2B3+   |-192.7 |369.9|362.0| 2.732|-195.4 |-129.7 |26.2|117.8

G4MP2      |-191.6 |369.2|361.6| 2.618|-193.7 |-131.1 |25.6|114.7

M062X/Def2T|-195.9 |368.9|361.2| 2.598|-200.1 |-135.9 |25.8|116.3

B3/6-311++G|-175.8 |364.1|356.3| 2.851|-172.7 |-110.0 |26.2|114.8

++++++++++++++++++++++++++++++++

(Z)-CF3C(-)=CHF

C3HF4  mw:113.002 Anion CAS: N-38784-61-1 fg:86 cnt:8690

DacidS=27.0/3.0 Calc | 

----

14ZHA/BAD    Datum: DacidG= 355.5/2.0 IMRE p:8

DacidH(AH)= 363.6/2.2 G+TS

Composite computational methods(18BAR/) indicate an acidity 5-7 kcal/mol weaker. Rearrangement to CF3CCH.bullet..bullet.F- is exothermic by 15 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qccfh-z.zaf]

CBS-QB3    |-191.2 |370.3|362.5| 2.622|-195.7 |-130.7 |26.0|117.2

G3MP2B3    |-189.7 |370.6|363.0| 2.660|-193.1 |-128.2 |25.7|117.0

G3MP2B3+   |-190.2 |370.1|362.0| 2.691|-193.2 |-128.2 |27.3|117.1

G4MP2      |-188.3 |370.2|362.4| 2.550|-191.3 |-129.4 |26.0|114.0

M062X/Def2T|-192.2 |370.1|361.3| 2.500|-197.6 |-134.5 |29.6|115.2

B3/6-311++G|-172.9 |364.6|356.4| 2.779|-170.2 |-108.8 |27.5|113.5

++++++++++++++++++++++++++++++++

CF2=C(CHF2)O-

C3HF4O  mw:128.997 Anion CAS: Z-75705-19-0 fg:63 cnt:734

HOF(AH)= -236.0/1.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat |  S(A-)=88.8/3.2 Acid |  S(AH)=91.8/1.0 GpAd 93SP

----

80FAR/MCM #  Datum: DacidG= 334.8/5.5 IMRB | HOF(A-)=-260.0/5.7 Acid p:8

DacidH(AH)= 341.7/5.6 G+TS

Between HCO2H, FCH2CO2H.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cf2coxf2.zaf]

CBS-QB3    |-248.5 |351.0|343.0| 2.374|-233.8 |-194.0 |26.9|91.9 

G3MP2B3    |-244.9 |352.1|344.4| 2.437|-229.9 |-188.8 |25.9|93.1 

G3MP2B3+   |-245.0 |352.1|344.4| 2.425|-229.8 |-189.1 |25.6|92.8 

G4MP2      |-242.8 |352.2|344.3| 2.308|-227.8 |-189.8 |26.4|90.1 

M062X/Def2T|-248.4 |350.4|342.8| 2.231|-234.2 |-197.0 |25.5|89.2 

B3/6-311++G|-225.8 |345.5|337.9| 2.470|-204.0 |-168.9 |25.5|87.2 

++++++++++++++++++++++++++++++++

CF3OCF2H..CN-

C3HF5NO  mw:161.998

Core ion CAS: Z-57-12-5 Solvent: 3822-68-2 fg:485 cnt:1702

HOF(solv)=-315.0/2.0 Calc 18BAR/   

----

87LAR/MCM    Datum: DaffG= 11.3/2.3 IMRE | HOF(A-)=-317.0/3.6 AfIN p:9

DaffH(X..Y-)= 18.7/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qocf2hnc.zcf]

G3MP2B3    |-316.4 | 15.7|  7.9| 26.0|-315.2 |14.5   

G3MP2B3+   |-316.3 | 15.7|  7.7| 26.6|-315.1 |14.5   

G4MP2      |-315.0 | 15.4|  7.9| 25.1|-313.7 |14.1   

M062X/Def2T|-322.5 | 16.8|  9.0| 26.2|-324.0 |18.4   

B3/6-311++G|-283.7 | 16.4|  8.4| 27.0|-283.5 |16.2   

++++++++++++++++++++++++++++++++

(CF3)2CH-

C3HF6  mw:150.999 Anion CAS: Z-90624-72-9 fg:92 cnt:896

HOF(A.)= -280.0/6.0  84MCD/CHO   | BDE(A-H)= 108.1/6.3 R-AH          

HOF(AH)= -336.0/2.0  86KOL/KOZ   |

DacidS=26.0/3.0 Stat |  S(A-)=88.7/3.2 Acid |  S(AH)=88.7/1.0 GpAd 93SP

----

14ZHA/BAD    Datum: DacidG= 348.7/2.0 IMRE | HOF(A-)=-345.2/3.0 Acid p:8

DacidH(AH)= 356.5/2.2 G+TS EA(ev)= 2.830

----

84MCD/CHO #  Datum: DacidG= 356.0/4.0 IMRB p:7

DacidH(AH)= 363.8/4.1 G+TS

Weaker than 94KOP/TAF by 12 kcal/mol, but agrees with composite computational methods(18BAR/) better. Between PhCOCH3, CF3CH2OH.

----

94KOP/TAF    Datum: DacidG= 343.9/2.0 IMRE p:6

DacidH(AH)= 351.7/2.2 G+TS

12 kcal/mol stronger than 84MCD/CHO. Dissociative proton transfer to CF3CH=CF2 and HF?.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2ch.zaf]

CBS-QB3    |-348.3 |360.4|352.1| 2.621|-343.0 |-287.8 |27.9|107.3

G3MP2B3    |-343.6 |361.1|352.7| 2.608|-337.5 |-283.3 |28.1|106.3

G3MP2B3+   |-343.4 |361.3|352.8| 2.609|-337.5 |-283.2 |28.3|106.4

G4MP2      |-341.4 |360.7|351.8| 2.432|-334.9 |-285.1 |29.8|101.9

M062X/Def2T|-350.5 |358.5|350.4| 2.558|-344.3 |-291.3 |26.9|105.1

B3/6-311++G|-317.8 |351.9|343.5| 2.853|-302.4 |-252.0 |28.2|102.5

++++++++++++++++++++++++++++++++

CF3C(-)FCHF2

C3HF6  mw:150.999 fg:89 cnt:8692

DacidS=26.9/3.0 Calc | 

----

14ZHA/BAD    Datum: DacidG= 350.5/2.0 IMRE p:8

DacidH(AH)= 358.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qcfchf2b.zaf]

CBS-QB3    |-327.0 |362.2|354.2|      |-323.5 |       |27.1|     

G3MP2B3    |-322.3 |363.0|354.8| 2.349|-318.1 |-268.1 |27.4|102.1

G3MP2B3+   |-322.3 |363.0|355.0| 2.349|-318.1 |-268.1 |26.9|102.1

G4MP2      |-320.6 |361.9|353.8| 2.204|-315.3 |-269.7 |27.2|97.7 

M062X/Def2T|-328.6 |360.6|352.8| 2.269|-324.5 |-276.2 |26.1|100.4

B3/6-311++G|-299.5 |352.4|344.3| 2.596|-284.6 |-239.6 |26.9|97.1 

++++++++++++++++++++++++++++++++

(CF3)2CHO-

C3HF6O  mw:166.994 Anion CAS: Z-44870-01-1 fg:32 cnt:563

HOF(A.)= -313.1/3.6 D+AH         | BDE(A-H)= 109.0/2.0 Est4          

HOF(AH)= -370.0/3.0 Est3         |

DacidS=22.0/2.0 Stat |  S(A-)=94.7/2.2 Acid |  S(AH)=98.7/1.0 GpAd 93SP

----

90TAF/KOP    Datum: DacidG= 338.4/2.0 IMRE | HOF(A-)=-390.7/4.2 Acid p:9

DacidH(AH)= 345.0/2.1 G+TS EA(ev)= 3.367 DaffH(X..Y-)= 88.7/4.2 A-IN

----

81KOP/PIK    Datum: DacidG= 340.4 IMRB p:6

DacidH(AH)= 347.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2cho.zaf]

CBS-QB3    |-398.4 |345.0|337.3| 3.671|-377.8 |-313.9 |26.0|115.9

G3MP2B3    |-392.5 |346.2|338.6| 3.647|-371.5 |-308.5 |25.4|115.1

G3MP2B3+   |-392.5 |346.2|338.6| 3.638|-371.5 |-308.7 |25.5|114.9

G4MP2      |-389.5 |345.9|338.3| 3.469|-368.3 |-309.6 |25.5|110.7

M062X/Def2T|-397.9 |345.7|338.2| 3.488|-379.0 |-317.6 |25.3|113.5

B3/6-311++G|-357.3 |340.2|332.5| 3.712|-330.2 |-271.9 |25.6|110.5

++++++++++++++++++++++++++++++++

(CF3SO2)2CH-

C3HF6O4S2  mw:278.923 Anion CAS: Z-50653-68-4 fg:72 cnt:2524

DacidS=25.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 300.6/2.0 IMRE p:9

DacidH(AH)= 308.1/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 295.4/2.0 IMRE p:8

----

94KOP/TAF    Datum: DacidG= 301.5/2.0 IMRE p:7

DacidH(AH)= 309.0/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tf2ch.zaf]

CBS-QB3    |-499.0 |302.9|295.4| 5.021|-436.1 |-382.9 |24.9|105.4

G3MP2B3    |-483.9 |304.9|297.3| 4.954|-421.6 |-369.3 |25.6|104.4

G3MP2B3+   |-483.3 |304.9|297.9| 4.950|-421.0 |-368.8 |23.4|104.3

G4MP2      |-486.9 |304.0|296.5| 4.648|-423.7 |-379.3 |25.2|96.5 

M062X/Def2T|-485.6 |302.2|294.3| 4.938|-423.1 |-371.4 |26.4|103.7

B3/6-311++G|-356.4 |306.0|298.6| 4.838|-295.1 |-244.5 |24.7|102.7

++++++++++++++++++++++++++++++++

FeC3H-

C3HFe  mw:92.943 Anion CAS: Z-162195-97-3 fg:18 cnt:10224

----

95FAN/LOU    Datum: EA=1.58(6) eV LPES p:8

++++++++++++++++++++++++++++++++

IrC3H-

C3HIr  mw:229.971 fg:16 cnt:11541

----

22BLA/CHI    Datum: EA=2.2(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HCCCN-.

C3HN  mw:51.011 Anion CAS: Z-886062-73-3 fg:102 cnt:1424

HOF(A.)=  91.0/2.0  94FRA/RIC    |

----

10GOE/KHU    Datum: EA=<1.04(5) eV LPES | HOF(A-)=>67.0/2.3  p:7

The stated EA is the Vertical Detachment Energy.
###### the following are "below the line": evaluated as not accurate ####

----

86HEN/ILL2   Datum: HOF(A-)=32.0/4.6 EIAE p:2

EA(eV)= 2.558

From CH2=CHCN. Isomer? Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.05 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcccn.zzf]

W1U        |88.3   |     |     | 0.055|       |89.3   |    |     

CBS-QB3    |89.1   |     |     | 0.067|       |90.4   |    |     

G3MP2B3    |87.1   |     |     | 0.048|       |88.0   |    |     

G3MP2B3+   |86.2   |     |     | 0.093|       |88.1   |    |     

M062X/Def2T|88.3   |     |     | 0.063|       |89.5   |    |     

B3/6-311++G|87.1   |     |     | 0.369|       |95.4   |    |     

++++++++++++++++++++++++++++++++

NCCH=C-.

C3HN  mw:51.011 Anion CAS: Z-154599-88-9 fg:117 cnt:511

----

10GOE/KHU    Datum: EA=1.84(1) eV LPES | HOF(A-)=97.2/0.2 R-EA p:9

----

76DAW/JEN    Datum: HOF(A-)=<96.0 IMRB p:6

O- + CH2=CHCN ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncchc.zaf]

W1U        |96.8   |356.9|349.4| 1.858|105.7  |139.9  |25.0|86.3 

CBS-QB3    |98.3   |     |     | 1.845|       |141.1  |    |     

G3MP2B3    |94.9   |356.4|348.9| 1.844|105.8  |137.7  |25.0|84.0 

G3MP2B3+   |94.9   |356.4|349.0| 1.844|105.7  |137.6  |25.0|84.0 

G4MP2      |94.7   |     |     | 1.876|       |138.2  |    |     

M062X/Def2T|96.3   |355.7|348.3| 1.847|105.3  |139.2  |24.9|85.9 

B3/6-311++G|97.7   |354.1|346.6| 2.066|110.9  |145.5  |24.9|86.7 

++++++++++++++++++++++++++++++++

HC(CN)2-

C3HN2  mw:65.015 Anion CAS: Z-41470-37-5 fg:67 cnt:758

HOF(A.)= 100.2/2.1 D+AH          | BDE(A-H)= 88.8/3.6 D-EA           

HOF(AH)=  63.5/0.4  94PED/       |

DacidS=26.0/2.0 Stat |  S(A-)=69.2/2.2 Acid |  S(AH)=69.2/1.0  69BEN/CRU

----

10GOE/VEL    Datum: EA=2.88(1) eV LPES p:9

----

78CUM/KEB    Datum: DacidG= 328.2/2.0 IMRE | HOF(A-)=33.7/2.1 Acid p:9

DacidH(AH)= 336.0/2.1 G+TS

----

81FUJ/MCI #  Datum: DacidG= 328.1/2.0 IMRE p:8

DacidH(AH)= 335.9/2.1 G+TS

----

88TAF/ABB    Datum: DacidG= 328.9/2.0 IMRE p:6

DacidH(AH)= 336.7/2.1 G+TS

Revised: 91TAF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nc2ch.zaf]

W1U        |31.0   |335.5|328.1| 2.892|61.3   |97.7   |24.8|88.5 

CBS-QB3    |31.8   |335.1|327.7| 2.863|62.4   |97.8   |24.9|87.6 

G3MP2B3    |29.0   |336.1|328.6| 2.953|60.1   |97.1   |25.0|89.1 

G3MP2B3+   |28.8   |336.0|328.6| 2.956|60.0   |97.0   |24.9|89.1 

G4MP2      |29.9   |336.2|328.7| 2.931|60.9   |97.6   |25.0|88.7 

M062X/Def2T|27.8   |331.2|323.7| 3.009|61.3   |97.3   |25.2|88.1 

B3/6-311++G|33.0   |329.8|322.4| 2.948|70.4   |101.0  |24.9|82.7 

++++++++++++++++++++++++++++++++

parabanicate- | 1,3-diaza-2,4,5-trioxo-cyclopentanide-

C3HN2O3  mw:112.999 Anion CAS: A-120-89-8 fg:48 cnt:11465

DacidS=27.4/2.0 CIDC | 

----

22DAV/TIR    Datum: DacidH(AH)= 327.2/2.2 CIDC p:8

DacidG(AH)= 319.0/2.2 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [imidaz3o.zaf]

CBS-QB3    |-153.1 |327.2|319.6| 4.207|-114.6 |-55.3  |25.5|111.4

G3MP2B3    |-150.0 |328.1|320.4| 4.363|-111.0 |-49.0  |26.0|114.1

G3MP2B3+   |-150.2 |328.1|320.4| 4.177|-111.1 |-53.1  |25.8|110.1

G4MP2      |-148.9 |328.1|320.4| 4.058|-109.8 |-54.6  |25.7|107.3

M062X/Def2T|-153.9 |327.9|320.3| 3.986|-117.1 |-61.2  |25.5|108.0

B3/6-311++G|-137.0 |327.1|319.4| 3.999|-96.9  |-44.0  |25.8|104.9

++++++++++++++++++++++++++++++++

HCCCO2-

C3HO2  mw:68.998 Anion CAS: Z-44196-71-6 fg:38 cnt:11466

HOF(A.)=  32.9/5.1               | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -28.0/3.0  88LIE/       |

----

21GIB/CON    Datum: EA=3.8(1) eV PEPI | HOF(A-)=-54.7/4.5 Acid p:8

DacidH(AH)= 339.0/3.4 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccco2.zaf]

W1U        |-60.4  |335.4|327.7| 3.903|-30.0  |29.6   |25.6|111.7

CBS-QB3    |-60.7  |334.4|327.1| 3.873|-29.3  |28.6   |24.3|110.0

G3MP2B3    |-61.9  |335.2|327.9| 3.886|-30.0  |27.6   |24.7|109.7

G3MP2B3+   |-62.0  |335.2|327.9| 3.886|-30.0  |27.6   |24.5|109.7

G4MP2      |-60.8  |335.1|327.3| 3.870|-28.7  |28.4   |26.0|109.2

M062X/Def2T|-59.3  |335.4|327.8| 3.949|-30.0  |31.9   |25.4|114.0

B3/6-311++G|-50.3  |332.9|325.2| 3.754|-15.9  |36.3   |25.9|104.3

++++++++++++++++++++++++++++++++

CH2=C=C-.

C3H2  mw:38.016 Anion CAS: Z-109292-49-1 fg:117 cnt:1681

HOF(A.)= 128.5/5.6 D+AH          | BDE(A-H)= 99.6/5.8 D-EA           

HOF(AH)=  81.1/2.0 d+ah          |

DacidS=26.0/3.0 Stat | 

----

12STA/GAR    Datum: EA=1.7957(10) eV SEVI | HOF(A-)=87.1/5.6 R-EA p:9

----

95ROB/POL    Datum: DacidG= 364.0/5.0 IMRB p:8

DacidH(AH)= 371.8/5.1 G+TS

Between PhCCH, 1,3-cyclohexadiene.

----

95ROB/POL    Datum: EA=1.794(8) eV LPES p:8

Neutral triplet state: 29.7/0.2 kcal/mol higher. electron affinity slightly revised per 96YOK/LEA.

----

86OAK/ELL    Datum: EA=1.794(25) eV LPES p:7
###### the following are "below the line": evaluated as not accurate ####

----

76DAW/JEN    Datum: HOF(A-)=<45.6 IMRB p:2

O- + allene ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2ccc.zaf]

W1U        |90.4   |373.1|366.1| 1.827|83.2   |132.6  |23.5|101.5

CBS-QB3    |92.1   |372.7|365.6| 1.821|85.1   |134.1  |23.6|101.1

G3MP2B3    |88.3   |372.6|365.7| 1.823|82.9   |130.4  |23.1|99.5 

G3MP2B3+   |88.3   |372.6|365.6| 1.821|82.9   |130.3  |23.3|99.5 

G4MP2      |88.4   |372.2|365.4| 1.843|83.4   |131.0  |23.0|99.7 

M062X/Def2T|91.7   |372.6|365.5| 1.823|83.8   |133.8  |23.6|102.1

B3/6-311++G|90.9   |372.0|364.6| 1.945|86.1   |135.7  |24.7|101.7

++++++++++++++++++++++++++++++++

HCCCH-

C3H2  mw:38.016 Anion CAS: Z-82906-05-6 fg:117 cnt:8682

HOF(AH)=  81.1/2.0 d+ah          |

----

14OSB/VOG    Datum: EA=1.156(95) eV LPES p:9

Uncertainty is given as +0.010/-0.095 eV, due to the long extrapolation of vibrational progression to get the origin. Triplet state is 0.5 eV higher.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccch.zaf]

W1U        |104.4  |387.1|379.1| 1.056|83.2   |129.4  |26.8|98.4 

CBS-QB3    |106.4  |387.1|379.3| 1.074|85.1   |132.0  |26.2|98.9 

G3MP2B3    |102.7  |387.0|379.6| 1.177|82.9   |130.3  |24.9|99.5 

G3MP2B3+   |102.5  |386.8|378.9| 1.178|82.9   |130.1  |26.3|99.3 

G4MP2      |102.7  |386.5|379.1| 1.250|83.4   |132.0  |25.0|100.7

M062X/Def2T|106.9  |387.7|379.5| 0.905|83.8   |127.9  |27.7|96.1 

B3/6-311++G|103.8  |384.9|377.1| 1.099|86.1   |129.6  |26.2|95.6 

++++++++++++++++++++++++++++++++

C3AlH2-

C3H2Al  mw:64.998 fg:13 cnt:8972

----

16ZHA/WAN    Datum: EA=1.0(1) eV LPES p:8

Vertical Detachment Energy:1.23(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alccj.zzf]

W1U        |87.9   |     |     | 1.557|       |123.9  |    |     

G3MP2B3    |83.5   |     |     | 1.703|       |122.9  |    |     

B3/6-311++G|93.3   |     |     | 1.590|       |130.0  |    |     

++++++++++++++++++++++++++++++++

C3Al2H2-

C3H2Al2  mw:91.979 fg:13 cnt:8973

----

16ZHA/WAN    Datum: EA=0.6(1) eV LPES p:8

Vertical Detachment Energy:0.850(35) eV.

++++++++++++++++++++++++++++++++

C3Al3H2-

C3H2Al3  mw:118.961 fg:13 cnt:8974

----

16ZHA/WAN    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.64(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3al3h2a.zzf]

G3MP2B3    |125.7  |     |     | 2.358|       |180.4  |    |     

B3/6-311++G|163.1  |     |     | 2.086|       |211.5  |    |     

++++++++++++++++++++++++++++++++

C3Al4H2-

C3H2Al4  mw:145.942 fg:13 cnt:8975

----

16ZHA/WAN    Datum: EA=1.8(1) eV LPES p:8

Vertical Detachment Energy:2.11(035) eV.

++++++++++++++++++++++++++++++++

ClCH2CC-

C3H2Cl  mw:72.985 Anion CAS: Z-74670-65-8 fg:84 cnt:1198

HOF(A.)= 119.8/3.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)=  38.9/1.0 GpAd 93SP     |

DacidS=26.0/1.0 Stat |  S(A-)=68.9/1.4 Acid |  S(AH)=68.9/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 360.3/2.0 IMRE | HOF(A-)=41.3/2.3 Acid p:9

DacidH(AH)= 368.1/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cljcc.zaf]

W1U        |47.6   |371.6|363.4| 3.373|41.8   |125.2  |27.3|135.4

CBS-QB3    |50.3   |372.9|364.4| 3.318|43.1   |126.5  |28.3|135.5

G3MP2B3    |47.9   |372.8|364.5| 3.455|42.4   |127.4  |27.8|137.1

G3MP2B3+   |45.6   |370.5|362.4| 3.560|42.3   |127.5  |27.2|137.3

G4MP2      |47.9   |372.5|364.2| 3.272|42.6   |123.1  |27.7|132.6

M062X/Def2T|46.5   |369.4|361.5| 3.281|41.8   |122.1  |26.3|132.4

B3/6-311++G|52.0   |365.3|357.2| 3.591|54.0   |134.6  |27.2|132.7

++++++++++++++++++++++++++++++++

(CF2H)2CO..Cl-

C3H2ClF4O  mw:164.974

Core ion CAS: Z-16887-00-6 Solvent: 360-52-1 fg:482 cnt:1383

HOF(solv)=-236.0/1.0 GpAd 93SP     

----

84LAR/MCM    Datum: DaffG= 18.1/2.0 IMRE | HOF(A-)=-290.3/1.0 AfIN p:9

++++++++++++++++++++++++++++++++

CH2=C(Cl)CN-.

C3H2ClN  mw:86.988 Anion CAS: Z-160549-94-0 fg:102 cnt:3021

----

95ICH/HIR    Datum: EA=4.5 eV LPES p:7

DaffH(AH)=  20.4/0.1 dEA

Probably a complex [CH2CCN.bullet..bullet.Cl]-, implying a cluster enthalpy of ca. 20 kcal/mol. Composite computational methods(18BAR/) indicate an ion-neutral complex.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcclcn.zzf]

CBS-QB3    |28.5   |     |     | 0.589|       |41.3   |    |     

G3MP2B3    |30.0   |     |     | 0.484|       |40.5   |    |     

G3MP2B3+   |27.8   |     |     | 0.588|       |40.4   |    |     

G4MP2      |30.3   |     |     | 0.491|       |40.9   |    |     

M062X/Def2T|30.6   |     |     | 0.490|       |41.2   |    |     

B3/6-311++G|29.5   |     |     | 1.098|       |54.0   |    |     

++++++++++++++++++++++++++++++++

CF3H..HCC-

C3H2F3  mw:95.011

Core ion CAS: Z-29075-95-4 Solvent: 75-46-7 fg:284 cnt:5957

HOF(solv)=-166.2/0.6 neut 94PED/   

----

00CHA/BRA    Datum: DaffG= 10.7/1.0 IMRE | HOF(A-)=-118.2/1.5 AfIN p:9

DaffH(X..Y-)= 19.3/1.3 G+TS

Original .DELTA.G=9.2 at 350K; .DELTA.S based on symmetry alone.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qhcch.zcf]

CBS-QB3    |-117.7 | 16.9|  9.8| 23.7|-169.4 |68.6   

G3MP2B3    |-118.3 | 16.5|  9.5| 23.4|-166.7 |64.8   

G3MP2B3+   |-118.4 | 16.4|  9.1| 24.4|-166.7 |64.7   

G4MP2      |-118.8 | 17.5|  8.2| 31.0|-166.3 |65.0   

M062X/Def2T|-117.1 | 17.4| 10.4| 23.7|-169.6 |70.0   

B3/6-311++G|-101.7 | 17.4| 10.1| 24.5|-153.6 |69.3   

++++++++++++++++++++++++++++++++

CH2=C(CF3)O-

C3H2F3O  mw:111.006 Anion CAS: Z-136569-07-8 fg:63 cnt:728

HOF(A.)= -155.7/2.2 D+AH         | BDE(A-H)= 96.0/2.0 Est2 01BOU/CHA 

HOF(AH)= -199.6/1.0 GpAd 93SP    |

DacidS=23.7/1.0 Stat |  S(A-)=81.3/1.4 Acid |  S(AH)=83.6/1.0 GpAd 93SP

----

93BRI/BER    Datum: EA=2.625(10) eV LPD  p:9

DacidH(AH)= 349.1/2.0 D-EA

----

86TAF/    #  Datum: DacidG= 342.1/2.0 IMRE | HOF(A-)=-216.1/2.3 Acid p:9

DacidH(AH)= 349.2/2.0 G+TS

----

77ZIM/REE    Datum: EA=2.58(13) eV PD   [59.5(29) kcal] p:8

----

78CUM/KEB    Datum: DacidG= 343.2/2.0 IMRE p:7

DacidH(AH)= 350.3/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcoq.zaf]

CBS-QB3    |-219.2 |349.4|342.8| 2.598|-202.9 |-159.1 |22.2|95.9 

G3MP2B3    |-217.5 |349.7|342.5| 2.679|-199.9 |-155.6 |24.1|96.5 

G3MP2B3+   |-217.6 |349.6|343.1| 2.669|-199.9 |-155.9 |21.5|96.1 

G4MP2      |-215.8 |349.8|343.2| 2.562|-198.4 |-156.6 |22.0|93.9 

M062X/Def2T|-219.4 |348.7|343.0| 2.536|-203.4 |-160.7 |19.2|94.8 

B3/6-311++G|-197.9 |346.1|339.7| 2.672|-176.7 |-136.1 |21.2|92.7 

++++++++++++++++++++++++++++++++

CF3CH2CO2-

C3H2F3O2  mw:127.001 Anion CAS: Z-76124-21-5 fg:38 cnt:1228

HOF(A.)= -195.5/3.2 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -256.4/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=86.7/2.2 Acid |  S(AH)=89.2/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 326.9/2.0 IMRE | HOF(A-)=-288.2/2.3 Acid p:9

DacidH(AH)= 333.9/2.1 G+TS EA(ev)= 4.019

----

87TAF/TOP    Datum: DacidG= 327.7/2.0 IMRE p:8

DacidH(AH)= 334.7/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qjco2.zaf]

CBS-QB3    |-298.5 |333.2|325.6| 3.976|-265.9 |-206.8 |25.6|111.2

G3MP2B3    |-294.7 |334.4|326.9| 4.107|-261.8 |-199.9 |25.2|114.0

G3MP2B3+   |-294.7 |330.8|322.6| 3.981|-258.3 |-202.9 |27.3|107.5

G4MP2      |-292.8 |334.3|326.6| 3.863|-259.9 |-203.7 |25.8|108.3

M062X/Def2T|-297.2 |334.0|326.7| 4.034|-266.5 |-204.0 |24.6|114.6

B3/6-311++G|-270.5 |330.5|323.2| 3.917|-233.8 |-180.2 |24.5|105.7

++++++++++++++++++++++++++++++++

(CF2H)2O..CN-

C3H2F4NO  mw:144.008

Core ion CAS: Z-57-12-5 Solvent: 1691-17-4 fg:485 cnt:1695

HOF(solv)=-261.0/2.0 Calc 18BAR/   

----

87LAR/MCM    Datum: DaffG= 15.1/2.3 IMRE | HOF(A-)=-266.3/3.6 AfIN p:9

DaffH(X..Y-)= 22.0/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [chf22ocn.zcf]

G3MP2B3    |-265.9 | 21.5| 14.4| 23.7|-258.9 |14.5   

G3MP2B3+   |-266.1 | 21.6| 14.8| 22.8|-258.9 |14.5   

G4MP2      |-264.7 | 21.1| 14.1| 23.6|-257.6 |14.1   

M062X/Def2T|-269.8 | 22.3| 15.8| 21.7|-265.8 |18.4   

B3/6-311++G|-240.0 | 23.6| 17.1| 21.7|-232.6 |16.2   

++++++++++++++++++++++++++++++++

CF3CF2CH2O-

C3H2F5O  mw:149.003 Anion CAS: Z-63873-18-7 fg:32 cnt:562

HOF(A.)= -258.3/2.1 D+AH         | BDE(A-H)= 107.0/2.0 Est4          

HOF(AH)= -313.2/0.7  94PED/      |

DacidS=22.0/3.0 Stat |  S(A-)=93.0/3.2 Acid |  S(AH)=97.0/1.0 GpAd 93SP

----

77DAW/JEN #  Datum: DacidG= 348.8/6.0 IMRB | HOF(A-)=-323.5/7.9 Acid p:7

DacidH(AH)= 355.4/6.1 G+TS EA(ev)= 2.829 DaffH(X..Y-)= 74.1/7.9 A-IN

Between (CF3)2CHOH, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2f5jo-g.zaf]

CBS-QB3    |-326.6 |357.9|350.7| 2.997|-318.8 |-257.6 |24.4|113.3

G3MP2B3    |-321.5 |359.1|351.8| 2.733|-313.5 |-258.4 |24.5|107.2

G3MP2B3+   |-321.8 |358.9|351.6| 2.973|-313.5 |-253.3 |24.5|112.3

G4MP2      |-319.0 |358.7|351.4| 2.847|-310.5 |-253.4 |24.5|109.2

M062X/Def2T|-324.9 |359.1|352.2| 3.040|-319.3 |-254.8 |23.2|116.6

B3/6-311++G|-291.4 |354.2|346.9| 2.997|-278.3 |-222.3 |24.5|108.1

++++++++++++++++++++++++++++++++

(CF3)2CHOH..I-

C3H2F6IO  mw:294.906

Core ion CAS: Z-20461-54-5 Solvent: 920-66-1 fg:484 cnt:4046

HOF(solv)=-370.0/3.0 Est3          

----

89CAL/MAS    Datum: DaffH= 23.9/1.0 TDAs | HOF(A-)=-438.9/3.2 AfIN p:8

++++++++++++++++++++++++++++++++

(CF3)2CHOH..F-

C3H2F7O  mw:187.000

Core ion CAS: Z-16984-48-8 Solvent: 920-66-1 fg:481 cnt:1051

HOF(solv)=-370.0/3.0 Est3          
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 38.9/2.0 IMRE | HOF(A-)=-476.4/3.7 AfIN p:4

DaffH(X..Y-)= 47.0/2.1 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 49-51 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [q2chohf.zcf]

CBS-QB3    |-494.1 | 58.2| 51.2| 23.5|-376.8 |-59.0  

G3MP2B3    |-486.5 | 54.9| 47.9| 23.6|-371.5 |-60.1  

G4MP2      |-482.9 | 53.6| 46.6| 23.4|-367.3 |-62.0  

M062X/Def2T|-492.0 | 68.3| 61.8| 21.8|-377.8 |-45.9  

B3/6-311++G|-449.5 | 48.5| 52.0| 22.8|-329.2 |-61.5  

++++++++++++++++++++++++++++++++

CH2(CN)2..I-

C3H2IN2  mw:192.927

Core ion CAS: Z-20461-54-5 Solvent: 109-77-3 fg:484 cnt:4048

HOF(solv)=  63.5/0.4 neut 94PED/   

----

89CAL/MAS    Datum: DaffH= 18.9/1.0 TDAs | HOF(A-)=-0.4/1.1 AfIN p:8

++++++++++++++++++++++++++++++++

IrC3H2-

C3H2Ir  mw:230.979 fg:16 cnt:11542

----

22BLA/CHI    Datum: EA=3.3(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CH2=CCN-

C3H2N  mw:52.019 Anion CAS: Z-36259-97-9 fg:86 cnt:862

HOF(AH)=  44.0/0.4  82CHU/NGU    |

DacidS=19.4/3.0 Stat |  S(A-)=59.0/3.2 Acid |  S(AH)=65.6/1.0 GpAd 93SP

----

80BAR/    #  Datum: DacidG= 365.3/2.0 IMRE | HOF(A-)=49.4/3.0 Acid p:8

DacidH(AH)= 371.1/2.2 G+TS DaffH(X..Y-)= 76.3/3.0 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

86HEN/ILL2   Datum: DacidH(AH)= 364.3/4.6 EIAE p:3

From CH2=CHCN. Composite computational methods(18BAR/) indicate a .DELTA.acidH of ca. 374 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jccn.zaf]

W1U        |53.3   |374.5|367.0| 1.969|44.6   |99.1   |25.2|106.6

CBS-QB3    |54.4   |373.8|366.2| 1.961|46.3   |100.0  |25.5|105.8

G3MP2B3    |50.7   |374.2|366.6| 2.167|43.7   |101.1  |25.4|109.5

G3MP2B3+   |50.5   |374.1|366.5| 2.177|43.6   |101.1  |25.3|109.6

G4MP2      |51.2   |373.9|366.4| 2.158|44.4   |100.9  |25.4|108.6

M062X/Def2T|53.9   |373.1|365.6| 1.928|45.5   |98.7   |25.3|105.3

B3/6-311++G|55.4   |371.3|363.8| 1.921|51.4   |100.1  |25.3|100.8

++++++++++++++++++++++++++++++++

CH2=C(CN)O-

C3H2NO  mw:68.014 Anion CAS: Z-211040-82-3 fg:69 cnt:748

HOF(A.)=  35.9/2.8 D+AH          | BDE(A-H)= 93.0/2.0 Est2           

HOF(AH)=  -5.0/2.0 Est3          |

DacidS=22.8/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 337.7/2.0 IMRE | HOF(A-)=-26.2/3.5 Acid p:9

DacidH(AH)= 344.5/2.1 G+TS EA(ev)= 2.693 DaffH(X..Y-)= 30.1/3.5 A-IN

----

68BRA/BLA    Datum: DacidG= 342.2/5.0 IMRB p:6

DacidH(AH)= 349.0/5.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcocn.zaf]

W1U        |-24.9  |344.3|337.4| 2.835|-3.3   |40.6   |23.0|96.0 

CBS-QB3    |-24.7  |343.7|336.8| 2.834|-2.6   |40.8   |22.9|95.5 

G3MP2B3    |-26.8  |344.1|336.5| 2.904|-3.6   |40.3   |25.3|96.0 

G3MP2B3+   |-26.9  |344.1|337.2| 2.908|-3.8   |40.2   |22.9|96.1 

G4MP2      |-25.7  |344.2|337.4| 2.851|-2.8   |40.1   |23.1|95.0 

M062X/Def2T|-23.9  |342.9|335.9| 2.775|-2.2   |40.2   |23.6|94.4 

B3/6-311++G|-18.1  |341.7|334.9| 2.851|7.5    |47.7   |22.8|92.3 

++++++++++++++++++++++++++++++++

oxazolide-

C3H2NO  mw:68.014 Anion CAS: Z-142742-92-5 fg:86 cnt:8509

HOF(AH)=  -3.7/0.1  94PED/       |

----

14CUL/BLA    Datum: EA=2.21(2) eV LPES p:8

Anion at C2. Vertical Detachment Energy= 2.66(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cnxxo.zaf]

W1U        |-4.1   |339.0|331.6| 2.658|22.7   |57.3   |25.0|86.7 

W1U        |10.0   |380.6|372.7| 2.282|-4.8   |62.5   |26.5|119.4

CBS-QB3    |10.1   |380.1|372.2| 2.311|-4.2   |63.3   |26.4|119.7

G3MP2B3    |-5.5   |339.1|331.6| 2.704|22.6   |57.0   |25.3|86.5 

G3MP2B3    |9.1    |379.9|372.0| 2.368|-3.7   |63.5   |26.6|119.3

G3MP2B3+   |-5.5   |339.0|331.5| 2.706|22.6   |57.0   |25.2|86.5 

G3MP2B3+   |9.0    |380.0|372.1| 2.364|-3.8   |63.5   |26.4|119.3

G4MP2      |-5.3   |339.0|331.5| 2.655|22.8   |56.0   |25.2|85.3 

G4MP2      |8.8    |379.7|371.8| 2.304|-3.7   |61.9   |26.5|117.6

M062X/Def2T|-6.4   |338.8|331.3| 2.583|19.5   |53.3   |25.0|85.9 

M062X/Def2T|10.4   |382.4|374.6| 2.087|-7.3   |58.5   |26.2|117.9

B3/6-311++G|0.2    |334.4|326.9| 2.680|33.1   |62.1   |25.2|81.2 

B3/6-311++G|20.8   |380.0|372.2| 2.285|8.0    |74.0   |26.4|118.1

++++++++++++++++++++++++++++++++

5-isoxazolide-

C3H2NO  mw:68.014 Anion CAS: Z-142742-89-0 fg:87 cnt:11060

----

20WAL/DAU    Datum: EA=2.85(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. This is the most acidic site.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [isoxaz-5.zaf]

W1U        |30.0   |377.5|369.7| 2.403|18.4   |85.4   |26.2|119.1

CBS-QB3    |30.0   |376.8|369.0| 2.444|19.0   |86.3   |26.1|119.4

G3MP2B3    |28.4   |376.3|368.5| 2.529|19.4   |86.7   |26.2|119.5

G3MP2B3+   |28.4   |376.3|368.5| 2.529|19.3   |86.7   |26.2|119.5

G4MP2      |28.5   |376.3|368.5| 2.464|19.4   |85.3   |26.1|118.0

M062X/Def2T|32.1   |378.8|371.1| 2.239|17.9   |83.7   |25.9|117.9

B3/6-311++G|39.4   |375.8|368.0| 2.465|30.9   |96.2   |26.1|117.5

++++++++++++++++++++++++++++++++

3-isoxazolide-

C3H2NO  mw:68.014 Anion CAS: Z-142742-91-4 fg:87 cnt:11061

----

20WAL/DAU    Datum: EA=3.01(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. This is thought to be the ring-opened (Z)-2-cyano-enthenoxide structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [isoxaz-4.zaf]

W1U        |37.3   |384.8|377.1| 2.197|18.4   |88.0   |25.8|121.7

G3MP2B3    |36.0   |383.8|376.1| 2.346|19.4   |90.1   |25.8|122.8

G4MP2      |35.9   |383.7|376.0| 2.287|19.4   |88.7   |25.8|121.4

M062X/Def2T|39.4   |386.1|378.5| 2.047|17.9   |86.6   |25.7|120.8

B3/6-311++G|47.3   |383.7|376.1| 2.242|30.9   |99.0   |25.8|120.3

++++++++++++++++++++++++++++++++

NCCH2CO2-

C3H2NO2  mw:84.009 Anion CAS: Z-23297-32-7 fg:38 cnt:631

HOF(A.)=  -9.8/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -70.7/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=74.1/2.2 Acid |  S(AH)=78.1/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 323.7/2.0 IMRE | HOF(A-)=-106.1/2.3 Acid p:9

DacidH(AH)= 330.3/2.1 G+TS EA(ev)= 4.178

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncjco2.zaf]

CBS-QB3    |-101.1 |328.8|321.5|      |-64.1  |       |24.7|     

G3MP2B3    |-101.1 |330.1|322.8| 4.173|-63.9  |-4.8   |24.3|111.2

G3MP2B3+   |-101.4 |329.8|322.0| 4.182|-64.0  |-4.9   |26.2|111.2

G4MP2      |-100.0 |329.9|322.0| 4.122|-62.8  |-5.0   |26.5|109.9

M062X/Def2T|-100.4 |329.2|321.5| 4.253|-64.9  |-2.1   |25.7|114.8

B3/6-311++G|-89.2  |326.6|318.8| 4.100|-48.5  |5.4    |26.2|106.0

++++++++++++++++++++++++++++++++

thiazolide-

C3H2NS  mw:83.991 Anion CAS: Z-142742-86-7 fg:87 cnt:8792

HOF(AH)=  37.0/2.0  88LIE/       |

----

15CUL/BLA    Datum: EA=2.5(1) eV PVMI p:8

Vertical Detachment Energy:2.85(2) eV. The authors indicate this is likely a mixture of anions at C2 and C5, with the former possibly ring-opened. Composite computational methods(18BAR/) indicate the C2 anion opens to (Z)CNCH=CHS-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [thiazole.zaf]

W1U        |37.0   |368.2|358.7| 2.522|34.6   |94.5   |31.9|112.0

CBS-QB3    |36.3   |367.0|357.6| 2.581|35.0   |95.1   |31.7|112.2

G3MP2B3    |34.5   |367.1|357.6| 2.626|34.7   |94.4   |31.8|111.8

G3MP2B3+   |34.4   |367.1|357.6| 2.626|34.6   |94.3   |31.7|111.9

G4MP2      |34.6   |368.2|358.8| 2.510|33.6   |91.9   |31.7|110.4

M062X/Def2T|34.7   |365.2|355.6| 2.567|34.2   |93.1   |32.1|111.0

B3/6-311++G|45.5   |360.5|351.0| 2.836|52.3   |110.3  |31.7|110.1

++++++++++++++++++++++++++++++++

SnCH2CN(CN)-

C3H2N2Sn  mw:185.925 fg:18 cnt:4872

----

00MOR/JAR    Datum: EA=2.344(8) eV LPES p:9

++++++++++++++++++++++++++++++++

(HCN)2..CN-

C3H2N3  mw:80.025 fg:485 cnt:3845

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 9.9/2.2 TDAs | HOF(A-)=42.7/2.8 AfIN p:8

DaffH(X..Y-)= 16.4/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nchcnhcn.zcf]

G3MP2B3    |39.0   | 15.8| 11.7| 13.9|30.5   |24.3   

++++++++++++++++++++++++++++++++

1,3,5-triazinide-

C3H2N3  mw:80.025 Anion CAS: Z-1371535-47-5 fg:87 cnt:8069 BDE(A-H)= 107.0/2.1 D-EA          

HOF(AH)=  54.0/0.2  82BYS/       |

DacidS=26.8/2.0 Stat | 

----

12WRE/VOG2   Datum: DacidG= 377.3/0.7 kfkr | HOF(A-)=73.6/0.9 Acid p:9

DacidH(AH)= 385.3/0.9 G+TS

----

12WRE/VOG2   Datum: EA=1.529(6) eV LPES p:9

----

11GAR/YAN    Datum: DacidG= 378.1/0.7 kfkr p:8

DacidH(AH)= 386.1/0.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [triaz135.zaf]

W1U        |74.7   |387.3|379.1|      |53.2   |       |27.3|     

CBS-QB3    |74.2   |386.6|378.4| 1.567|53.3   |110.1  |27.5|108.9

G3MP2B3    |73.3   |386.4|377.5| 1.576|54.0   |109.4  |29.8|107.4

G3MP2B3+   |73.3   |386.5|378.3| 1.579|54.0   |109.5  |27.3|107.6

G4MP2      |72.8   |386.1|377.9| 1.501|53.9   |107.2  |27.5|105.5

M062X/Def2T|74.0   |388.4|380.4| 1.355|50.3   |105.1  |27.0|106.9

B3/6-311++G|80.0   |387.0|378.9| 1.491|60.3   |114.2  |27.3|106.0

++++++++++++++++++++++++++++++++

4-NO2-pyrazolide-

C3H2N3O2  mw:112.015 Anion CAS: Z-1450852-95-5 fg:51 cnt:8730

HOF(AH)=  42.0/2.0 Est3          |

DacidS=25.2/0.7 Calc | 

----

15NIC/OLD    Datum: DacidH(AH)= 329.5/2.2 CIDC | HOF(A-)=5.8/3.0 Acid p:8

DacidG(AH)= 322.0/2.2 H-TS

.DELTA.acidS from B3LYP/aug-cc-pVTZ calculations by the authors.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pz4ni.zaf]

G3MP2B3    |4.9    |331.1|324.1| 4.346|41.0   |105.5  |23.7|116.6

G3MP2B3+   |4.8    |331.1|323.6| 4.347|40.9   |105.4  |25.2|116.6

G4MP2      |4.4    |331.2|323.7| 4.214|40.4   |102.0  |25.1|113.6

M062X/Def2T|4.0    |330.3|322.8| 4.236|38.4   |101.9  |25.2|115.6

B3/6-311++G|14.5   |328.8|321.3| 4.242|53.0   |112.7  |25.2|111.8

++++++++++++++++++++++++++++++++

2-NO2-imidazolide-

C3H2N3O2  mw:112.015 Anion CAS: Z-802040-55-7 fg:51 cnt:8731

HOF(AH)=  31.0/2.0 Est3          |

DacidS=25.8/0.7 Calc | 

----

15NIC/OLD    Datum: DacidH(AH)= 327.4/2.2 CIDC | HOF(A-)=-7.3/3.0 Acid p:8

DacidG(AH)= 319.7/2.2 H-TS

.DELTA.acidS from B3LYP/aug-cc-pVTZ calculations by the authors.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2niimida.zaf]

CBS-QB3    |-11.0  |327.8|320.1|      |26.9   |       |25.7|     

G3MP2B3    |-7.3   |328.8|321.6| 3.769|31.1   |79.8   |24.2|100.9

G3MP2B3+   |-7.5   |328.8|321.1| 3.768|31.0   |79.6   |25.8|100.8

G4MP2      |-7.9   |328.6|321.0| 3.686|30.6   |77.3   |25.7|98.8 

M062X/Def2T|-9.3   |327.5|319.8| 3.843|27.9   |79.5   |25.7|103.8

B3/6-311++G|2.4    |326.4|318.8| 3.853|43.2   |91.5   |25.7|100.4

++++++++++++++++++++++++++++++++

3-NO2-pyrazolide-

C3H2N3O2  mw:112.015 Anion CAS: Z-1450852-97-7 fg:51 cnt:8729

HOF(AH)=  42.0/2.0 Est3          |

DacidS=24.8/0.7 Calc | 

----

15NIC/OLD    Datum: DacidH(AH)= 330.5/2.2 CIDC | HOF(A-)=6.8/3.0 Acid p:8

DacidG(AH)= 323.1/2.2 H-TS

.DELTA.acidS from B3LYP/aug-cc-pVTZ calculations by the authors.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pz3ni.zaf]

CBS-QB3    |3.5    |331.2|323.7| 4.203|38.1   |100.8  |24.9|114.8

G3MP2B3    |7.3    |332.2|324.8| 4.165|42.2   |103.7  |25.0|113.6

G3MP2B3+   |7.1    |332.2|324.8| 4.171|42.1   |103.7  |25.0|113.7

G4MP2      |6.7    |332.2|324.8| 4.067|41.7   |100.9  |25.0|111.3

M062X/Def2T|6.5    |331.4|323.9| 4.213|39.9   |104.0  |25.1|116.2

B3/6-311++G|17.4   |330.0|322.6| 4.233|54.6   |115.3  |25.0|112.8

++++++++++++++++++++++++++++++++

4-NO2-imidazolide-

C3H2N3O2  mw:112.015 Anion CAS: Z-802890-55-7 fg:51 cnt:8732

HOF(AH)=  31.0/2.0 Est3          |

DacidS=24.8/0.7 Calc | 

----

15NIC/OLD    Datum: DacidH(AH)= 325.0/2.2 CIDC | HOF(A-)=-9.7/3.0 Acid p:8

DacidG(AH)= 317.6/2.2 H-TS

.DELTA.acidS from B3LYP/aug-cc-pVTZ calculations by the authors.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4niimida.zaf]

CBS-QB3    |-14.2  |326.1|318.7|      |25.5   |       |24.7|     

G3MP2B3    |-10.6  |327.1|319.8| 3.841|29.5   |78.3   |24.8|100.9

G3MP2B3+   |-10.7  |327.1|319.7| 3.845|29.4   |78.2   |24.8|101.0

G4MP2      |-11.0  |327.1|319.7| 3.745|29.1   |75.7   |24.8|98.7 

M062X/Def2T|-12.4  |325.9|318.5| 3.878|26.4   |77.3   |24.8|103.0

B3/6-311++G|-1.0   |324.3|316.9| 3.937|42.0   |90.1   |24.9|100.2

++++++++++++++++++++++++++++++++

cyanurate-

C3H2N3O3  mw:128.010 Anion CAS: Z-45729-54-2 fg:48 cnt:7900

HOF(AH)= -66.2/3.0 GpAd 93SP     |

DacidS=26.1/2.0 CIDC | 

----

10MUK/REN    Datum: DacidG= 322.9/2.0 CIDC | HOF(A-)=-101.2/3.6 Acid p:8

DacidH(AH)= 330.7/2.0 CIDC

Acid: 2,4,6-triaza-1,3,5-cyclohexanetrione.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cyanura0.zaf]

CBS-QB3    |-174.0 |329.9|322.2|      |-138.2 |       |25.8|     

G3MP2B3    |-169.5 |330.7|323.0|      |-133.0 |       |26.1|     

G4MP2      |-168.7 |330.7|323.0|      |-132.3 |       |25.9|     

M062X/Def2T|-177.3 |330.5|322.9|      |-143.1 |       |25.6|     

B3/6-311++G|-156.7 |330.0|322.2| 4.550|-119.4 |-52.5  |25.9|119.0

++++++++++++++++++++++++++++++++

H2O..Ni(CO)3-

C3H2NiO4  mw:159.931

Core ion CAS: Z-51222-94-7 Solvent: 7732-18-5 fg:22 cnt:10952

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16XIE/ZOU    Datum: EA=1.29(11) eV PVMI p:8

Vertical Detachment Energy:1.429(103) eV.

++++++++++++++++++++++++++++++++

(CO2)2..H2O..CO2-.

C3H2O7  mw:149.981 fg:100 cnt:11770

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

99TSU/SAE    Datum: EA=2.38(18) eV LPES p:8

The EA is the Vertical Detachment Energy. The authors suggest a core ion of CO2-.  There is a second isomer with Vertical Detachment Energy=3.49(5) eV; the authors suggest that the core ion there is C2O4-.

++++++++++++++++++++++++++++++++

CH2=C=CH-

C3H3  mw:39.024 Anion CAS: Z-64066-06-4 fg:82 cnt:859

HOF(A.)=  81.1/2.0 D+AH          | BDE(A-H)= 87.6/2.0  82MCM/GOL     

HOF(AH)=  45.5/0.3  94PED/       |

DacidS=28.8/2.0 Stat |  S(A-)=61.1/2.0 Acid |  S(AH)=58.3/0.3  69STU/WES

----

95ROB/POL    Datum: EA=0.918(8) eV LPES | HOF(A-)=59.9/2.0 Acid p:9

DacidH(AH)= 380.0/2.0 D-EA

Neutral acid: allene. Propyne would be 1.0 kcal/mol more weakly acidic.

----

95ROB/POL    Datum: DacidG= 372.8/3.0 IMRE p:9

DacidH(AH)= 381.4/3.1 G+TS

Relative to MeOH at 375.0. The kinetic scheme factors in isomerization.

----

83OAK/ELL    Datum: EA=0.893(25) eV LPES p:8

Neutral acid: allene. Propyne would be 1.0 kcal/mol more weakly acidic.

----

82MAC/RAK    Datum: DacidG= 375.0/2.5 kfkr p:6

DacidH(AH)= 383.6/2.6 G+TS

Anchored on HCCH from the D-EA cycle.
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=2.34 eV SI   [54.0 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcch.zaf]

W1U        |62.5   |383.7|375.2| 0.889|44.7   |83.2   |28.4|90.6 

CBS-QB3    |64.6   |383.8|375.3| 0.883|46.5   |85.1   |28.6|90.7 

G3MP2B3    |60.2   |383.3|374.9| 0.977|44.1   |82.9   |28.4|91.0 

G3MP2B3+   |60.1   |383.3|374.8| 0.985|44.0   |82.9   |28.5|91.1 

G4MP2      |60.5   |383.0|374.5| 0.982|44.7   |83.4   |28.4|90.8 

M062X/Def2T|63.8   |384.1|375.6| 0.864|44.5   |83.8   |28.4|91.5 

B3/6-311++G|64.2   |382.7|374.2| 0.942|48.8   |86.1   |28.4|89.4 

++++++++++++++++++++++++++++++++

MeCC-

C3H3  mw:39.024 Anion CAS: Z-36147-87-2 fg:84 cnt:852

HOF(A.)= 123.4/2.4 D+AH          | BDE(A-H)= 130.5/2.4 D-EA          

HOF(AH)=  44.2/0.2  94PED/       |

DacidS=26.0/1.4 Stat |  S(A-)=59.3/1.4 Acid |  S(AH)=59.3/0.2  69BEN/CRU

----

07ZHO/GAR3   Datum: EA=2.7355(10) eV SEVI | HOF(A-)=59.9/2.4 Acid p:9

DacidG(AH)= 373.7/2.5 H-TS| DacidH(AH)= 381.4/2.4 D-EA

----

95ROB/POL    Datum: EA=2.718(8) eV LPES p:9

----

79BAR/SCO #  Datum: DacidG= 373.3/2.0 IMRE | HOF(A-)=59.6/2.1 Acid p:9

DacidH(AH)= 381.1/2.0 G+TS

----

01GAL/DEC    Datum: DacidG= 372.6/2.0 IMRE p:8

DacidH(AH)= 380.4/2.0 G+TS

----

95ROB/POL    Datum: DacidG= 373.4/2.0 IMRE p:8

DacidH(AH)= 381.2/2.0 G+TS

Relative to MeOH at 375.0. Isomerization accounted for in kinetic scheme.

----

83OAK/ELL    Datum: EA=>2.60 eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcc.zaf]

W1U        |61.7   |383.9|375.6| 2.787|43.7   |126.2  |27.7|134.7

CBS-QB3    |63.4   |383.4|375.1| 2.815|45.8   |128.5  |27.8|134.8

G3MP2B3    |59.9   |383.4|375.9| 2.945|43.7   |128.2  |25.0|136.5

G3MP2B3+   |59.8   |383.3|375.1| 2.970|43.7   |128.5  |27.6|136.9

G4MP2      |59.9   |382.8|374.7| 2.788|44.2   |124.4  |27.2|132.3

M062X/Def2T|63.9   |384.2|375.9| 2.620|44.4   |124.3  |27.9|132.0

B3/6-311++G|66.9   |383.4|375.1| 2.756|50.8   |130.6  |27.6|131.9

++++++++++++++++++++++++++++++++

CH2=C=CD-

C3H2D  mw:40.030 Anion CAS: Z-85048-64-2 fg:82 cnt:825

HOF(A.)=  82.8/2.0 D+AH          | BDE(A-H)= 89.4/2.0  82MCM/GOL     

HOF(AH)=  45.5/0.3  94PED/       |

DacidS=29.5/2.0 Stat | 

----

83OAK/ELL    Datum: EA=0.88(15) eV LPES | HOF(A-)=62.6/4.0 Acid p:8

DacidH(AH)= 382.7/4.0 D-EA

Acid: D-propyne.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jccd.zaf]

W1U        |61.0   |384.8|377.4| 0.885|42.0   |81.6   |25.1|91.7 

CBS-QB3    |63.6   |384.7|377.2| 0.879|44.6   |84.0   |25.3|91.5 

G3MP2B3    |59.2   |383.7|376.4| 0.975|42.6   |81.9   |24.8|91.4 

G4MP2      |59.4   |383.5|376.1| 0.979|43.0   |82.3   |24.8|91.3 

M062X/Def2T|63.2   |384.0|376.4| 0.860|43.9   |83.2   |25.3|91.4 

B3/6-311++G|63.2   |380.8|373.3| 0.940|49.7   |85.0   |25.0|87.5 

++++++++++++++++++++++++++++++++

CD2=C=CH-

C3HD2  mw:41.037 Anion CAS: Z-85048-63-1 fg:82 cnt:955

DacidS=27.4/2.0 Stat | 

----

83OAK/ELL    Datum: EA=0.907(23) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd2cch.zaf]

W1U        |59.2   |387.1|379.7| 0.887|38.0   |79.8   |24.8|93.9 

CBS-QB3    |62.2   |387.0|379.6| 0.881|41.4   |82.6   |24.9|93.3 

G3MP2B3    |57.8   |386.0|378.7| 0.975|39.5   |80.5   |24.7|93.2 

G4MP2      |58.0   |385.8|378.5| 0.980|39.8   |80.9   |24.7|93.1 

M062X/Def2T|61.8   |386.2|378.7| 0.864|40.7   |81.8   |25.1|93.6 

B3/6-311++G|61.8   |383.0|375.6| 0.941|46.5   |83.7   |24.8|89.7 

++++++++++++++++++++++++++++++++

CD3CC-

C3D3  mw:42.043 Anion CAS: Z-948300-38-7 fg:84 cnt:10887

----

07ZHO/GAR3   Datum: EA=2.7300(10) eV SEVI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd3cc.zaf]

W1U        |56.2   |385.7|377.8| 2.788|36.4   |120.7  |26.6|136.4

CBS-QB3    |59.2   |385.2|377.2| 2.821|40.2   |124.5  |26.9|136.4

G3MP2B3    |54.5   |386.1|378.7| 2.942|36.6   |122.7  |24.7|139.1

G4MP2      |55.7   |384.6|376.8| 2.784|38.7   |120.1  |26.3|133.6

M062X/Def2T|60.2   |385.8|377.7| 2.613|39.5   |120.5  |26.9|133.5

B3/6-311++G|62.8   |385.1|377.1| 2.754|411.6  |126.5  |26.6|133.6

++++++++++++++++++++++++++++++++

MeCN..AsCS-

C3H3AsNS  mw:159.921

Core ion CAS: Z-2230903-58-7 Solvent: 75-05-8 fg:156 cnt:11396

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

21YUA/CAO    Datum: EA=3.135(10) eV LPES p:8

DaffH(AH)=  11.1/0.3 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [scasrcn.zcf]

B3/6-311++G|39.8   |  9.3|  2.8| 21.9|22.0   |27.1   | 3.109

++++++++++++++++++++++++++++++++

MeCN..AsCSe-

C3H3AsNSe  mw:207.865

Core ion CAS: Z-2230903-77-0 Solvent: 75-05-8 fg:157 cnt:11394

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

21YUA/CAO    Datum: EA=3.145(10) eV LPES p:8

DaffH(AH)=  11.0/0.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(HCN)3..Br-

C3H3BrN3  mw:159.952 fg:483 cnt:3860

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 6.3/2.2 TDAs | HOF(A-)=-4.7/2.4 AfIN p:8

DaffH(X..Y-)= 12.8/1.0 TDAs

++++++++++++++++++++++++++++++++

MeCOCF3..Cl-

C3H3ClF3O  mw:146.983

Core ion CAS: Z-16887-00-6 Solvent: 421-50-1 fg:482 cnt:7173

HOF(solv)=-199.6/1.0 GpAd 93SP     

----

02BOG/MCM    Datum: DaffG= 8.2/1.0 TDAs | HOF(A-)=-213.3/1.4 AfIN p:9

DaffH(X..Y-)= 13.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcoqcl.zcf]

CBS-QB3    |-273.8 | 14.1|  6.8| 24.6|-202.9 |-56.7  

G3MP2B3    |-269.8 | 13.7|  5.6| 26.9|-199.9 |-56.1  

G3MP2B3+   |-269.8 | 13.7|  5.6| 27.1|-199.9 |-56.1  

G4MP2      |-267.4 | 14.0|  6.1| 26.5|-198.4 |-55.0  

M062X/Def2T|-270.5 | 18.7|  9.7| 30.0|-203.4 |-48.4  

B3/6-311++G|-247.8 |  3.3|  7.6| 22.2|-176.7 |-56.9  

++++++++++++++++++++++++++++++++

(HCN)3..Cl-

C3H3ClN3  mw:116.002 fg:482 cnt:3852

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 7.2/2.2 TDAs | HOF(A-)=41.4/2.4 AfIN p:8

DaffH(X..Y-)= 13.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(CHCl3)3..Cl-

C3H3Cl10  mw:388.713 fg:482 cnt:5301

HOF(solv)= -24.5/0.3 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 5.2/3.0 TDAs | HOF(A-)=-115.3/2.1 AfIN p:8

DaffH(X..Y-)= 11.8/0.2 TDAs

++++++++++++++++++++++++++++++++

CHF=C(CH2F)O-

C3H3F2O  mw:93.016 Anion CAS: Z-85048-63-1 fg:63 cnt:722

HOF(AH)= -134.4/1.0 GpAd 93SP    |

DacidS=24.1/2.0 Stat |  S(A-)=82.5/2.2 Acid |  S(AH)=84.4/1.0 GpAd 93SP

----

80FAR/MCM #  Datum: DacidG= 343.1/3.0 IMRB | HOF(A-)=-149.8/3.2 Acid p:8

DacidH(AH)= 350.3/3.1 G+TS

Between PhCH2CN, CF3COCH3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fchcojf2.zaf]

CBS-QB3    |-143.5 |355.7|348.5| 2.044|-133.4 |-96.4  |24.1|89.1 

G3MP2B3    |-142.4 |356.0|348.6| 2.261|-131.2 |-90.3  |24.7|93.1 

G3MP2B3+   |-142.5 |356.0|349.0| 2.092|-131.3 |-94.2  |23.6|89.1 

G4MP2      |-141.2 |355.7|348.4| 2.164|-129.8 |-91.3  |24.8|90.6 

M062X/Def2T|-141.2 |356.6|349.9| 2.047|-133.1 |-93.9  |22.3|91.4 

B3/6-311++G|-130.9 |351.9|344.8| 2.091|-115.5 |-82.7  |23.7|84.9 

++++++++++++++++++++++++++++++++

CF2=C(Me)O-

C3H3F2O  mw:93.016 Anion CAS: A-431-05-0 fg:63 cnt:721

HOF(AH)= -143.9/1.0 GpAd 93SP    |
###### the following are "below the line": evaluated as not accurate ####

----

72THY/       Datum: EA=>1.0(3) eV EIAE p:4

From CF3COMe.  Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.6-1.8 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [accf2.zaf]

CBS-QB3    |-142.1 |369.7|362.6| 1.648|-146.0 |-104.0 |23.9|94.2 

G3MP2B3    |-140.5 |370.6|363.5| 1.692|-143.9 |-101.4 |23.8|94.7 

G3MP2B3+   |-140.5 |370.7|363.7| 1.685|-143.9 |-101.4 |23.6|94.6 

G4MP2      |-139.4 |370.4|362.9| 1.622|-142.6 |-102.0 |24.9|92.7 

M062X/Def2T|-141.5 |368.8|361.6| 1.528|-145.6 |-106.4 |24.3|91.4 

B3/6-311++G|-128.9 |365.2|358.2| 1.722|-126.8 |-89.1  |23.3|89.8 

++++++++++++++++++++++++++++++++

CF2HCH2F..CN-

C3H3F3N  mw:110.022

Core ion CAS: Z-57-12-5 Solvent: 430-66-0 fg:485 cnt:1703

HOF(solv)=-174.6/5.0  94PED/       

----

87LAR/MCM    Datum: DaffG= 11.0/2.3 IMRE | HOF(A-)=-176.4/5.8 AfIN p:9

DaffH(X..Y-)= 18.4/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [xf2jfcn.zcf]

CBS-QB3    |-162.1 | 15.5|  8.8| 22.5|-163.1 |16.5   

G3MP2B3    |-161.2 | 15.4|  8.2| 23.9|-160.3 |14.5   

G3MP2B3+   |-161.3 | 15.4|  8.9| 21.9|-160.4 |14.5   

G4MP2      |-160.2 | 15.1|  8.1| 23.8|-159.1 |14.1   

M062X/Def2T|-162.8 | 18.4| 11.2| 23.8|-162.8 |18.4   

M062X/Def2T|-53.1  |-91.4|-96.0| 15.4|-162.8 |18.4   

B3/6-311++G|-145.1 | 15.0|  8.4| 21.9|-146.3 |16.2   

++++++++++++++++++++++++++++++++

CF3CH2OH..CN-

C3H3F3NO  mw:126.017

Core ion CAS: Z-57-12-5 Solvent: 75-89-8 fg:485 cnt:1693

HOF(solv)=-212.3/0.2 neut 94PED/   

----

88LAR/SZU    Datum: DaffG= 15.1/0.2 TDAs | HOF(A-)=-219.7/2.1 AfIN p:8

DaffH(X..Y-)= 24.0/0.8 TDAs

----

87LAR/MCM    Datum: DaffG= 16.4/2.3 IMRE p:7

DaffH(X..Y-)= 24.6/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tfecn.zcf]

CBS-QB3    |-225.2 | 27.2| 17.8| 31.5|-214.6 |16.5   

G3MP2B3    |-222.6 | 24.4| 15.8| 28.9|-212.7 |14.5   

G3MP2B3+   |-222.8 | 24.5| 16.4| 27.4|-212.7 |14.5   

G4MP2      |-221.2 | 25.6| 16.5| 30.5|-209.6 |14.1   

M062X/Def2T|-225.1 | 29.1| 20.0| 30.6|-214.4 |18.4   

B3/6-311++G|-200.6 | 27.3| 18.5| 29.3|-189.5 |16.2   

++++++++++++++++++++++++++++++++

(HCN)3..I-

C3H3IN3  mw:207.938 fg:484 cnt:3864

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 4.9/2.2 TDAs | HOF(A-)=8.4/2.4 AfIN p:8

DaffH(X..Y-)= 11.2/1.0 TDAs

++++++++++++++++++++++++++++++++

CO2..MeCO2I-.

C3H3IO4  mw:229.908

Core ion CAS: Z-192220-03-4 Solvent: 124-38-9 fg:102 cnt:11766

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/SAE    Datum: EA=3.79(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeCCN-.

C3H3N  mw:53.027 Anion CAS: N-498544-34-6 fg:117 cnt:1610

HOF(AH)=  50.2/1.0 d+ah          |
###### the following are "below the line": evaluated as not accurate ####

----

76DAW/JEN    Datum: HOF(A-)=<95.9 IMRB p:3

O- + EtCN ->. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of ca. +63 to +65 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rccn-d.zaf]

W1U        |64.2   |376.9|369.5| 1.678|53.1   |103.3  |25.0|102.2

CBS-QB3    |65.3   |376.6|369.2| 1.700|54.5   |104.9  |24.8|102.5

G3MP2B3    |63.2   |376.9|369.4| 1.740|53.5   |103.6  |25.2|102.2

G3MP2B3+   |63.0   |376.8|369.5| 1.744|53.4   |103.6  |24.5|102.3

G4MP2      |62.7   |376.4|368.9| 1.834|53.4   |105.3  |25.4|104.0

M062X/Def2T|65.2   |376.1|368.5| 1.538|53.8   |100.8  |25.5|99.2 

B3/6-311++G|64.5   |375.0|367.7| 1.611|56.8   |102.0  |24.4|97.3 

++++++++++++++++++++++++++++++++

CH2=CHCN-.

C3H3N  mw:53.027 Anion CAS: Z-34518-93-9 fg:102 cnt:3453

HOF(A.)=  44.0/0.4  82CHU/NGU    | BDE(A-H)= 45.9/1.1 R-AH           

HOF(AH)=  50.2/1.0 d+ah          |

----

03SUE/LIU    Datum: EA=0.0065 eV EFD  p:8

Likely dipole-stabilized anion. Composite computational methods(18BAR/) indicate the valence anion is unbound by ca. 0.15 eV, and the dipole moment is ca. 3.9 D.

----

94DES/ABD    Datum: EA=0.1591 eV EFD  p:7

Electron affinity: 6.9 meV. Dipole-bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vcn.zzf]

W1U        |48.0   |360.8|353.5|-0.130|53.1   |44.6   |24.2|43.6 

CBS-QB3    |49.8   |361.0|354.0|-0.136|54.5   |46.3   |23.4|43.9 

G3MP2B3    |47.9   |361.6|354.7|-0.168|53.5   |43.7   |23.3|42.3 

G3MP2B3+   |47.2   |361.0|353.6|-0.133|53.4   |43.6   |24.9|42.3 

G4MP2      |47.3   |361.1|354.1|-0.114|53.4   |44.4   |23.5|43.1 

M062X/Def2T|48.7   |359.6|352.7|-0.117|53.8   |45.5   |23.4|43.8 

B3/6-311++G|48.3   |358.8|351.3| 0.157|56.8   |51.4   |25.0|46.7 

++++++++++++++++++++++++++++++++

CH2=CHCN..Na-

C3H3NNa  mw:76.017

Core ion CAS: Z-19181-13-6 Solvent: 107-13-1 fg:201 cnt:9606

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

03OHS/MIS    Datum: EA=1.10(5) eV LPES p:8

DaffH(AH)=  12.7/1.2 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [vcnna.zcf]

G3MP2B3    |45.6   |  4.2|     | 14.2|43.7   |6.1    | 1.122

M062X/Def2T|51.9   |  8.0|  3.2| 16.1|45.5   |14.4   | 0.425

B3/6-311++G|54.7   |  8.9|  4.1| 16.0|51.4   |12.2   | 0.915

++++++++++++++++++++++++++++++++

imidazolide-

C3H3N2  mw:67.030 Anion CAS: Z-36954-03-7 fg:51 cnt:1249

HOF(A.)=  79.7/2.3 D+AH          | BDE(A-H)= 96.6/2.8 D-EA           

HOF(AH)=  31.8/0.1  20FRE/RIB    |

DacidS=24.6/2.0 Stat | 

----

22ZHA/YUA2   Datum: EA=2.6046(6) eV LPEI p:9

----

05GIA/ICH    Datum: EA=2.613(6) eV LPES p:9

----

86TAF/ANV #  Datum: DacidG= 342.8/2.0 IMRE | HOF(A-)=16.2/2.1 Acid p:9

DacidH(AH)= 350.1/2.1 G+TS

----

05GIA/ICH    Datum: DacidG= 342.6/0.4 IMRE p:8

DacidH(AH)= 349.9/0.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [imidaz.zaf]

W1U        |14.6   |350.1|342.6| 2.612|30.3   |74.9   |25.2|96.7 

CBS-QB3    |14.9   |349.1|341.6| 2.649|31.5   |76.1   |25.3|96.7 

G3MP2B3    |14.3   |349.6|342.5| 2.653|32.0   |75.6   |23.7|95.7 

G3MP2B3+   |14.2   |349.5|342.0| 2.655|31.9   |75.6   |25.2|95.8 

G4MP2      |13.7   |349.5|342.0| 2.617|31.3   |74.1   |25.2|94.9 

M062X/Def2T|14.8   |351.0|343.5| 2.562|28.5   |74.0   |25.2|97.6 

B3/6-311++G|21.7   |350.0|342.9| 2.596|39.0   |81.7   |23.8|94.8 

++++++++++++++++++++++++++++++++

5-pyrazolide-

C3H3N2  mw:67.030 Anion CAS: Z-886062-96-0 fg:87 cnt:6763

----

06GIA/ICH    Datum: EA=2.104(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyraz-5.zaf]

W1U        |60.5   |385.1|377.4| 2.101|41.2   |108.9  |25.8|119.9

CBS-QB3    |61.0   |384.4|376.7| 2.153|42.4   |110.7  |25.9|120.5

G3MP2B3    |59.7   |383.9|376.2| 2.211|43.0   |110.7  |25.8|119.9

G3MP2B3+   |59.7   |384.0|376.3| 2.207|42.9   |110.6  |25.7|119.9

G4MP2      |58.8   |383.7|376.0| 2.159|42.2   |108.6  |25.8|118.5

M062X/Def2T|62.4   |386.8|379.1| 1.932|40.2   |106.9  |25.8|118.8

B3/6-311++G|67.1   |384.7|377.1| 2.109|49.7   |115.8  |25.7|118.2

++++++++++++++++++++++++++++++++

CH2=CHCNN-

C3H3N2  mw:67.030 Anion CAS: Z-100840-44-6 fg:52 cnt:1318

----

07ICH/GIA    Datum: EA=1.864(7) eV LPES p:9
###### the following are "below the line": evaluated as not accurate ####

----

77BIE/DEP    Datum: HOF(A-)=<108.0/5.0 IMRB p:3

N2O + CH2=CHCH2- ->. Composite computational methods(18BAR/) put .DELTA.fH(A-) at 66-69 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchnn.zaf]

W1U        |78.8   |365.4|357.9| 1.838|79.2   |121.2  |25.1|94.1 

CBS-QB3    |79.3   |365.1|357.7| 1.820|80.0   |121.3  |24.7|93.5 

G3MP2B3    |76.3   |364.8|357.4| 1.972|78.7   |121.8  |24.9|95.2 

G3MP2B3+   |76.1   |364.8|357.3| 1.975|78.6   |121.7  |25.0|95.2 

G4MP2      |76.4   |365.0|357.5| 1.933|78.6   |121.1  |25.0|94.5 

M062X/Def2T|80.2   |367.3|359.8| 1.762|77.6   |120.9  |25.0|95.4 

B3/6-311++G|77.6   |362.5|355.1| 1.869|82.4   |120.8  |24.9|90.5 

++++++++++++++++++++++++++++++++

MeCN..CN-

C3H3N2  mw:67.030

Core ion CAS: Z-57-12-5 Solvent: 75-05-8 fg:485 cnt:1712

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88MEO/       Datum: DaffG= 9.5/1.0 TDAs | HOF(A-)=20.9/2.2 AfIN p:9

DaffH(X..Y-)= 13.8/1.0 TDAs

----

87LAR/MCM    Datum: DaffG= 9.1/2.3 IMRE p:8

DaffH(X..Y-)= 16.4/2.3 G+TS

----

88HIR/MIZ    Datum: DaffG= 9.2 TDAs p:7

DaffH(X..Y-)= 15.7 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnnc.zcf]

W1U        |20.7   | 13.0|  7.4| 18.7|17.4   |16.3   

CBS-QB3    |22.1   | 12.9|  7.1| 19.3|18.4   |16.5   

G3MP2B3    |19.7   | 12.2|  5.6| 20.1|17.4   |14.5   

G3MP2B3+   |19.2   | 12.5|  7.0| 18.7|17.3   |14.5   

G4MP2      |19.7   | 12.1|  6.2| 19.9|17.7   |14.1   

M062X/Def2T|21.9   | 14.5|  9.4| 17.3|18.1   |18.4   

B3/6-311++G|25.6   | 12.5|  6.4| 20.6|22.0   |16.2   

++++++++++++++++++++++++++++++++

5-imidazolide-

C3H3N2  mw:67.030 Anion CAS: Z-180348-44-1 fg:87 cnt:6705

HOF(AH)=  31.8/0.1  20FRE/RIB    |

----

05GIA/ICH    Datum: EA=1.992(10) eV LPES p:9

Deprotonated at C-5.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [5imidaz.zaf]

W1U        |53.0   |388.5|380.8| 1.992|30.3   |98.9   |25.8|120.7

CBS-QB3    |53.4   |387.6|379.9| 2.044|31.5   |100.5  |25.9|121.1

G3MP2B3    |52.1   |387.3|379.6| 2.089|32.0   |100.2  |25.9|120.4

G3MP2B3+   |52.1   |387.4|379.7| 2.082|31.9   |100.2  |25.8|120.4

G4MP2      |51.0   |386.9|379.2| 2.047|31.3   |98.3   |25.9|119.0

M062X/Def2T|54.1   |390.3|382.7| 1.811|28.5   |95.9   |25.7|119.5

B3/6-311++G|59.9   |388.2|380.5| 1.985|39.0   |105.8  |25.8|118.8

++++++++++++++++++++++++++++++++

pyrazolide-

C3H3N2  mw:67.030 Anion CAS: Z-23303-11-9 fg:51 cnt:1247

HOF(A.)=  99.6/3.0 D+AH          | BDE(A-H)= 107.7/3.1 D-EA          

HOF(AH)=  44.0/0.5  80SAB/   2   |

DacidS=24.1/2.0 Stat | 

----

22ZHA/YUA    Datum: EA=2.9361(25) eV LPEI p:9

There is a dipole-bound state of the anion 27.4/2.5 meV below threshold.

----

06GIA/ICH    Datum: EA=2.938(5) eV LPES p:9

----

86TAF/ANV #  Datum: DacidG= 346.4/2.3 IMRE | HOF(A-)=31.9/2.4 Acid p:8

DacidH(AH)= 353.6/2.4 G+TS

----

06GIA/ICH    Datum: DacidG= 346.4/2.3 kfkr p:7

DacidH(AH)= 353.6/2.4 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyraz-n.zaf]

W1U        |30.3   |355.0|347.4| 2.963|41.2   |99.0   |25.6|110.0

CBS-QB3    |30.7   |354.1|346.5| 3.007|42.4   |100.5  |25.4|110.2

G3MP2B3    |30.0   |354.2|347.1| 3.064|43.0   |101.1  |24.0|110.3

G3MP2B3+   |29.9   |354.3|346.7| 3.065|42.9   |101.1  |25.5|110.3

G4MP2      |29.3   |354.2|346.6| 3.038|42.2   |99.8   |25.5|109.7

M062X/Def2T|31.7   |356.2|348.6| 2.984|40.2   |100.8  |25.5|112.6

B3/6-311++G|37.6   |355.2|347.6| 2.981|49.7   |106.8  |25.4|109.2

++++++++++++++++++++++++++++++++

HNCH=CHCN-

C3H3N2  mw:67.030 Anion CAS: N-174222-54-9 fg:50 cnt:6865

DacidS=24.4/2.0 Stat | 

----

06LUN/MO     Datum: DacidG= 345.4/5.0 IMRB p:8

DacidH(AH)= 352.7/5.0 G+TS

Between phenol, cyclohexenone.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hnchchcn.zaf]

W1U        |25.5   |349.7|342.6| 2.325|41.7   |79.2   |23.8|89.6 

CBS-QB3    |27.1   |349.4|342.2| 2.284|43.5   |79.8   |23.8|88.4 

G3MP2B3    |24.5   |349.5|342.2| 2.401|42.2   |80.0   |24.3|89.8 

G3MP2B3+   |24.3   |349.4|342.2| 2.407|42.1   |79.9   |24.0|89.9 

G4MP2      |24.9   |349.4|342.2| 2.362|42.7   |79.4   |24.1|88.8 

M062X/Def2T|25.4   |349.2|342.1| 2.384|40.9   |80.4   |23.9|91.6 

B3/6-311++G|27.3   |347.8|340.6| 2.386|46.7   |82.3   |24.1|87.7 

++++++++++++++++++++++++++++++++

pyrazolide(d3)-

C3D3N2  mw:70.049 Anion CAS: Z-911467-26-0 fg:87 cnt:6809

----

06ICH/GIA    Datum: EA=2.935(6) eV LPES p:9

++++++++++++++++++++++++++++++++

(HCN)2..HCO2-

C3H3N2O2  mw:99.020 fg:234 cnt:3870

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 10.7/2.2 TDAs | HOF(A-)=23.6/2.0 AfIN p:8

DaffH(X..Y-)= 17.3/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

2-thiazolyl-NH-

C3H3N2S  mw:99.002 Anion CAS: N-361381-86-4 fg:47 cnt:1255

DacidS=24.4/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 344.4/2.0 IMRE p:9

DacidH(AH)= 351.7/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2thiaznh.zaf]

CBS-QB3    |22.4   |354.6|347.1| 1.983|33.5   |68.0   |25.2|86.6 

G3MP2B3    |21.3   |354.6|347.0| 2.147|34.0   |70.7   |25.3|88.8 

G3MP2B3+   |21.0   |354.4|346.8| 2.156|33.9   |70.6   |25.3|88.8 

G4MP2      |20.5   |354.8|347.2| 2.070|32.9   |68.1   |25.3|87.3 

M062X/Def2T|22.7   |355.3|347.8| 1.995|32.1   |68.6   |24.9|88.6 

B3/6-311++G|35.9   |352.7|345.2| 2.000|50.5   |81.9   |25.2|83.5 

++++++++++++++++++++++++++++++++

MeCN..NCSe-

C3H3N2Se  mw:146.947

Core ion CAS: Z-5749-48-4 Solvent: 75-05-8 fg:157 cnt:11392

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

21YUA/CAO    Datum: EA=3.835(10) eV LPES p:8

DaffH(AH)=  11.6/0.3 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [secnrcn.zcf]

G3MP2B3    |-1.1   | 11.5|  4.9| 19.9|17.4   |-7.0   | 3.719

++++++++++++++++++++++++++++++++

sym-triazine-.

C3H3N3  mw:81.033 Anion CAS: Z-215508-75-1 fg:102 cnt:961

HOF(A.)=  54.0/0.2  82BYS/       |
###### the following are "below the line": evaluated as not accurate ####

----

75NEN/SCH    Datum: EA=0.45 eV ETS  p:3

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.07 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [triazine.zzf]

CBS-QB3    |52.3   |     |     | 0.072|       |53.3   |    |     

G3MP2B3    |53.2   |     |     | 0.076|       |54.1   |    |     

G3MP2B3+   |53.4   |     |     | 0.044|       |54.0   |    |     

G4MP2      |51.3   |     |     | 0.149|       |53.9   |    |     

M062X/Def2T|53.1   |     |     |-0.102|       |50.3   |    |     

B3/6-311++G|56.6   |     |     | 0.179|       |60.3   |    |     

++++++++++++++++++++++++++++++++

6-aza-uracil-.

C3H3N3O2  mw:113.023 Anion CAS: Z-1621720-10-2 fg:120 cnt:10022

----

13CHE/BUO    Datum: EA=0.5(1) eV LPES p:6

Vertical Detachment Energy:1.6(1) eV.

++++++++++++++++++++++++++++++++

CH2=CHCO2-

C3H3O2  mw:71.014 Anion CAS: Z-10344-93-1 fg:34 cnt:2340

HOF(A.)= -17.9/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -78.8/1.0 GpAd 93SP     |

DacidS=23.5/1.0 Stat |  S(A-)=71.4/1.4 Acid |  S(AH)=73.9/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 337.2/2.8 CIDC | HOF(A-)=-100.3/3.0 Acid p:9

DacidH(AH)= 344.2/2.8 G+TS EA(ev)= 3.573

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vco2.zaf]

W1U        |-99.8  |344.3|336.6| 3.501|-78.3  |-19.0  |25.7|111.4

CBS-QB3    |-99.8  |343.5|335.8| 3.461|-77.6  |-20.0  |25.8|109.7

G3MP2B3    |-100.2 |344.4|337.1| 3.595|-77.4  |-17.3  |24.3|112.3

G3MP2B3+   |-100.3 |344.4|336.7| 3.754|-77.5  |-13.6  |25.8|116.0

G4MP2      |-99.4  |344.2|336.5| 3.565|-76.4  |-17.2  |25.7|111.4

M062X/Def2T|-97.2  |345.0|337.3| 3.508|-77.5  |-16.2  |25.8|113.4

B3/6-311++G|-88.9  |342.4|334.7| 3.346|-64.0  |-11.7  |25.9|104.5

++++++++++++++++++++++++++++++++

MeCOCO2-

C3H3O3  mw:87.009 Anion CAS: Z-57-60-3 fg:38 cnt:2348

HOF(A.)= -65.9/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -126.8/1.0 GpAd 93SP    |

DacidS=23.5/1.0 Stat |  S(A-)=81.8/1.4 Acid |  S(AH)=84.3/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 326.5/2.8 CIDC | HOF(A-)=-159.0/3.0 Acid p:9

DacidH(AH)= 333.5/2.8 G+TS EA(ev)= 4.037

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

22CLA/GIB    Datum: EA=0() eV [ eV] p:8

Vertical Detachment Energy: 3.8(1) eV.

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

22CAO/HU     Datum: EA=0() eV [ eV] p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acco2.zaf]

W1U        |-158.9 |     |     | 4.027|       |-66.0  |    |     

CBS-QB3    |-160.0 |335.3|327.1| 4.021|-129.5 |-67.2  |27.5|114.5

G3MP2B3    |-158.6 |336.4|328.5| 3.999|-127.8 |-66.3  |26.7|113.6

G3MP2B3+   |-159.1 |336.1|327.7| 4.014|-128.0 |-66.5  |28.1|113.6

G4MP2      |-157.5 |336.2|327.9| 3.943|-126.5 |-66.6  |27.9|112.1

M062X/Def2T|-156.1 |337.3|329.0| 3.909|-128.8 |-65.7  |27.9|115.2

B3/6-311++G|-145.6 |332.4|323.9| 3.929|-110.7 |-55.0  |28.2|107.8

++++++++++++++++++++++++++++++++

HO2CCH2CO2-

C3H3O4  mw:103.004 Anion CAS: Z-1000-88-0 fg:37 cnt:6604

HOF(A.)= -125.1/3.6 D+AH         | BDE(A-H)= 113.0/2.0 Est2          

HOF(AH)= -189.0/3.0 Est4         |

DacidS=19.3/3.0 CIDC |  S(A-)=80.4/3.2 Acid |  S(AH)=87.1/1.0 GpAd 93SP

----

16HOU/VAL    Datum: EA=4.70(10) eV LPES | HOF(A-)=-236.5/4.3 Acid p:8

DacidG(AH)= 312.5/3.3 H-TS| DacidH(AH)= 318.2/3.1 D-EA

----

06WOO/WAN    Datum: EA=4.65(5) eV LPES p:8

----

05KUM/PRA    Datum: DacidG= 315.1/2.0 CIDC | HOF(A-)=-234.2/3.6 Acid p:8

DacidH(AH)= 320.5/2.0 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj1c.zaf]

G3MP2B3    |-234.0 |319.7|313.2| 4.744|-186.5 |-124.2 |21.7|114.4

M062X/Def2T|-235.5 |318.0|311.2| 4.710|-188.8 |-126.4 |22.8|114.5

B3/6-311++G|-215.6 |317.0|309.8| 4.474|-165.3 |-112.0 |24.0|105.4

++++++++++++++++++++++++++++++++

CH2=CHCHBr-

C3H4Br  mw:118.950 Anion CAS: Z-190324-09-5 fg:80 cnt:4952

HOF(AH)=  10.8/1.0  94PED/       |

DacidS=24.5/2.0 Stat | 

----

97POU/NAS    Datum: DaffH= 22.0/2.6 CIDT p:8

----

97POU/NAS    Datum: DacidG= 368.0/2.0 IMRB | HOF(A-)=20.4/4.1 Acid p:8

DacidH(AH)= 375.3/2.1 G+TS DaffH(X..Y-)= 22.1/4.1 A-IN

Between iPrOH, HF; near tBuOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchbr-z.zaf]

CBS-QB3    |18.4   |379.9|372.2| 0.982|4.3    |41.0   |25.5|88.8 

G3MP2B3    |20.3   |377.5|369.9| 1.051|10.0   |44.5   |25.6|86.6 

G3MP2B3+   |18.9   |376.2|368.4| 1.112|10.0   |44.4   |26.0|86.6 

G4MP2      |20.6   |377.2|369.6| 1.016|10.5   |44.0   |25.6|85.6 

M062X/Def2T|21.5   |375.3|367.6| 1.006|10.9   |44.6   |26.0|85.8 

B3/6-311++G|25.2   |374.4|366.6| 1.033|18.1   |48.9   |26.0|82.9 

++++++++++++++++++++++++++++++++

MeCHBrCO2-

C3H4BrO2  mw:150.940 Anion CAS: Z-16336-87-1 fg:38 cnt:1220

HOF(A.)= -45.9/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -106.8/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat | 

----

89CAL/REN    Datum: DacidG= 329.8/2.0 IMRE | HOF(A-)=-135.7/2.3 Acid p:9

DacidH(AH)= 336.8/2.1 G+TS EA(ev)= 3.894

----

85CAL/MCM    Datum: DacidG= 329.2/2.0 IMRE p:7

DacidH(AH)= 336.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rxbrco2.zaf]

CBS-QB3    |-137.6 |335.6|327.9| 2.893|-107.5 |-69.4  |26.1|90.2 

G3MP2B3    |-131.3 |337.1|329.8| 2.789|-101.2 |-65.7  |24.5|87.7 

G3MP2B3+   |-131.9 |336.7|328.7| 2.812|-101.4 |-65.7  |26.7|87.8 

M062X/Def2T|-130.3 |336.6|328.8| 2.722|-102.2 |-66.4  |26.2|87.9 

M062X/Def2T|-130.3 |336.6|328.7| 2.720|-102.2 |-66.4  |26.5|87.9 

B3/6-311++G|-117.5 |333.7|325.8| 2.714|-83.9  |-53.6  |26.7|82.4 

++++++++++++++++++++++++++++++++

CH2=CHCHCl-

C3H4Cl  mw:75.001 Anion CAS: Z-134529-09-2 fg:80 cnt:2741

HOF(A.)=  36.8/1.5 D+AH          | BDE(A-H)= 88.6/1.4  82MCM/GOL     

HOF(AH)=   0.3/0.6  09SHU/STE    |

DacidS=24.7/2.0 Stat |  S(A-)=72.1/2.2 Acid |  S(AH)=73.4/1.0 GpAd 93SP

----

91DAH/KAS    Datum: DacidG= 372.5/4.0 IMRB | HOF(A-)=14.5/5.3 Acid p:8

DacidH(AH)= 379.9/4.0 G+TS EA(ev)= 0.969 DaffH(X..Y-)= 78.8/5.3 A-IN

Between MeOH, EtOH. Reprotonation site uncertain.

----

97POU/NAS    Datum: DaffH= 29.5/1.6 CIDT p:7

----

97POU/NAS    Datum: DacidG= 368.0/2.0 IMRB p:7

DacidH(AH)= 375.4/2.1 G+TS

Between iPrOH, HF, near tBuOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [allylcl.zaf]

W1U        |13.0   |381.0|373.1| 0.769|-2.1   |30.5   |26.6|84.7 

CBS-QB3    |14.9   |381.3|373.4| 0.730|-0.6   |31.5   |26.4|84.3 

G3MP2B3    |13.4   |381.5|373.7| 0.834|-0.8   |32.5   |26.2|85.4 

G3MP2B3+   |12.7   |380.8|372.9| 0.868|-0.9   |32.4   |26.4|85.5 

G4MP2      |13.1   |381.2|373.4| 0.798|-0.9   |31.4   |26.2|84.4 

M062X/Def2T|14.8   |379.8|371.6| 0.754|-0.3   |31.9   |27.4|84.3 

B3/6-311++G|20.9   |378.0|370.1| 0.831|10.2   |39.8   |26.4|81.7 

++++++++++++++++++++++++++++++++

MeCHClCO2-

C3H4ClO2  mw:106.991 Anion CAS: Z-16336-84-8 fg:38 cnt:638

HOF(A.)= -51.4/3.0 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -112.3/0.3  02LAG/DIO   |

DacidS=22.0/1.0 Stat | 

----

89CAL/REN    Datum: DacidG= 330.4/2.0 IMRE | HOF(A-)=-141.0/2.0 Acid p:9

DacidH(AH)= 337.0/2.0 G+TS EA(ev)= 3.887

The .DELTA.fH(AH) from Group Additivity in 93SP is seriously in error. - JEB.

----

78CUM/KEB    Datum: DacidG= 329.8/2.0 IMRE p:8

DacidH(AH)= 336.4/2.0 G+TS

See also 74YAM/KEB2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rxclco2g.zaf]

G3MP2B3    |-141.9 |337.4|329.0|      |-112.1 |       |28.2|     

G3MP2B3+   |-142.6 |336.8|329.1|      |-112.2 |       |26.0|     

M062X/Def2T|-140.9 |337.3|329.7| 3.820|-113.5 |-52.7  |25.7|112.9

M062X/Def2T|-140.9 |337.3|329.6| 2.639|-113.5 |-78.4  |25.7|87.2 

B3/6-311++G|-125.6 |333.9|326.1| 2.688|-92.2  |-63.0  |26.0|81.3 

++++++++++++++++++++++++++++++++

ClCH2CH2CO2-

C3H4ClO2  mw:106.991 Anion CAS: Z-5102-76-1 fg:38 cnt:637

HOF(A.)= -53.1/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -114.0/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat |  S(A-)=82.9/3.2 Acid |  S(AH)=85.4/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 333.8/2.0 IMRE | HOF(A-)=-138.9/2.4 Acid p:9

DacidH(AH)= 340.8/2.2 G+TS EA(ev)= 3.720

See also 74YAM/KEB2.

----

78CUM/KEB    Datum: DacidG= 333.8/2.0 IMRE p:8

DacidH(AH)= 340.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cljjco2.zaf]

CBS-QB3    |-144.5 |337.3|329.2| 3.811|-116.0 |-56.6  |27.1|111.5

G3MP2B3    |-142.3 |338.4|330.9| 3.929|-113.5 |-51.7  |25.1|113.9

G3MP2B3+   |-142.5 |338.2|330.4| 3.821|-113.5 |-54.4  |26.1|111.3

G4MP2      |-141.6 |338.5|329.9| 3.734|-112.9 |-55.5  |28.7|109.5

M062X/Def2T|-141.6 |338.5|330.9| 3.794|-115.5 |-54.0  |25.5|113.6

B3/6-311++G|-127.1 |334.8|327.1| 3.733|-94.6  |-40.9  |25.9|105.8

++++++++++++++++++++++++++++++++

CH2=CFCH2-

C3H4F  mw:59.030 Anion CAS: Z-86046-90-4 fg:81 cnt:828

HOF(AH)= -42.0/2.0 Est1          |

DacidS=22.0/1.4 Stat | 

----

84BAR/BUR #  Datum: DacidG= 372.5/3.0 IMRB | HOF(A-)=-28.6/3.7 Acid p:8

DacidH(AH)= 379.1/3.0 G+TS DaffH(X..Y-)= 14.7/3.7 A-IN

----

78MCM/NOR #  Datum: DacidG= 370.8/2.0 IMRB p:8

DacidH(AH)= 377.4/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2fallyl.zcf]

W1U        |-28.7  |384.2|376.1| 0.846|-47.0  |-9.7   |27.3|89.5 

CBS-QB3    |-26.5  |384.7|377.1|      |-45.5  |       |25.5|     

G3MP2B3    |-28.4  |384.6|376.8| 0.895|-45.8  |-8.0   |26.1|89.9 

G3MP2B3+   |-28.9  |384.2|375.9| 0.929|-45.9  |-8.0   |27.6|90.0 

G4MP2      |-28.1  |384.1|376.3| 0.876|-45.0  |-8.2   |26.2|88.9 

M062X/Def2T|-27.2  |383.3|374.7| 0.853|-45.8  |-8.1   |28.8|89.8 

B3/6-311++G|-23.4  |380.4|372.1| 0.931|-36.4  |-2.4   |27.6|86.2 

++++++++++++++++++++++++++++++++

CH2=CHCHF-

C3H4F  mw:59.030 Anion CAS: Z-123154-48-3 fg:80 cnt:2740

HOF(AH)= -37.0/0.2  82DOL/MED    |

DacidS=23.7/2.0 Stat |  S(A-)=68.7/2.2 Acid |  S(AH)=71.0/1.0 GpAd 93SP

----

91DAH/KAS    Datum: DacidG= 382.0/4.0 IMRB | HOF(A-)=-13.6/4.0 Acid p:8

DacidH(AH)= 389.1/4.0 G+TS

Between H2O, furan. Reprotonation site uncertain.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vxf-z.zaf]

G3MP2B3    |-18.3  |387.7|379.8| 0.548|-38.7  |-5.8   |26.4|85.0 

++++++++++++++++++++++++++++++++

CHF=C(Me)O-

C3H4FO  mw:75.025 Anion CAS: Z-75705-17-8 fg:63 cnt:717

HOF(AH)= -93.1/1.0 GpAd 93SP     |

DacidS=25.0/3.0 Stat |  S(A-)=77.6/3.2 Acid |  S(AH)=78.6/1.0 GpAd 93SP

----

80FAR/MCM #  Datum: DacidG= 350.2/3.5 IMRB | HOF(A-)=-101.1/3.8 Acid p:8

DacidH(AH)= 357.7/3.6 G+TS

Between pyrrole, MeNO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fxcor-z.zaf]

W1U        |-94.8  |366.1|359.1| 1.766|-95.1  |-54.0  |23.7|93.2 

G3MP2B3    |-94.1  |366.4|359.1| 1.715|-93.3  |-54.6  |24.3|90.8 

M062X/Def2T|-92.0  |366.7|360.0| 1.609|-94.1  |-54.8  |22.7|91.4 

B3/6-311++G|-85.2  |363.4|356.3| 1.779|-81.3  |-44.1  |23.7|89.3 

++++++++++++++++++++++++++++++++

CH2=C(CH2F)O-

C3H4FO  mw:75.025 Anion CAS: Z-198328-27-7 fg:63 cnt:716

HOF(A.)= -49.2/2.2 D+AH          | BDE(A-H)= 96.0/2.0 Est2 01BOU/CHA 

HOF(AH)= -93.1/1.0 GpAd 93SP     |

DacidS=22.8/3.0 Stat |  S(A-)=75.4/3.2 Acid |  S(AH)=78.6/1.0 GpAd 93SP

----

80CLA/MCM #  Datum: DacidG= 359.3/4.0 IMRB | HOF(A-)=-92.7/4.2 Acid p:8

DacidH(AH)= 366.1/4.1 G+TS EA(ev)= 1.886

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fjcoj-a.zaf]

W1U        |-99.0  |361.9|355.0| 2.192|-95.1  |-48.4  |23.2|98.8 

G3MP2B3    |-98.8  |361.7|354.9| 2.122|-93.3  |-49.8  |22.5|95.6 

G3MP2B3+   |-98.9  |361.6|354.8| 2.127|-93.4  |-49.8  |22.8|95.7 

M062X/Def2T|-96.6  |362.1|355.6| 1.954|-94.1  |-51.4  |22.0|94.7 

M062X/Def2T|-96.6  |362.2|355.8| 2.094|-94.2  |-48.2  |21.6|98.0 

B3/6-311++G|-89.1  |359.5|352.7| 2.088|-81.3  |-40.9  |22.8|92.5 

++++++++++++++++++++++++++++++++

CF3CH2CH2-

C3H4F3  mw:97.027 Anion CAS: Z-71857-21-1 fg:92 cnt:1875

HOF(A.)= -135.6/2.8 D+AH         | BDE(A-H)= 100.5/2.0 Est2 90SEE/RUS

HOF(AH)= -184.0/2.0 Est3 83KOL/PA|

DacidS=25.2/2.0 Stat |  S(A-)=77.2/2.2 Acid |  S(AH)=78.0/1.0 GpAd 93SP

----

90GRA/SQU    Datum: DacidH(AH)= 406.0/3.5 CIDT | HOF(A-)=-143.7/4.1 Acid p:7

DacidG(AH)= 398.5/3.6 H-TS  EA(eV)= 0.351 DaffH(X..Y-)= 31.6/4.1 A-IN

----

88GRA/SQU    Datum: DacidH(AH)=<403.0 CIDT p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qjj.zaf]

W1U        |-150.8 |403.1|395.5|      |-188.1 |       |25.6|     

CBS-QB3    |-150.3 |403.3|395.6| 0.579|-187.8 |-136.7 |25.7|103.3

G3MP2B3    |-149.2 |403.3|395.7| 0.605|-185.2 |-134.9 |25.5|102.4

G3MP2B3+   |-149.5 |402.9|395.2| 0.632|-185.3 |-134.7 |25.9|102.7

G4MP2      |-148.4 |402.7|395.1| 0.524|-183.9 |-136.0 |25.4|100.0

M062X/Def2T|-148.7 |403.9|396.1| 0.426|-187.9 |-138.5 |26.1|101.5

B3/6-311++G|-131.5 |400.7|393.0| 0.639|-164.9 |-116.5 |25.8|100.5

++++++++++++++++++++++++++++++++

CF3CH(Me)O-

C3H4F3O  mw:113.022 Anion CAS: Z-130935-18-1 fg:32 cnt:559

HOF(A.)= -167.1/2.8 D+AH         | BDE(A-H)= 107.0/2.0 Est4          

HOF(AH)= -222.0/2.0 Est3         |

DacidS=22.0/2.0 Stat |  S(A-)=84.0/2.2 Acid |  S(AH)=88.0/1.0 GpAd 93SP

----

85CAL/MCM #  Datum: DacidG= 353.7/2.0 IMRE | HOF(A-)=-227.4/3.1 Acid p:9

DacidH(AH)= 360.3/2.1 G+TS EA(ev)= 2.617 DaffH(X..Y-)= 62.5/3.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tfer.zaf]

W1U        |-228.8 |362.5|355.0| 2.826|-225.4 |-163.7 |25.2|113.8

G3MP2B3    |-227.3 |362.5|355.0| 2.627|-222.6 |-166.6 |25.2|108.1

G3MP2B3+   |-227.5 |362.4|354.9| 2.841|-222.7 |-162.0 |25.0|112.7

G4MP2      |-225.8 |362.2|354.7| 2.504|-220.9 |-168.0 |25.3|105.0

M062X/Def2T|-227.3 |363.2|355.7| 2.766|-225.8 |-163.5 |25.1|114.4

B3/6-311++G|-205.9 |358.1|350.6| 2.827|-196.7 |-140.7 |25.1|108.1

++++++++++++++++++++++++++++++++

H2O..CH2=C(CF3)O-

C3H4F3O2  mw:129.017

Core ion CAS: Z-136569-07-8 Solvent: 7732-18-5 fg:263 cnt:2084

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88MEO/   2   Datum: DaffG= 7.6/1.0 TDAs | HOF(A-)=-70.6/1.0 AfIN p:8

DaffH(X..Y-)= 12.8/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [jcoqw.zcf]

CBS-QB3    |-292.1 | 14.7|  6.1| 28.7|-58.2  |-219.2 

G3MP2B3    |-289.2 | 14.1|  5.5| 28.7|-57.6  |-217.5 

G3MP2B3+   |-289.4 | 14.2|  6.1| 27.3|-57.6  |-217.6 

G4MP2      |-286.9 | 13.5|  4.7| 29.4|-57.5  |-215.8 

M062X/Def2T|-288.8 | 15.7|  7.2| 28.6|-53.6  |-219.4 

B3/6-311++G|-266.3 | 14.2|  6.7| 25.2|-54.2  |-197.9 

++++++++++++++++++++++++++++++++

MeOH..CF3CO2-

C3H4F3O3  mw:145.012

Core ion CAS: Z-14477-72-6 Solvent: 67-56-1 fg:238 cnt:8724

HOF(solv)= -48.1/0.1 neut 94PED/   

----

14WAN/KAS    Datum: EA=<5.00(10) eV LPES p:8

DaffH(AH)=  12.7/3.3 dEA

Vertical Detachment Energy:5.8(1) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [qco2hor.zcf]

CBS-QB3    |-356.0 |     |     |     |-48.8  |       | 5.053

G3MP2B3    |-350.7 | 14.6|  5.3| 30.9|-47.8  |-288.2 | 5.061

G3MP2B3+   |-350.7 | 14.4|  6.4| 27.0|-47.9  |-288.3 | 5.059

G4MP2      |-348.5 |     |     |     |-47.8  |       | 4.873

M062X/Def2T|-353.0 | 15.4|  5.6| 32.9|-46.6  |-290.9 | 4.851

B3/6-311++G|-325.4 | 13.2|  4.8| 28.3|-43.7  |-268.5 | 4.752

++++++++++++++++++++++++++++++++

CH2=CHCHI-

C3H4I  mw:166.936 Anion CAS: Z-190324-10-8 fg:80 cnt:4953

HOF(AH)=  21.9/0.8  94PED/       |

DacidS=24.6/2.0 Stat | 

----

97POU/NAS    Datum: DaffH= 19.5/2.2 CIDT | HOF(A-)=28.8/4.1 AfIN p:8

----

97POU/NAS    Datum: DacidG= 363.4/2.0 IMRB | HOF(A-)=26.9/4.1 Acid p:8

DacidH(AH)= 370.7/2.1 G+TS DaffH(X..Y-)= 21.4/4.1 A-IN

Stronger than MeCN, near FCH2CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchi-z.za0]

M062X/Def2T|33.4   |373.3|365.7| 1.147|24.8   |59.9   |25.5|87.1 

++++++++++++++++++++++++++++++++

MeCHCN-

C3H4N  mw:54.035 Anion CAS: Z-42117-12-4 fg:67 cnt:755

HOF(A.)=  50.2/1.0 D+AH          | BDE(A-H)= 90.0/1.0  82MCM/GOL     

HOF(AH)=  12.3/0.1  82CHU/NGU    |

DacidS=25.5/2.0 Stat |  S(A-)=68.3/2.1 Acid |  S(AH)=68.8/0.5  69BEN/CRU

----

79BAR/SCO #  Datum: DacidG= 367.4/2.0 IMRE | HOF(A-)=21.6/2.1 Acid p:9

DacidH(AH)= 375.0/2.1 G+TS EA(ev)= 1.240 DaffH(X..Y-)= 57.1/2.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchcn.zaf]

W1U        |24.5   |377.8|369.7| 1.242|12.5   |53.1   |27.2|92.7 

CBS-QB3    |26.0   |377.5|369.4| 1.236|14.3   |54.5   |27.0|92.3 

G3MP2B3    |23.7   |377.9|369.9| 1.291|13.0   |53.5   |27.0|92.6 

G3MP2B3+   |23.4   |377.7|369.6| 1.301|12.9   |53.4   |27.1|92.7 

G4MP2      |24.0   |377.8|369.7| 1.274|13.4   |53.4   |27.0|92.1 

M062X/Def2T|25.3   |376.1|368.2| 1.232|13.8   |53.8   |26.7|92.0 

B3/6-311++G|27.7   |374.0|365.9| 1.262|21.0   |56.8   |27.2|87.9 

++++++++++++++++++++++++++++++++

NCCH2CH2-

C3H4N  mw:54.035 Anion CAS: Z-71857-20-0 fg:92 cnt:3590

HOF(A.)=  60.7/2.0 D+AH          | BDE(A-H)= 100.5/2.0 Est2 90SEE/RUS

HOF(AH)=  12.3/0.1  82CHU/NGU    |

DacidS=26.8/2.0 Stat |  S(A-)=69.3/2.0 Acid |  S(AH)=68.5/0.3  69STU/WES

----

96MER/DAH    Datum: DacidG= 384.0/5.0 IMRB | HOF(A-)=38.6/5.0 Acid p:7

DacidH(AH)= 392.0/5.0 G+TS EA(ev)= 0.959

Comparable to H2O.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jjcn.zaf]

W1U        |47.8   |401.1|393.4| 0.668|12.5   |63.5   |25.7|103.1

CBS-QB3    |49.6   |401.1|393.4| 0.687|14.3   |65.8   |25.5|103.6

G3MP2B3    |46.9   |401.1|393.5| 0.709|13.0   |63.5   |25.5|102.7

G3MP2B3+   |46.4   |400.7|393.0| 0.724|12.9   |63.4   |25.9|102.7

G4MP2      |46.8   |400.6|392.9| 0.689|13.4   |63.1   |25.6|101.7

M062X/Def2T|51.5   |402.4|394.9| 0.541|13.8   |64.2   |25.1|102.4

B3/6-311++G|53.8   |400.1|392.4| 0.668|21.0   |69.5   |25.9|100.6

++++++++++++++++++++++++++++++++

CH2=CH-CH=NO-

C3H4NO  mw:70.030 Anion CAS: A-28051-67-4 fg:39 cnt:1137

DacidS=23.0/2.0 Stat | 

----

86KAS/FIL    Datum: DacidG= 359.5/3.0 IMRB p:6

DacidH(AH)= 366.4/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchno-w.zaf]

W1U        |7.7    |356.7|349.4| 1.838|16.9   |50.2   |24.6|85.4 

CBS-QB3    |8.3    |356.1|348.8| 1.806|18.0   |50.0   |24.5|84.1 

G3MP2B3    |7.1    |357.1|349.7| 1.989|17.2   |53.0   |24.6|87.9 

G3MP2B3+   |6.9    |357.0|349.6| 1.884|17.1   |50.3   |24.7|85.3 

G4MP2      |6.9    |356.6|349.3| 1.834|17.4   |49.2   |24.6|83.9 

M062X/Def2T|10.2   |355.8|348.6| 1.685|19.1   |49.1   |24.4|82.2 

B3/6-311++G|9.9    |351.3|343.9| 1.862|25.9   |52.9   |24.6|79.1 

++++++++++++++++++++++++++++++++

MeOCHCN-

C3H4NO  mw:70.030 Anion CAS: Z-183658-30-2 fg:67 cnt:759

HOF(AH)=  -8.0/2.0 Est3          |

DacidS=25.5/3.0 Stat |  S(A-)=76.6/3.6 Acid |  S(AH)=77.1/2.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 364.2/2.0 IMRE | HOF(A-)=-1.9/3.0 Acid p:9

DacidH(AH)= 371.8/2.2 G+TS

----

96BOR/ING    Datum: DacidH(AH)= 371.9/1.9 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rochcn.zaf]

W1U        |-0.7   |373.4|365.5| 1.181|-8.3   |26.6   |26.8|87.0 

CBS-QB3    |-0.7   |373.1|365.1| 1.172|-8.1   |26.4   |26.8|86.6 

G3MP2B3    |-1.4   |373.6|365.6| 1.225|-7.8   |27.0   |26.8|86.9 

G3MP2B3+   |-1.6   |373.6|365.6| 1.230|-7.9   |26.9   |26.7|86.9 

G4MP2      |-1.0   |373.3|365.3| 1.192|-7.1   |26.7   |26.9|85.9 

M062X/Def2T|-1.3   |372.0|364.1| 1.131|-8.6   |24.9   |26.5|85.6 

B3/6-311++G|5.6    |368.9|360.9| 1.207|4.0    |33.6   |26.7|81.7 

++++++++++++++++++++++++++++++++

CH2=C(NO)CH2-

C3H4NO  mw:70.030 Anion CAS: A-321133-13-5 fg:81 cnt:1138

DacidS=22.0/2.0 Stat | 

----

86KAS/FIL    Datum: DacidG= 379.0/5.0 IMRB p:6

DacidH(AH)= 385.6/5.0 G+TS

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 369 to 371 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [allylno.zaf]

W1U        |41.2   |378.5|370.7| 1.167|28.5   |67.9   |26.1|91.5 

CBS-QB3    |42.0   |378.6|370.9| 1.151|29.2   |68.3   |25.9|91.3 

G3MP2B3    |38.9   |377.2|369.2| 1.402|28.9   |71.0   |26.8|94.1 

G3MP2B3+   |38.9   |377.2|369.4| 1.398|28.8   |70.9   |26.2|94.2 

G4MP2      |38.9   |377.2|369.4| 1.342|28.8   |69.6   |26.2|92.8 

M062X/Def2T|44.7   |378.4|370.7| 1.112|30.9   |70.2   |26.0|91.4 

B3/6-311++G|46.0   |374.6|366.8| 1.280|38.7   |75.3   |26.1|88.8 

++++++++++++++++++++++++++++++++

HCN..MeCO2-

C3H4NO2  mw:86.025

Core ion CAS: Z-71-50-1 Solvent: 74-90-8 fg:234 cnt:1865

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/       Datum: DaffG= 16.8/1.0 TDAs | HOF(A-)=8.1/1.4 AfIN p:8

DaffH(X..Y-)= 23.5/1.0 TDAs

----

88MEO/CYB    Datum: DaffG= 15.2/1.6 TDAs p:7

DaffH(X..Y-)= 22.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rco2hcn.zcf]

CBS-QB3    |-114.4 | 23.5| 15.1| 28.2|31.7   |-122.6 

G3MP2B3    |-113.8 | 23.0| 14.8| 27.7|30.5   |-121.4 

G3MP2B3+   |-114.0 | 22.9| 13.9| 30.1|30.5   |-121.5 

G4MP2      |-112.9 | 22.5| 13.8| 29.1|30.7   |-121.1 

M062X/Def2T|-111.6 | 25.4| 16.7| 29.2|32.4   |-118.7 

B3/6-311++G|-103.2 | 23.0| 14.3| 29.2|33.8   |-114.0 

++++++++++++++++++++++++++++++++

MeCOCH=NO-

C3H4NO2  mw:86.025 Anion CAS: Z-75938-09-9 fg:39 cnt:2723 BDE(A-H)= 83.0/3.0 Est2 07CHO/FU  

DacidS=22.0/0.2 Stat | 

----

91BOU/JAU    Datum: DacidG= 335.3/2.0 IMRE p:9

DacidH(AH)= 341.9/2.0 G+TS EA(ev)= 2.374

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acxnoee.zaf]

CBS-QB3    |-59.5  |341.9|335.1| 2.383|-35.6  |-4.4   |22.6|83.3 

G3MP2B3    |-58.4  |343.5|336.6| 2.423|-34.7  |-2.3   |23.0|84.4 

G3MP2B3+   |-58.6  |343.4|336.3|      |-34.8  |       |23.6|     

G4MP2      |-58.2  |343.3|336.4| 2.391|-34.3  |-2.9   |23.2|83.5 

M062X/Def2T|-57.1  |341.8|334.5| 2.271|-34.2  |-4.7   |24.6|81.7 

B3/6-311++G|-52.9  |337.3|330.3| 2.414|-22.9  |2.9    |23.4|77.9 

++++++++++++++++++++++++++++++++

1-nitrocyclopropanide-

C3H4NO2  mw:86.025 Anion CAS: Z-60211-47-4 fg:70 cnt:2831

HOF(AH)=   4.2/1.0 GpAd 93SP     |

DacidS=20.0/3.0 Stat |  S(A-)=70.5/3.2 Acid |  S(AH)=76.5/1.0 GpAd 93SP

----

92BAR/WIL    Datum: DacidG= 360.7/2.0 IMRE | HOF(A-)=5.2/2.4 Acid p:9

DacidH(AH)= 366.7/2.2 G+TS

----

94PEE/DEK    Datum: DacidG= 360.4 IMRE p:8

DacidH(AH)= 366.4 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cj2cni.zaf]

W1U        |9.1    |370.2|362.6| 2.447|4.8    |65.8   |25.4|113.2

CBS-QB3    |7.6    |369.3|361.8| 2.469|4.0    |64.8   |25.4|112.9

G3MP2B3    |9.8    |370.5|362.9| 2.479|6.5    |67.3   |25.6|112.9

G3MP2B3+   |9.7    |370.4|362.9| 2.488|6.4    |67.3   |25.5|113.0

G4MP2      |9.0    |369.9|362.2| 2.419|6.4    |65.1   |25.6|110.9

M062X/Def2T|8.0    |368.8|361.1| 2.414|3.9    |63.9   |25.7|112.1

B3/6-311++G|17.1   |364.8|357.2| 2.504|19.6   |75.1   |25.5|107.6

++++++++++++++++++++++++++++++++

MeSO2CHCN-

C3H4NO2S  mw:117.997 Anion CAS: Z-404958-61-8 fg:72 cnt:2128

DacidS=25.6/3.0 Calc | 

----

88TAF/ABB    Datum: DacidG= 328.6/2.0 IMRE p:9

DacidH(AH)= 336.2/2.2 G+TS

Revised: this is 0.9 smaller than reported (91TAF).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rso2chcn.zaf]

CBS-QB3    |-79.8  |335.3|327.9| 3.204|-49.4  |-5.8   |25.0|95.8 

G3MP2B3    |-76.5  |336.3|328.8| 3.241|-45.7  |-1.6   |25.1|96.2 

G3MP2B3+   |-76.4  |336.4|328.9| 3.238|-45.6  |-1.6   |25.3|96.1 

G4MP2      |-79.7  |336.3|328.9| 3.143|-48.9  |-7.0   |25.1|93.9 

M062X/Def2T|-74.1  |333.9|326.3| 3.238|-43.4  |0.7    |25.6|96.2 

B3/6-311++G|-25.9  |333.8|326.3| 3.179|7.6    |47.6   |25.1|92.1 

++++++++++++++++++++++++++++++++

H2O..NCCH2CO2-

C3H4NO3  mw:102.020

Core ion CAS: Z-23297-32-7 Solvent: 7732-18-5 fg:238 cnt:3206

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.1/0.3 IMRE | HOF(A-)=-178.2/2.3 AfIN p:8

DaffH(X..Y-)= 14.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ncjco2w.zcf]

CBS-QB3    |-175.0 | 15.7|  6.7| 30.3|-58.2  |-101.1 

G3MP2B3    |-173.9 | 15.2|  6.1| 30.7|-57.6  |-101.1 

G3MP2B3+   |-174.1 | 15.1|  6.3| 29.5|-57.6  |-101.4 

G4MP2      |-172.2 | 14.6|  5.5| 30.8|-57.5  |-100.0 

M062X/Def2T|-171.0 | 16.9|  8.3| 29.1|-53.6  |-100.4 

B3/6-311++G|-158.1 | 14.8|  6.1| 29.0|-54.2  |-89.2  

++++++++++++++++++++++++++++++++

MeSCHCN-

C3H4NS  mw:86.007 Anion CAS: Z-153626-48-3 fg:67 cnt:4077

HOF(AH)=  26.8/3.0 Est3 96BOR/ING|

DacidS=25.5/2.0 Stat | 

----

96BOR/ING    Datum: DacidG= 350.0/2.0 IMRB | HOF(A-)=18.7/3.7 Acid p:8

DacidH(AH)= 357.6/2.1 G+TS

Acidity >CF3CH2OH, comparable to MeNO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rschcn.zaf]

W1U        |17.1   |356.2|348.8| 1.820|26.8   |59.2   |25.0|84.5 

CBS-QB3    |17.9   |355.6|348.1| 1.802|28.0   |59.6   |25.3|83.6 

G3MP2B3    |16.4   |356.3|348.8| 1.871|27.3   |59.7   |25.1|84.5 

G3MP2B3+   |16.2   |356.2|348.6| 1.877|27.2   |59.6   |25.3|84.4 

G4MP2      |16.1   |356.3|348.8| 1.816|26.9   |58.0   |25.3|83.2 

M062X/Def2T|17.3   |354.5|347.1| 1.810|27.4   |59.0   |25.0|83.7 

B3/6-311++G|29.1   |353.6|346.0| 1.814|42.8   |70.9   |25.3|80.3 

++++++++++++++++++++++++++++++++

H2O..{HCN}2..CN-

C3H4N3O  mw:98.036 fg:485 cnt:4027

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

89MEO/SPE    Datum: DaffG= 4.0/1.4 TDAs | HOF(A-)=-22.8/2.9 AfIN p:8

DaffH(X..Y-)= 7.7/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)2..Ni(CO)3-

C3H4NiO5  mw:177.942 fg:22 cnt:10953

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16XIE/ZOU    Datum: EA=1.507(99) eV PVMI p:8

Vertical Detachment Energy:1.698(90) eV.

++++++++++++++++++++++++++++++++

CH2=C(CH2.)O-

C3H4O  mw:56.027 Anion CAS: Z-219298-19-8 fg:118 cnt:1178

HOF(AH)=  -8.3/2.0  01BOU/CHA    |

----

11ICH/VIL    Datum: EA=1.94(1) eV LPES p:9

----

09ICH/VIL    Datum: EA=1.942(10) eV LPES p:9

Ground state neutral is singlet, but the triplet only 0.055(2) eV higher.

----

79DAW/NOE2   Datum: HOF(A-)=<31.5 IMRB p:7

O- + Me2CO ->. Computations indicate .DELTA.fH(A-) ca. -11 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcoj.zaf]

W1U        |-10.7  |363.8|357.3| 0.637|-8.7   |3.7    |21.9|64.4 

CBS-QB3    |-9.8   |363.6|356.9| 0.647|-7.6   |4.7    |22.4|64.5 

G3MP2B3    |-10.7  |364.3|357.8| 0.684|-7.8   |4.6    |21.7|64.5 

G3MP2B3+   |-10.7  |364.4|358.2| 0.672|-7.9   |4.5    |20.7|64.4 

G4MP2      |-11.3  |364.2|357.4| 0.725|-8.3   |5.0    |22.8|65.4 

M062X/Def2T|-6.2   |366.0|359.5| 0.347|-7.5   |1.4    |21.8|61.1 

B3/6-311++G|-6.5   |362.2|356.1| 0.860|-1.4   |12.9   |20.5|66.5 

++++++++++++++++++++++++++++++++

MeCOCHO-.

C3H4O2  mw:72.022 Anion CAS: Z-38908-97-3 fg:102 cnt:8987

HOF(A.)= -64.8/1.1  94PED/       | | S(A.)=65.3/1.0 GpAd 93SP

----

17DAU/DIX    Datum: EA=0.87(1) eV LPES p:9

Neutral triplet state is 2.4 eV higher.

----

21DOB/THO    Datum: EA=0.9(1) eV LPES p:7

Vertical Detachment Energy:1.20(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcocho.zzf]

CBS-QB3    |-88.0  |     |     | 0.939|       |-66.2  |    |     

G3MP2B3    |-86.4  |     |     | 0.892|       |-65.6  |    |     

G3MP2B3+   |-86.6  |     |     | 0.897|       |-65.7  |    |     

G4MP2      |-87.1  |     |     | 0.954|       |-64.9  |    |     

M062X/Def2T|-87.3  |     |     | 0.959|       |-65.0  |    |     

B3/6-311++G|-81.8  |     |     | 1.243|       |-52.9  |    |     

++++++++++++++++++++++++++++++++

ethylene carbonate-.

C3H4O3  mw:88.017 Anion CAS: Z-400712-49-4 fg:102 cnt:9673

----

04HAM/HIN    Datum: EA=0.049(50) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jjcarbon.zzf]

CBS-QB3    |-99.9  |     |     |-1.069|       |-125.0 |    |     

G3MP2B3    |-96.5  |     |     |-1.095|       |-122.2 |    |     

G3MP2B3+   |-97.3  |     |     |-1.069|       |-122.3 |    |     

G4MP2      |-98.2  |     |     |-0.979|       |-121.1 |    |     

M062X/Def2T|-97.6  |     |     |-1.253|       |-126.8 |    |     

B3/6-311++G|-83.2  |     |     |-0.816|       |-102.4 |    |     

++++++++++++++++++++++++++++++++

MeCOCO2H-.

C3H4O3  mw:88.017 Anion CAS: Z-54954-26-6 fg:102 cnt:11572

HOF(A.)= -126.8/1.0 GpAd 93SP    |

----

22MIL/WIE    Datum: EA=0.84(2) eV kfkr | HOF(A-)=-146.2/1.1 R-EA p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acco2hee.zzf]

CBS-QB3    |-150.6 |     |     | 0.911|       |-129.5 |    |     

G3MP2B3    |-147.7 |     |     | 0.859|       |-127.8 |    |     

G4MP2      |-148.5 |     |     | 0.949|       |-126.5 |    |     

M062X/Def2T|-149.2 |     |     | 0.881|       |-128.8 |    |     

B3/6-311++G|-137.6 |     |     | 1.165|       |-110.7 |    |     

++++++++++++++++++++++++++++++++

MeCOCHO..O2-.

C3H4O4  mw:104.012

Core ion CAS: Z-11062-77-4 Solvent: 78-98-8 fg:491 cnt:11468

HOF(solv)= -64.8/1.1 neut 94PED/   

----

21DOB/MCG    Datum: EA=<2.0(1) eV LPES p:8

Vertical Detachment Energy:2.8(1) eV. The electron affinity is an upper limit, due to poor Franck-Condon overlap.

++++++++++++++++++++++++++++++++

CO2..MeOH..CO2-.

C3H4O5  mw:120.006 fg:100 cnt:11775

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

99TSU/SAE    Datum: EA=2.21(3) eV LPES p:8

The EA is the Vertical Detachment Energy. The authors suggest a core ion of CO2-.  There is a second isomer with Vertical Detachment Energy=3.71(6) eV; the authors suggest that the core ion there is C2O4-.

++++++++++++++++++++++++++++++++

MeCO2H..CO3-.

C3H4O5  mw:120.006

Core ion CAS: Z-16518-46-0 Solvent: 64-19-7 fg:401 cnt:4459

HOF(solv)=-103.4/0.6 neut 94PED/   

----

98VII/REI    Datum: DaffG= 11.3/0.2 IMRE | HOF(A-)=-237.1/4.6 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hoacco3.zcf]

CBS-QB3    |-256.9 | 16.1|  6.8| 31.2|-104.2 |-136.5 

G3MP2B3    |-251.7 | 18.1|  9.0| 30.6|-102.8 |-130.9 

G3MP2B3+   |-251.5 | 17.8|  9.1| 29.2|-102.9 |-130.9 

G4MP2      |-253.4 | 19.7| 10.5| 31.0|-102.2 |-131.5 

M062X/Def2T|-252.1 | 20.7| 11.4| 31.4|-103.3 |-128.0 

B3/6-311++G|-241.1 | 15.6|  7.0| 28.7|-92.8  |-132.6 

++++++++++++++++++++++++++++++++

CH2=CHCH2-

C3H5  mw:41.040 Anion CAS: Z-1724-46-5 fg:80 cnt:826

HOF(A.)=  40.2/0.6  15BUR/SIM    | BDE(A-H)= 87.5/0.7 R-AH           

HOF(AH)=   4.8/0.2  94PED/       |

DacidS=22.3/1.4 Stat |  S(A-)=60.1/1.4 Acid |  S(AH)=63.8/0.2  69BEN/CRU

----

96WEN/POL    Datum: EA=0.481(8) eV LPES p:9

DacidH(AH)= 390.0/1.2 D-EA

----

96ELL/DAV    Datum: DacidG= 383.8/0.1 IMRE | HOF(A-)=29.5/0.5 Acid p:9

DacidH(AH)= 390.5/0.4 G+TS EA(ev)= 0.461 DaffH(X..Y-)= 50.7/0.5 A-IN

Calculated .DELTA.acidS=24.2/1.0 eu.

----

79BAR/SCO #  Datum: DacidG= 384.1/2.0 IMRE p:9

DacidH(AH)= 390.8/2.0 G+TS

----

84OAK/ELL    Datum: EA=0.362(20) eV LPES p:7

May have significant vibrational energy: 96WEN/POL.

----

77ZIM/BRA    Datum: EA=0.550(54) eV LPD  p:7

----

78MAC/LIE    Datum: DacidG= 383.6/0.5 IMRE p:6

DacidH(AH)= 390.3/0.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [allyl.zaf]

W1U        |28.7   |390.8|382.8| 0.471|3.7    |39.1   |26.8|87.5 

CBS-QB3    |31.6   |391.4|383.1| 0.435|6.0    |41.1   |27.7|87.2 

G3MP2B3    |28.1   |390.9|382.6| 0.543|4.4    |40.2   |27.9|87.9 

G3MP2B3+   |27.9   |390.9|383.0| 0.545|4.3    |40.1   |26.2|88.0 

G4MP2      |27.7   |390.3|382.0| 0.556|4.6    |40.0   |27.8|87.5 

M062X/Def2T|32.9   |391.2|383.6| 0.398|6.4    |41.9   |25.8|87.6 

B3/6-311++G|31.6   |388.1|380.2| 0.504|10.8   |42.9   |26.2|84.2 

++++++++++++++++++++++++++++++++

cyclopropanide-

C3H5  mw:41.040 Anion CAS: Z-1724-45-4 fg:92 cnt:880

HOF(A.)=  66.9/0.4 D+AH          | BDE(A-H)= 106.3/0.3  82MCM/GOL    

HOF(AH)=  12.8/0.1  94PED/       |

DacidS=29.2/2.0 Stat |  S(A-)=59.9/2.0 Acid |  S(AH)=56.7/0.3  69STU/WES

----

89DEP/GRO    Datum: DacidH(AH)= 411.5/2.0 Bran | HOF(A-)=58.6/2.1 Acid p:9

DacidG(AH)= 402.8/2.1 H-TS  EA(eV)= 0.364 DaffH(X..Y-)= 42.3/2.1 A-IN

----

97SEB/SQU    Datum: EA=0.397(69) eV CIDC p:8

DacidH(AH)= 410.8/1.8 D-EA

----

92PEE/RAD    Datum: DacidH(AH)= 408.2/4.8 Bran p:7

DacidG(AH)= 399.5/4.8 H-TS DaffH(X..Y-)= 45.7/4.9 A-IN

----

90GRA/SQU    Datum: DacidH(AH)= 408.0/5.0 CIDT p:7

DacidG(AH)= 399.3/5.0 H-TS

----

84DEP/BIE    Datum: DacidH(AH)= 412.0/2.0 Bran p:6
###### the following are "below the line": evaluated as not accurate ####

----

88GRA/SQU    Datum: DacidH(AH)=<413.0 CIDT p:4

----

86FRO/FRE    Datum: DacidG=>395.2 IMRB p:3

DacidH(AH)= 403.9 G+TS

----

72BOH/LEE    Datum: DacidG=>395.2 IMRB p:3

DacidH(AH)=>403.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpr.zaf]

W1U        |59.7   |413.8|406.1| 0.386|11.8   |68.6   |25.9|109.0

CBS-QB3    |61.8   |     |     | 0.413|       |71.4   |    |     

G3MP2B3    |59.3   |412.9|404.2| 0.467|13.5   |70.1   |29.5|108.6

G3MP2B3+   |58.9   |     |     | 0.475|       |69.9   |    |     

G4MP2      |58.2   |     |     | 0.468|       |69.0   |    |     

M062X/Def2T|61.2   |415.2|407.5| 0.209|10.7   |66.0   |25.8|107.5

B3/6-311++G|66.7   |413.4|405.7| 0.325|20.6   |74.2   |25.9|105.8

++++++++++++++++++++++++++++++++

MeCH=CH-

C3H5  mw:41.040 Anion CAS: Z-65887-20-9 fg:86 cnt:1587

HOF(A.)=  63.3/0.5  15BUR/SIM    | BDE(A-H)= 110.6/0.6 R-AH          

HOF(AH)=   4.8/0.2  94PED/       |

DacidS=26.0/3.0 Stat |  S(A-)=63.8/3.0 Acid |  S(AH)=63.8/0.2  69BEN/CRU

----

86FRO/FRE    Datum: DacidG=>397.0 IMRB | HOF(A-)=>43.8/0.2 Acid p:7

DacidH(AH)=>404.8 G+TS EA(ev)= 0.844 DaffH(X..Y-)=<35.1/0.2 A-IN

----

90GRA/SQU    Datum: DacidH(AH)=>398.0/5.0 CIDT p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchch.zaf]

W1U        |45.5   |407.7|400.0| 0.746|3.7    |62.8   |25.6|111.2

CBS-QB3    |47.5   |407.3|399.8| 0.764|6.0    |65.2   |25.2|111.3

G3MP2B3    |44.3   |407.1|399.6| 0.816|4.4    |63.3   |25.2|111.0

G3MP2B3+   |44.0   |407.0|399.4| 0.826|4.3    |63.2   |25.5|111.0

G4MP2      |44.0   |406.6|399.0| 0.814|4.6    |62.9   |25.3|110.4

M062X/Def2T|51.4   |409.7|402.1| 0.559|6.4    |64.3   |25.5|110.1

B3/6-311++G|49.9   |406.4|398.8| 0.771|10.8   |67.8   |25.5|109.1

++++++++++++++++++++++++++++++++

CH2=CMe-

C3H5  mw:41.040 Anion CAS: Z-65887-19-6 fg:86 cnt:1586

HOF(A.)=  58.0/1.7  15BUR/SIM    | BDE(A-H)= 105.4/1.8 R-AH          

HOF(AH)=   4.8/0.2  94PED/       |

DacidS=26.0/2.0 Stat |  S(A-)=63.9/2.0 Acid |  S(AH)=63.9/0.2  69BEN/CRU

----

89DEP/GRO    Datum: DacidH(AH)= 405.8/2.0 Bran | HOF(A-)=44.9/2.0 Acid p:8

DacidG(AH)= 398.1/2.1 H-TS  EA(eV)= 0.570 DaffH(X..Y-)= 34.0/2.0 A-IN

----

90GRA/SQU    Datum: DacidH(AH)= 395.0/5.0 CIDT p:5
###### the following are "below the line": evaluated as not accurate ####

----

86FRO/FRE    Datum: DacidG=>397.0 IMRB p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcj.zaf]

W1U        |44.3   |406.5|398.9| 0.641|3.7    |59.3   |25.4|107.7

CBS-QB3    |46.1   |405.9|398.3| 0.657|6.0    |61.5   |25.3|107.6

G3MP2B3    |43.1   |405.9|398.3| 0.711|4.4    |59.7   |25.3|107.4

G3MP2B3+   |42.8   |405.7|398.2| 0.720|4.3    |59.6   |25.4|107.4

G4MP2      |42.9   |405.4|397.8| 0.706|4.6    |59.3   |25.4|106.8

M062X/Def2T|50.5   |408.8|401.2| 0.423|6.4    |60.4   |25.3|106.2

B3/6-311++G|48.4   |404.9|397.3| 0.637|10.8   |63.3   |25.3|104.6

++++++++++++++++++++++++++++++++

CH2=CDCH2-

C3H4D  mw:42.046 Anion CAS: Z-93254-68-3 fg:80 cnt:1736

DacidS=22.3/2.0 Stat | 

----

84OAK/ELL    Datum: EA=0.373(20) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcdj.zaf]

W1U        |26.8   |390.9|382.8| 0.468|1.8    |37.2   |26.9|87.5 

CBS-QB3    |30.2   |391.4|383.1| 0.431|4.5    |39.6   |27.9|87.2 

G3MP2B3    |26.7   |390.9|382.8| 0.541|3.0    |38.7   |27.1|87.9 

G4MP2      |25.6   |389.6|382.0| 0.568|3.2    |38.5   |25.4|87.5 

M062X/Def2T|32.2   |390.9|383.2| 0.402|6.0    |41.2   |25.9|87.3 

B3/6-311++G|30.2   |388.1|380.3| 0.502|9.4    |41.5   |26.2|84.2 

++++++++++++++++++++++++++++++++

CD2=CDCD2-

C3D5  mw:46.071 Anion CAS: Z-93254-69-4 fg:80 cnt:1737

DacidS=24.4/2.0 Stat | 

----

96WEN/POL    Datum: EA=0.464(6) eV LPES | HOF(A-)=19.7/0.1 R-EA p:9

----

84OAK/ELL    Datum: EA=0.380(26) eV LPES p:7

May have significant vibrational energy: 96WEN/POL.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3d5.zaf]

W1U        |20.1   |393.6|385.5| 0.449|-7.6   |30.0   |26.9|89.7 

CBS-QB3    |25.3   |394.2|385.8| 0.411|-2.7   |34.2   |28.1|89.0 

G3MP2B3    |19.7   |394.5|385.2| 0.521|-6.7   |31.3   |31.2|91.0 

G4MP2      |21.3   |393.0|384.6| 0.534|-4.1   |33.1   |28.0|89.3 

M062X/Def2T|27.2   |393.6|385.8| 0.386|-1.3   |35.8   |26.0|89.6 

B3/6-311++G|46.4   |391.7|383.6| 0.404|22.3   |55.3   |27.2|85.5 

++++++++++++++++++++++++++++++++

MeCOCH2F..Cl-

C3H5ClFO  mw:111.002

Core ion CAS: Z-16887-00-6 Solvent: 430-51-3 fg:482 cnt:7174

HOF(solv)= -93.1/1.0 GpAd 93SP     

----

02BOG/MCM    Datum: DaffG= 11.1/1.0 TDAs | HOF(A-)=-111.5/1.4 AfIN p:9

DaffH(X..Y-)= 18.4/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [acjfcl.zcf]

G3MP2B3    |-165.5 | 16.0|  9.1| 23.2|-93.3  |-56.1  

M062X/Def2T|-162.2 | 19.6| 13.5| 20.7|-94.1  |-48.4  

B3/6-311++G|-153.1 |  4.0|  8.4| 21.9|-81.3  |-56.9  

++++++++++++++++++++++++++++++++

ClCH2CH2OH..CN-

C3H5ClNO  mw:106.007

Core ion CAS: Z-57-12-5 Solvent: 107-07-3 fg:485 cnt:1697

HOF(solv)= -63.9/0.1 GpAd 07BER/MIN

----

87LAR/MCM    Datum: DaffG= 13.5/2.3 IMRE | HOF(A-)=-68.3/3.0 AfIN p:9

DaffH(X..Y-)= 21.1/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cljjohnc.zcf]

CBS-QB3    |-71.0  | 24.0| 15.8| 27.3|-63.5  |16.5   

G3MP2B3    |-70.4  | 21.7| 13.9| 26.0|-63.2  |14.5   

G4MP2      |-70.2  | 22.7| 14.2| 28.6|-61.5  |14.1   

M062X/Def2T|-69.3  | 25.7| 17.3| 28.1|-62.0  |18.4   

B3/6-311++G|-56.1  | 23.0| 15.0| 26.7|-49.2  |16.2   

++++++++++++++++++++++++++++++++

FCH2CH2OH..CN-

C3H5FNO  mw:90.036

Core ion CAS: Z-57-12-5 Solvent: 371-62-0 fg:485 cnt:1698

HOF(solv)= -99.5/1.0 GpAd 93SP     

----

87LAR/MCM    Datum: DaffG= 12.9/2.3 IMRE | HOF(A-)=-103.2/3.2 AfIN p:9

DaffH(X..Y-)= 20.4/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fjjoh-cn.zcf]

CBS-QB3    |-106.7 | 22.6| 14.2| 28.1|-100.6 |16.5   

G3MP2B3    |-106.1 | 19.7| 11.6| 26.7|-100.9 |14.5   

G3MP2B3+   |-106.2 | 19.5| 12.0| 25.4|-101.1 |14.5   

G4MP2      |-105.4 | 21.2| 12.6| 28.8|-98.2  |14.1   

M062X/Def2T|-104.7 | 24.0| 15.4| 29.0|-99.0  |18.4   

B3/6-311++G|-94.3  | 21.8| 13.8| 27.1|-88.6  |16.2   

++++++++++++++++++++++++++++++++

(FCH2)2CHO-

C3H5F2O  mw:95.031 Anion CAS: Z-1064658-34-9 fg:32 cnt:557

HOF(A.)= -94.2/2.2 D+AH          | BDE(A-H)= 106.0/2.0 Est4          

HOF(AH)= -148.1/1.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat |  S(A-)=85.9/3.2 Acid |  S(AH)=88.9/1.0 GpAd 93SP

----

80CLA/MCM #  Datum: DacidG= 356.7/4.0 IMRB | HOF(A-)=-150.2/4.3 Acid p:8

DacidH(AH)= 363.6/4.1 G+TS EA(ev)= 2.430 DaffH(X..Y-)= 50.5/4.3 A-IN

Between MeCHO, PhCOMe.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fj2choaa.zaf]

CBS-QB3    |-158.9 |362.9|355.0| 2.721|-156.0 |-96.1  |26.5|112.0

G3MP2B3    |-156.9 |363.7|355.8| 2.716|-153.4 |-94.2  |26.5|111.3

G3MP2B3+   |-157.0 |363.8|356.0| 2.710|-153.5 |-94.4  |26.0|111.2

G4MP2      |-155.5 |363.6|355.6| 2.609|-151.9 |-95.3  |26.5|108.7

M062X/Def2T|-153.4 |366.1|358.3| 0.307|-154.7 |-96.3  |25.9|110.5

B3/6-311++G|-142.8 |359.9|352.2|      |-135.5 |       |26.0|     

++++++++++++++++++++++++++++++++

cCH2(O)CHCH2F..F-

C3H5F2O  mw:95.031

Core ion CAS: Z-16984-48-8 Solvent: 503-09-3 fg:481 cnt:1046

HOF(solv)= -63.0/3.0 Est1          

----

83LAR/MCM    Datum: DaffG= 18.4/2.0 IMRE | HOF(A-)=-147.9/3.7 AfIN p:9

DaffH(X..Y-)= 25.5/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [eojff.zcf]

CBS-QB3    |-149.9 | 24.5| 16.6| 26.2|-66.4  |-59.0  

G3MP2B3    |-147.6 | 22.9| 15.0| 26.4|-64.6  |-60.1  

G3MP2B3+   |-148.7 | 23.9| 16.9| 23.5|-64.7  |-60.1  

G4MP2      |-146.5 | 20.5| 12.6| 26.5|-64.0  |-62.0  

M062X/Def2T|-144.8 | 30.7| 23.4| 24.5|-68.2  |-45.9  

B3/6-311++G|-136.3 | 14.3| 17.7| 23.3|-50.1  |-61.5  

++++++++++++++++++++++++++++++++

[Fe2S2(SEt)(CN)]-

C3H5Fe2NS3  mw:262.829 Anion CAS: Z-849794-34-9 fg:24 cnt:11331

----

05FU_/YAN    Datum: EA=3.68(10) eV LPES p:8

Vertical Detachment Energy:3.87(8) eV.

++++++++++++++++++++++++++++++++

EtCN-.

C3H5N  mw:55.043 Anion CAS: Z-166093-93-2 fg:102 cnt:6215

HOF(A.)=  12.3/0.1  82CHU/NGU    |

----

03HAM/DIR    Datum: EA=0.0151(3) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etcn.zzf]

G3MP2B3    |42.8   |     |     |-1.278|       |13.0   |    |     

++++++++++++++++++++++++++++++++

OSCH2CH(NH2)CO2-

C3H5NO3S  mw:135.000 Anion CAS: A-134953-68-7 fg:36 cnt:11197

----

20QIN/HOU    Datum: EA=4.14(6) eV LPES p:8

Vertical Detachment Energy:4.46(10) eV. This is for the triplet neutral; going to a singlet has a Vertical Detachment Energy of 4.61(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [osaa.zzf]

CBS-QB3    |-141.7 |324.7|316.8| 2.062|-100.7 |-94.6  |26.7|58.2 

G3MP2B3    |-139.0 |325.7|317.7| 2.100|-97.5  |-91.0  |26.8|58.6 

G4MP2      |-142.2 |325.6|317.5| 2.176|-100.7 |-92.5  |27.1|60.2 

M062X/Def2T|-136.7 |326.1|318.0| 1.966|-98.1  |-91.8  |27.3|58.4 

B3/6-311++G|-108.6 |323.5|315.2| 2.639|-64.9  |-48.3  |27.9|68.7 

++++++++++++++++++++++++++++++++

imidazol-2-onide-

C3H5N2O  mw:85.041 Anion CAS: Z-900159-41-3 fg:48 cnt:11463

DacidS=26.2/2.0 Calc | 

----

22DAV/TIR    Datum: DacidG= 355.0/2.0 IMRE p:8

DacidH(AH)= 362.8/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [imidazon.zaf]

CBS-QB3    |-46.3  |362.0|354.6| 2.421|-42.6  |9.9    |24.9|104.6

G3MP2B3    |-45.1  |362.6|355.1| 2.435|-40.4  |11.5   |25.0|104.0

G3MP2B3+   |-45.3  |362.4|355.0| 2.438|-40.5  |11.4   |24.9|104.0

G4MP2      |-45.1  |362.4|355.0| 2.357|-40.4  |9.7    |25.0|102.2

M062X/Def2T|-44.3  |364.6|357.2| 2.263|-44.1  |8.3    |24.8|104.5

B3/6-311++G|-34.8  |363.1|355.7| 2.252|-30.6  |17.6   |24.9|100.3

++++++++++++++++++++++++++++++++

H2NCON=C(Me)O-

C3H5N2O2  mw:101.036 Anion CAS: A-591-07-1 fg:48 cnt:701

HOF(AH)= -105.6/0.2  89IMA/TAK   |

DacidS=24.7/3.0 Stat | 

----

78CUM/KEB    Datum: DacidG= 341.1/2.0 IMRE | HOF(A-)=-122.8/2.2 Acid p:9

DacidH(AH)= 348.5/2.2 G+TS

Acid: acetylurea.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acncon-s.zaf]

CBS-QB3    |-120.0 |346.4|338.9|      |-100.6 |       |25.3|     

G3MP2B3    |-117.8 |347.0|339.4| 3.403|-97.5  |-38.7  |25.3|110.9

G3MP2B3+   |-117.9 |346.9|339.6| 3.403|-97.7  |-38.9  |24.7|110.9

G4MP2      |-117.2 |347.1|339.5| 3.287|-97.1  |-40.8  |25.3|108.4

M062X/Def2T|-119.4 |347.4|340.1| 3.318|-102.1 |-42.3  |24.6|111.9

B3/6-311++G|-108.3 |346.1|338.7| 3.246|-87.1  |-32.9  |24.7|106.4

++++++++++++++++++++++++++++++++

H2O..sym-triazine-.

C3H5N3O  mw:99.044

Core ion CAS: Z-215508-75-1 Solvent: 7732-18-5 fg:305 cnt:9991

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=0.38(5) eV LPES p:8

Vertical Detachment Energy:0.68(5) eV.

++++++++++++++++++++++++++++++++

CH2=CHCH2O-

C3H5O  mw:57.035 Anion CAS: Z-20929-08-2 fg:30 cnt:1766

HOF(A.)=  22.6/2.0 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -29.8/0.4  94PED/       |

DacidS=23.0/2.0 Stat |  S(A-)=71.4/2.8 Acid |  S(AH)=74.4/2.0 GpAd 93SP

----

19PAT/MAN    Datum: EA=1.95(2) eV PVMI p:9

DacidH(AH)= 373.1/2.1 D-EA

This is the electron affinity of the more abundant syn conformer; the minor anti one has an electron affinity of ca. 1.60 eV.

----

90GRA/SCH    Datum: DacidG= 366.6/2.8 CIDC | HOF(A-)=-22.0/3.1 Acid p:8

DacidH(AH)= 373.5/2.9 G+TS EA(ev)= 1.936 DaffH(X..Y-)= 38.9/3.1 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

88KUH/FEN    Datum: DacidH(AH)= 334.4/4.6 EIAE p:2

DaffH(X..Y-)= 78.0/4.7 A-IN

From CH2=CHCH2OH. Appearance energy = 0.9 eV. Composite computational methods(18BAR/) indicate a thermochemical appearance energy of ca. 2.5 eV.

----

68BOU/COM    Datum: HOF(A-)=-58.8/3.8 EIAE;EA(eV)=0.000 p:2

DacidH(AH)= 336.7/2.3 EIAE

AE = 1.0 eV. Electron affinity probably 2 eV less.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vjo-u.zaf]

W1U        |-23.1  |374.0|367.1| 1.964|-31.2  |22.4   |23.2|105.7

CBS-QB3    |-21.8  |373.3|366.4| 1.974|-29.3  |23.9   |23.1|105.4

G3MP2B3    |-23.1  |374.8|367.7| 1.931|-30.7  |21.6   |23.7|104.4

G4MP2      |-22.9  |     |     | 1.907|       |21.3   |    |     

M062X/Def2T|-17.4  |376.1|369.1|      |-28.8  |       |23.4|     

B3/6-311++G|-16.3  |370.1|363.0| 1.946|-19.1  |27.8   |23.6|99.0 

++++++++++++++++++++++++++++++++

CH2=C(Me)O-

C3H5O  mw:57.035 Anion CAS: Z-24262-31-5 fg:63 cnt:712

HOF(A.)=  -8.3/2.0  01BOU/CHA    | BDE(A-H)= 95.7/2.0 R-AH           

HOF(AH)= -51.9/0.2  94PED/       |

DacidS=24.0/2.0 Stat |  S(A-)=68.5/2.1 Acid |  S(AH)=70.5/0.5  69BEN/CRU

----

10YAC/GAR    Datum: EA=1.747(2) eV SEVI | HOF(A-)=-48.6/2.0 Acid p:9

DacidH(AH)= 369.0/2.0 D-EA

Vertical Detachment Energy:1.759(2) eV. The all-experimental D-EA cycle closes to within 0.2 kcal/mol.

----

79BAR/SCO #  Datum: DacidG= 361.9/2.0 IMRE | HOF(A-)=-48.5/2.1 Acid p:9

DacidH(AH)= 369.1/2.1 G+TS

----

93BRI/BER    Datum: EA=1.758(19) eV LPD  p:8

----

82ELL/ENG    Datum: EA=1.757(33) eV LPES p:8

----

01ALC/DEY    Datum: EA=1.76(2) eV LPES p:7

----

78CUM/KEB    Datum: DacidG= 362.4/2.0 IMRE p:7

DacidH(AH)= 369.6/2.1 G+TS

----

77ZIM/REE    Datum: EA=1.76(6) eV PD   [40.6(13) kcal] p:6
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS    Datum: DacidH(AH)= 367.6/1.8 EIAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcor.zaf]

W1U        |-49.1  |369.9|364.3| 1.743|-53.2  |-8.7   |19.0|96.6 

CBS-QB3    |-47.9  |369.6|363.3| 1.736|-51.7  |-7.6   |21.2|96.2 

G3MP2B3    |-49.1  |369.6|362.4| 1.782|-51.5  |-7.8   |24.1|95.8 

G3MP2B3+   |-49.3  |369.5|362.7| 1.787|-51.6  |-7.9   |22.7|95.9 

G4MP2      |-48.8  |369.6|363.2| 1.747|-51.2  |-8.3   |21.4|95.0 

M062X/Def2T|-45.4  |370.1|363.4| 1.630|-50.8  |-7.5   |22.5|95.4 

B3/6-311++G|-41.9  |368.0|362.0| 1.743|-42.6  |-1.4   |20.1|93.3 

++++++++++++++++++++++++++++++++

MeCH=CHO-

C3H5O  mw:57.035 Anion CAS: Z-64724-01-2 fg:62 cnt:708

HOF(A.)=  -8.3/2.9 D+AH          | BDE(A-H)= 88.8/2.3 D-EA           

HOF(AH)= -45.1/0.6  15BUR/SIM    |

DacidS=21.9/1.2 Stat |  S(A-)=69.3/1.2 Acid |  S(AH)=73.4/0.1  69BEN/CRU

----

11YAC/KIM    Datum: EA=1.6106(8) eV SEVI p:9

Z isomer. Major isomer formed on deprotonation of propanal.

----

79BAR/SCO #  Datum: DacidG= 358.7/2.0 IMRE | HOF(A-)=-45.5/2.1 Acid p:9

DacidH(AH)= 365.2/2.0 G+TS

----

11YAC/KIM    Datum: EA=1.570(2) eV SEVI p:8

E isomer.

----

01ALC/DEY    Datum: EA=1.59(2) eV LPES p:8

E-isomer.

----

01ALC/DEY    Datum: EA=1.76(2) eV LPES p:8

Z-isomer.

----

97ROM/BRA    Datum: EA=1.62(1) eV LPD  [37.3(2) kcal] p:8

(E)-isomer.

----

97ROM/BRA    Datum: EA=1.73(1) eV LPD  [40.0(3) kcal] p:8

(Z)-isomer.

----

93BRI/BER    Datum: EA=1.621(6) eV LPD  p:8

----

82ELL/ENG    Datum: EA=1.611(23) eV LPES p:7

----

78CUM/KEB    Datum: DacidG= 359.4/2.0 IMRE p:7

DacidH(AH)= 365.9/2.0 G+TS

----

77ZIM/REE    Datum: EA=1.69(6) eV PD   [38.9(13) kcal] p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rvo-z.zaf]

W1U        |-45.1  |366.0|358.6| 1.610|-45.2  |-8.0   |24.7|89.4 

G3MP2B3    |-45.1  |366.0|358.9| 1.657|-43.9  |-6.8   |23.9|89.2 

M062X/Def2T|-41.6  |365.8|358.4| 1.477|-42.7  |-7.5   |24.7|87.3 

B3/6-311++G|-38.6  |363.4|355.8| 1.587|-34.7  |-2.0   |25.6|84.8 

++++++++++++++++++++++++++++++++

CH2=CHOCH2-

C3H5O  mw:57.035 Anion CAS: Z-78715-81-8 fg:92 cnt:2359

HOF(AH)= -25.8/1.0 GpAd 93SP     |

DacidS=25.8/2.0 Stat |  S(A-)=73.3/2.2 Acid |  S(AH)=73.5/1.0 GpAd 93SP

----

90GRA/SQU    Datum: DacidH(AH)= 411.0/12.0 CIDT | HOF(A-)=19.5/12.0 Acid p:7

DacidG(AH)= 403.3/12.0 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jov-a.zaf]

W1U        |10.7   |401.3|394.1| 0.411|-24.7  |20.2   |24.1|97.0 

CBS-QB3    |12.0   |401.5|394.2| 0.410|-23.8  |21.4   |24.4|97.3 

G3MP2B3    |10.2   |401.2|393.8| 0.432|-23.8  |20.1   |24.9|96.0 

G3MP2B3+   |9.8    |400.9|393.2| 0.441|-23.9  |19.9   |25.9|95.9 

G4MP2      |10.6   |401.1|394.2| 0.392|-23.3  |19.6   |23.0|95.0 

M062X/Def2T|13.4   |402.6|394.9| 0.269|-24.5  |19.5   |25.9|96.1 

B3/6-311++G|16.9   |398.5|390.7| 0.469|-14.4  |27.6   |26.1|94.1 

++++++++++++++++++++++++++++++++

MeOH..HCC-

C3H5O  mw:57.035

Core ion CAS: Z-29075-95-4 Solvent: 67-56-1 fg:284 cnt:4961

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 10.9 IMRE p:9

----

99CHA/BRA    Datum: DaffG= 11.6/2.0 IMRE | HOF(A-)=-2.4/2.0 AfIN p:8

DaffH(X..Y-)= 21.6/2.0 G+TS

Anchored to MeOH .DELTA.acidG = 375.2 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hccroh.zcf]

CBS-QB3    |-0.4   | 20.2| 12.3| 26.5|-48.8  |68.6   

G3MP2B3    |-2.3   | 19.2| 11.2| 27.0|-47.8  |64.8   

G3MP2B3+   |-2.4   | 19.1| 12.5| 22.4|-47.9  |64.7   

G4MP2      |-1.7   | 18.9| 11.0| 26.5|-47.8  |65.0   

M062X/Def2T|1.0    | 22.3| 14.7| 25.5|-46.6  |70.0   

B3/6-311++G|6.0    | 19.6| 12.7| 23.2|-43.7  |69.3   

++++++++++++++++++++++++++++++++

CD3OH..HCC-

C3H2D3O  mw:60.053

Core ion CAS: Z-29075-95-4 Solvent: 811-98-3 fg:284 cnt:5956

----

00CHA/BRA    Datum: DaffG= 12.8/1.0 IMRE p:9

DaffH(X..Y-)= 21.4/1.3 G+TS

Original .DELTA.G=11.3 at 350K; .DELTA.S based on symmetry alone.

++++++++++++++++++++++++++++++++

(Z)CD3CD=CDO-

C3D5O  mw:62.066 Anion CAS: Z-1304635-24-2 fg:62 cnt:8021

----

11YAC/KIM    Datum: EA=1.603(2) eV SEVI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd3cdcdo.zaf]

W1U        |-54.2  |368.4|361.1| 1.601|-56.7  |-17.3  |24.5|91.5 

CBS-QB3    |-50.8  |368.2|361.1| 1.592|-52.9  |-14.1  |23.9|90.9 

G3MP2B3    |-54.0  |369.3|361.1| 1.647|-55.2  |-15.9  |27.7|92.2 

G4MP2      |-51.6  |368.4|361.4| 1.610|-52.5  |-14.5  |23.7|90.1 

M062X/Def2T|-47.8  |368.0|360.7| 1.471|-50.6  |-13.8  |24.2|89.3 

B3/6-311++G|-12.1  |366.2|359.1| 1.515|-10.6  |22.8   |23.5|86.0 

++++++++++++++++++++++++++++++++

(E)CD3CD=CDO-

C3D5O  mw:62.066 Anion CAS: Z-1304635-24-2 fg:62 cnt:11679

----

11YAC/KIM    Datum: EA=1.561(1) eV SEVI p:9

++++++++++++++++++++++++++++++++

EtCO2-

C3H5O2  mw:73.030 Anion CAS: Z-72-03-7 fg:34 cnt:627

HOF(A.)= -48.0/3.1 D+AH          | BDE(A-H)= 113.0/3.0 Est2 82MCM/GOL

HOF(AH)= -108.9/0.6  94PED/      |

DacidS=23.5/3.0 Stat |  S(A-)=74.6/3.2 Acid |  S(AH)=77.1/1.0  69BEN/CRU

----

05WAN/WOO3   Datum: EA=3.30(3) eV LPES p:9

The stated EA is at 300K. At 70 K, no change.

----

21GIB/CON    Datum: EA=3.2(1) eV PEPI p:8

Process is dissociative photodetachment.

----

89CAL/REN    Datum: DacidG= 340.4/2.0 IMRE | HOF(A-)=-127.2/2.3 Acid p:8

DacidH(AH)= 347.4/2.2 G+TS EA(ev)= 3.434

----

78CUM/KEB    Datum: DacidG= 340.3/2.0 IMRE p:8

DacidH(AH)= 347.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etco2.zaf]

W1U        |-128.1 |346.7|338.6|      |-108.9 |       |27.1|     

CBS-QB3    |-128.0 |345.8|338.5| 3.325|-108.1 |-51.2  |24.6|109.0

G3MP2B3    |-127.1 |348.1|340.7| 3.331|-108.0 |-50.2  |24.6|109.9

G3MP2B3+   |-127.4 |346.8|339.2| 3.340|-107.0 |-50.3  |25.6|108.8

G4MP2      |-126.4 |346.9|339.7| 3.282|-106.2 |-50.6  |24.4|107.7

M062X/Def2T|-124.6 |347.3|339.9| 3.349|-107.3 |-47.3  |25.0|112.1

B3/6-311++G|-115.8 |344.6|337.0| 3.196|-93.2  |-42.0  |25.6|103.2

++++++++++++++++++++++++++++++++

CH2=C(OMe)O-

C3H5O2  mw:73.030 Anion CAS: Z-64723-96-2 fg:66 cnt:749

HOF(A.)= -51.2/3.4 D+AH          | BDE(A-H)= 99.7/3.4 D-EA           

HOF(AH)= -98.8/0.2  94PED/       |

DacidS=22.6/1.0 Stat |  S(A-)=76.4/1.4 Acid |  S(AH)=79.8/1.0  69BEN/CRU

----

79BAR/SCO #  Datum: DacidG= 365.1/2.0 IMRE | HOF(A-)=-92.6/2.2 Acid p:9

DacidH(AH)= 371.8/2.0 G+TS DaffH(X..Y-)= 48.5/2.2 A-IN

----

77ZIM/REE    Datum: EA=1.80(6) eV PD   [41.5(14) kcal] p:8
###### the following are "below the line": evaluated as not accurate ####

----

91PAR/ALL    Datum: DacidH(AH)= 375.9/3.5 EIAE p:4

From CH3CO2Me.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcoor.zaf]

W1U        |-91.6  |374.0|368.0| 1.658|-99.8  |-52.9  |20.0|98.9 

CBS-QB3    |-91.0  |374.6|367.2| 1.650|-99.9  |-53.1  |24.8|98.9 

G3MP2B3    |-90.4  |374.9|367.5| 1.669|-98.1  |-52.0  |24.7|98.2 

G3MP2B3+   |-91.4  |373.9|366.4| 1.716|-98.2  |-52.0  |25.3|98.3 

G4MP2      |-89.7  |374.8|367.6| 1.610|-97.3  |-52.6  |23.9|96.8 

M062X/Def2T|-91.2  |373.4|366.0| 1.599|-99.8  |-54.3  |24.8|97.6 

B3/6-311++G|-80.4  |371.9|364.4| 1.643|-85.0  |-41.5  |25.4|95.6 

++++++++++++++++++++++++++++++++

HSCH2CH2CO2-

C3H5O2S  mw:105.002 Anion CAS: Z-2365-49-3 fg:38 cnt:2184

HOF(A.)= -38.5/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -99.4/1.0 GpAd 93SP     |

DacidS=23.5/3.0 Stat |  S(A-)=87.6/3.2 Acid |  S(AH)=90.1/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 332.4/2.0 IMRE | HOF(A-)=-125.7/2.4 Acid p:9

DacidH(AH)= 339.4/2.2 G+TS EA(ev)= 3.781

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsjjco2g.zaf]

CBS-QB3    |-126.6 |339.4|332.3|      |-100.2 |       |23.9|     

G3MP2B3    |-125.4 |340.5|333.6| 2.806|-98.7  |-59.2  |23.0|91.5 

G3MP2B3+   |-125.6 |340.3|332.6| 2.823|-98.8  |-59.1  |25.9|91.8 

G4MP2      |-124.9 |340.6|333.5|      |-98.3  |       |23.8|     

M062X/Def2T|-123.1 |340.9|333.6| 2.694|-99.3  |-59.6  |24.8|91.8 

B3/6-311++G|-107.0 |337.7|330.0| 2.698|-77.4  |-43.2  |25.7|86.2 

++++++++++++++++++++++++++++++++

MeSCH2CO2-

C3H5O2S  mw:105.002 Anion CAS: Z-75974-53-7 fg:38 cnt:6862

HOF(A.)= -34.8/2.2 D+AH          | BDE(A-H)= 113.0/2.0 Est2          

HOF(AH)= -95.7/1.0 GpAd 93SP     |

DacidS=22.8/2.0 Stat | 

----

05REN/PAT    Datum: DacidH(AH)= 339.8/1.7 CIDC | HOF(A-)=-121.6/2.0 Acid p:9

DacidG(AH)= 333.0/1.8 H-TS  EA(eV)= 3.764

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsjco2.zaf]

CBS-QB3    |-122.9 |338.3|331.2|      |-95.4  |       |23.7|     

G3MP2B3    |-121.3 |339.4|333.0| 3.615|-93.6  |-38.0  |21.7|107.7

G3MP2B3+   |-121.5 |339.4|332.3| 3.618|-93.7  |-38.0  |23.7|107.7

G4MP2      |-121.3 |339.5|332.5| 2.310|-93.6  |-66.8  |23.4|79.0 

M062X/Def2T|-119.4 |340.2|333.5| 3.604|-94.9  |-36.1  |22.5|110.9

B3/6-311++G|-102.0 |337.5|330.5| 3.464|-72.3  |-22.1  |23.6|102.3

++++++++++++++++++++++++++++++++

MeCH(OH)CO2-

C3H5O3  mw:89.024 Anion CAS: Z-113-21-3 fg:38 cnt:2186

HOF(A.)= -87.5/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -148.4/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat |  S(A-)=83.1/3.2 Acid |  S(AH)=85.6/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 330.6/2.0 IMRE | HOF(A-)=-176.5/2.4 Acid p:9

DacidH(AH)= 337.6/2.2 G+TS EA(ev)= 3.859

May have large entropy correction from cyclization; see HOCH2CO2-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchohco2.zaf]

W1U        |-180.3 |334.8|327.9|      |-149.2 |       |23.2|     

CBS-QB3    |-181.2 |333.6|326.9| 2.997|-149.1 |-110.4 |22.5|90.8 

G3MP2B3    |-179.1 |334.9|328.7| 2.917|-146.8 |-110.2 |21.0|88.7 

G3MP2B3+   |-179.3 |334.8|328.1| 2.916|-147.0 |-110.4 |22.5|88.6 

G4MP2      |-177.8 |335.0|328.1| 2.822|-145.6 |-111.0 |23.2|86.7 

M062X/Def2T|-176.9 |335.6|328.6| 2.789|-147.8 |-111.3 |23.3|88.6 

B3/6-311++G|-162.7 |332.4|325.7| 2.805|-127.8 |-97.4  |22.4|82.5 

++++++++++++++++++++++++++++++++

MeOCH2CO2-

C3H5O3  mw:89.024 Anion CAS: Z-20758-58-1 fg:38 cnt:634

HOF(A.)= -73.7/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -134.6/1.0 GpAd 93SP    |

DacidS=22.0/2.0 Stat |  S(A-)=80.6/2.2 Acid |  S(AH)=84.6/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 335.3/2.0 IMRE | HOF(A-)=-158.4/2.3 Acid p:9

DacidH(AH)= 341.9/2.1 G+TS EA(ev)= 3.675

----

87TAF/TOP    Datum: DacidG= 336.0/2.0 IMRE p:8

DacidH(AH)= 342.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rojco2-g.zaf]

CBS-QB3    |-159.2 |340.2|333.3| 3.645|-133.7 |-75.0  |23.0|110.8

G3MP2B3    |-156.7 |340.1|333.5| 3.650|-129.6 |-72.4  |21.9|109.3

G3MP2B3+   |-156.9 |341.4|334.2| 3.654|-131.0 |-72.4  |24.0|110.7

G4MP2      |-155.7 |341.4|334.6| 3.576|-129.9 |-73.0  |22.8|109.0

M062X/Def2T|-156.4 |341.7|334.6| 3.661|-133.4 |-71.8  |23.6|113.7

B3/6-311++G|-141.8 |331.6|324.7| 3.521|-106.1 |-60.4  |22.9|97.8 

++++++++++++++++++++++++++++++++

H2O..MeCOCO2-

C3H5O4  mw:105.019

Core ion CAS: Z-57-60-3 Solvent: 7732-18-5 fg:238 cnt:11963

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22CAO/HU     Datum: EA=4.45(5) eV LPES p:8

DaffH(AH)=  16.1/1.6 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [acco2w.zcf]

G3MP2B3    |-230.3 | 14.1|  5.3| 29.6|-57.6  |-158.6 | 3.021

++++++++++++++++++++++++++++++++

H2O..HO2CCH2CO2-

C3H5O5  mw:121.014

Core ion CAS: Z-1000-88-0 Solvent: 7732-18-5 fg:237 cnt:3224

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.3/0.3 IMRE | HOF(A-)=-291.3/4.3 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [malonw-o.zcf]

CBS-QB3    |-308.2 | 13.1|  4.3| 29.7|-58.2  |-236.9 

G3MP2B3    |-304.3 | 12.7|  3.8| 29.7|-57.6  |-234.0 

G4MP2      |-302.1 | 12.2|  3.4| 29.6|-57.5  |-232.3 

M062X/Def2T|-303.2 | 14.1|  5.3| 29.4|-53.6  |-235.5 

B3/6-311++G|-280.6 | 10.9|  3.5| 24.9|-54.2  |-215.6 

++++++++++++++++++++++++++++++++

(HCO2H)2..HCO2-

C3H5O6  mw:137.009 fg:234 cnt:3986

HOF(solv)= -90.5/0.1 neut 94PED/   

----

78LUC/WLO    Datum: DaffH= 26.1/3.1 TDAs | HOF(A-)=-243.9/3.3 AfIN p:7

Buffer gas H2. There may be appreciable fractionation of neutral gases:96WIL/KNI.

++++++++++++++++++++++++++++++++

CH2=C(Me)S-

C3H5S  mw:73.012 Anion CAS: Z-100840-40-2 fg:63 cnt:2285

HOF(AH)=  10.0/5.0 Est1          |

DacidS=24.0/2.0 Stat | 

----

89ZHA/GRA    Datum: DacidG= 344.0/3.0 IMRB | HOF(A-)=-4.5/5.9 Acid p:8

DacidH(AH)= 351.2/3.1 G+TS

Between H2S, PhOH (Acid = Me2C=S).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcsr.zaf]

W1U        |-12.2  |348.4|341.7| 2.459|5.3    |44.5   |22.3|91.4 

CBS-QB3    |-11.5  |348.1|341.6| 2.496|6.2    |46.1   |21.8|92.0 

G3MP2B3    |-13.3  |348.4|342.0| 2.505|5.5    |44.5   |21.6|91.1 

G3MP2B3+   |-13.5  |348.3|342.1| 2.519|5.4    |44.6   |20.8|91.3 

G4MP2      |-12.9  |348.9|342.3| 2.266|5.3    |39.4   |22.2|86.2 

M062X/Def2T|-8.0   |348.6|341.7| 2.288|8.1    |44.8   |23.2|88.8 

B3/6-311++G|-0.6   |347.6|341.2| 2.442|19.1   |55.8   |21.3|88.8 

++++++++++++++++++++++++++++++++

(FCH2)2CHOH..Cl-

C3H6ClF2O  mw:131.008

Core ion CAS: Z-16887-00-6 Solvent: 453-13-4 fg:482 cnt:1408

HOF(solv)=-148.1/1.0 GpAd 93SP     

----

84LAR/MCM2   Datum: DaffG= 16.1/2.0 IMRE | HOF(A-)=-171.7/2.2 AfIN p:9

DaffH(X..Y-)= 23.6/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fj2xohcl.zcf]

CBS-QB3    |-236.4 | 23.7| 17.3| 21.4|-156.0 |-56.7  

G3MP2B3    |-232.8 | 23.2| 16.6| 22.3|-153.4 |-56.1  

G3MP2B3+   |-232.9 | 23.2| 16.9| 21.2|-153.5 |-56.1  

G4MP2      |-230.3 | 23.4| 16.7| 22.7|-151.9 |-55.0  

M062X/Def2T|-231.3 | 28.1| 22.0| 20.5|-154.7 |-48.4  

B3/6-311++G|-214.0 | 10.8| 15.5| 20.8|-135.5 |-56.9  

++++++++++++++++++++++++++++++++

Me2CO..Cl-

C3H6ClO  mw:93.011

Core ion CAS: Z-16887-00-6 Solvent: 67-64-1 fg:482 cnt:1400

HOF(solv)= -51.9/0.2 neut 94PED/   

----

02BOG/MCM    Datum: DaffG= 8.1/0.2 TDAs | HOF(A-)=-66.0/0.3 AfIN p:9

DaffH(X..Y-)= 14.1/0.2 TDAs

----

85SIE/       Datum: DaffG= 8.8/0.3 TDAs p:7

DaffH(X..Y-)= 14.2/0.2 TDAs

----

82FRE/IKU    Datum: DaffG= 7.9/2.0 TDAs p:7

DaffH(X..Y-)= 13.7/2.0 TDAs

----

86HIR/MOR    Datum: DaffG= 7.3 TDAs p:6

DaffH(X..Y-)= 12.4 TDAs

----

84LAR/MCM2   Datum: DaffG= 8.2/2.0 IMRE p:6

DaffH(X..Y-)= 14.1/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r2cocl.zcf]

CBS-QB3    |-122.3 | 13.8|  6.9| 23.1|-51.7  |-56.7  

G3MP2B3    |-121.1 | 13.4|  6.0| 24.9|-51.5  |-56.1  

G3MP2B3+   |-121.1 | 13.3|  7.1| 21.0|-51.6  |-56.1  

G4MP2      |-119.7 | 13.5|  6.3| 24.4|-51.2  |-55.0  

M062X/Def2T|-116.3 | 17.1| 10.7| 21.3|-50.8  |-48.4  

B3/6-311++G|-111.8 |  1.4|  5.1| 23.9|-42.6  |-56.9  

++++++++++++++++++++++++++++++++

(HCO2H)3..Cl-

C3H6ClO6  mw:172.986 fg:482 cnt:3991

HOF(solv)= -90.5/0.1 neut 94PED/   

----

78LUC/WLO    Datum: DaffH= 22.2/2.7 TDAs | HOF(A-)=-332.3/4.0 AfIN p:7

Buffer gas: H2. Value too bound based on 82FRE/IKU, by Grimsrud fractionation factor (96WIL/KNI).

++++++++++++++++++++++++++++++++

(CH2Cl2)3..Cl-

C3H6Cl7  mw:286.829 fg:482 cnt:5297

HOF(solv)= -22.8/0.3 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 4.6/3.0 TDAs | HOF(A-)=-107.0/2.1 AfIN p:8

DaffH(X..Y-)= 9.7/0.2 TDAs

++++++++++++++++++++++++++++++++

FH..CH2=C(Me)O-

C3H6FO  mw:77.041

Core ion CAS: Z-24262-31-5 Solvent: 7664-39-3 fg:201 cnt:1765

HOF(solv)= -51.9/0.2 neut 94PED/   
###### the following are "below the line": evaluated as not accurate ####

----

83SHE/BOW    Datum: DaffG=>19.7 IMRB p:3

DaffH(X..Y-)=>25.9 G+TS

MeOH.bullet..bullet.F- + Me2CO -> thermochemical limit. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 19 to 22 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [jrcohf.zcf]

G3MP2B3    |-143.0 | 28.4| 19.3| 30.5|-65.5  |-49.1  

G3MP2B3+   |-144.1 | 29.3| 20.4| 29.8|-65.5  |-49.3  

M062X/Def2T|-140.2 | 33.1| 24.4| 29.0|-61.8  |-45.4  

B3/6-311++G|-135.3 | 31.4| 22.4| 29.9|-62.1  |-41.9  

++++++++++++++++++++++++++++++++

Me2SiF2..CN-

C3H6F2NSi  mw:122.024

Core ion CAS: Z-57-12-5 Solvent: 353-66-2 fg:485 cnt:2101

HOF(solv)=-224.0/3.0 Est4          

----

88LAR/SZU    Datum: DaffG= 7.9/0.5 IMRE | HOF(A-)=-224.1/3.6 AfIN p:8

DaffH(X..Y-)= 16.8/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r2sifcnb.zcf]

CBS-QB3    |-227.4 | 21.0| 10.9| 33.8|-222.9 |16.5   

G3MP2B3    |-226.3 | 20.6| 10.9| 32.3|-220.2 |14.5   

G3MP2B3+   |-226.0 | 20.5| 10.6| 33.1|-219.9 |14.5   

G4MP2      |-226.8 | 19.5|  9.4| 33.6|-221.4 |14.1   

M062X/Def2T|-224.8 | 22.3| 12.0| 34.4|-220.9 |18.4   

B3/6-311++G|-192.0 | 17.9|  7.9| 33.5|-190.3 |16.2   

++++++++++++++++++++++++++++++++

(FCH2)2CHOH..F-

C3H6F3O  mw:115.038

Core ion CAS: Z-16984-48-8 Solvent: 453-13-4 fg:481 cnt:1030

HOF(solv)=-148.1/1.0 GpAd 93SP     
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 29.9/2.0 IMRE | HOF(A-)=-245.3/2.3 AfIN p:4

DaffH(X..Y-)= 37.8/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 32-35 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fj2chohf.zcf]

CBS-QB3    |-257.1 | 42.1| 35.3| 22.9|-156.0 |-59.0  

G3MP2B3    |-255.2 | 41.7| 34.2| 25.2|-153.4 |-60.1  

G3MP2B3+   |-255.6 | 42.0| 35.0| 23.4|-153.5 |-60.1  

G4MP2      |-253.2 | 39.4| 31.9| 25.1|-151.9 |-62.0  

M062X/Def2T|-253.9 | 53.3| 45.9| 24.7|-154.7 |-45.9  

B3/6-311++G|-240.0 | 32.6| 36.0| 23.3|-135.5 |-61.5  

++++++++++++++++++++++++++++++++

CF3H..EtO-

C3H6F3O  mw:115.038

Core ion CAS: Z-16331-64-9 Solvent: 75-46-7 fg:230 cnt:6758

HOF(solv)=-166.2/0.6 neut 94PED/   

----

98CHA/BRA    Datum: DaffG= 15.1/1.0 IMRE | HOF(A-)=-230.7/1.3 AfIN p:8

DaffH(X..Y-)= 22.0/1.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qhoet.zcf]

CBS-QB3    |-235.3 | 22.5| 14.1| 28.1|-169.4 |-43.4  

G3MP2B3    |-231.8 | 22.1| 14.5| 25.2|-166.7 |-43.1  

G3MP2B3+   |-232.0 | 21.5| 13.3| 27.7|-166.7 |-43.7  

G4MP2      |-230.8 | 21.4| 13.3| 27.0|-166.3 |-43.2  

M062X/Def2T|-230.4 | 23.5| 16.1| 24.9|-169.6 |-37.3  

B3/6-311++G|-215.4 | 21.8| 14.0| 26.1|-153.6 |-40.0  

++++++++++++++++++++++++++++++++

Me2CO..I-

C3H6IO  mw:184.947

Core ion CAS: Z-20461-54-5 Solvent: 67-64-1 fg:484 cnt:4040

HOF(solv)= -51.9/0.2 neut 94PED/   

----

89CAL/MAS    Datum: DaffH= 12.0/1.0 TDAs | HOF(A-)=-108.9/1.0 AfIN p:8

++++++++++++++++++++++++++++++++

EtCO2H..I-

C3H6IO2  mw:200.942

Core ion CAS: Z-20461-54-5 Solvent: 79-09-4 fg:484 cnt:1467

HOF(solv)=-108.9/0.6 neut 94PED/   

----

84CAL/KEB    Datum: DaffG= 10.5/1.0 TDAs | HOF(A-)=-170.5/1.2 AfIN p:9

DaffH(X..Y-)= 16.6/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etco2hi.zc0]

M062X/Def2T|-164.4 | 13.5|  7.6| 20.0|-107.3 |-43.7  

++++++++++++++++++++++++++++++++

MeCH=CHNH-

C3H6N  mw:56.051 Anion CAS: Z-134529-07-0 fg:50 cnt:2739

HOF(AH)=   9.9/2.0 GpAd 93SP     |

DacidS=27.6/3.0 Calc | 

----

91DAH/KAS    Datum: DacidG= 372.5/4.0 IMRB | HOF(A-)=24.9/4.6 Acid p:7

DacidH(AH)= 380.7/4.1 G+TS

From CH2=CHCH2NH2 + HO-. Between MeOH, EtOH in acidity. Reprotonation structure uncertain. Acid taken as EtCH=NH for this acidity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rccnh-z.zaf]

W1U        |17.2   |378.8|370.7| 0.993|4.3    |39.9   |27.2|87.8 

CBS-QB3    |19.9   |379.0|370.9| 0.962|6.7    |41.9   |27.0|87.4 

G3MP2B3    |17.4   |378.9|370.9| 1.067|5.8    |41.9   |26.7|88.2 

G3MP2B3+   |17.0   |378.6|370.7| 1.082|5.6    |41.8   |26.6|88.3 

G4MP2      |17.2   |378.8|370.7| 1.031|5.6    |40.8   |27.0|87.4 

M062X/Def2T|22.4   |379.5|371.3| 0.879|7.6    |42.5   |27.4|87.0 

B3/6-311++G|21.8   |376.8|368.9| 0.945|12.3   |43.4   |26.7|83.3 

++++++++++++++++++++++++++++++++

Me2C=NO-

C3H6NO  mw:72.045 Anion CAS: Z-42331-32-8 fg:39 cnt:619

HOF(A.)=  14.9/3.6 D+AH          | BDE(A-H)= 84.6/2.0  04PRA/BLA     

HOF(AH)= -17.6/3.0 Est3 90STE/CHI|

DacidS=23.2/3.0 Stat |  S(A-)=70.1/3.2 Acid |  S(AH)=72.9/1.0 Est

----

79BAR/SCO #  Datum: DacidG= 359.1/2.0 IMRE | HOF(A-)=-17.3/3.7 Acid p:9

DacidH(AH)= 366.0/2.2 G+TS EA(ev)= 1.395

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2cno-ox.zaf]

G3MP2B3    |-13.2  |368.7|362.0| 1.412|-14.7  |19.5   |22.6|86.3 

++++++++++++++++++++++++++++++++

HCON(Me)CH2-

C3H6NO  mw:72.045 Anion CAS: Z-78715-79-4 fg:92 cnt:1340

HOF(AH)= -46.0/0.4  94PED/       |

DacidS=23.8/2.0 Stat |  S(A-)=72.3/2.2 Acid |  S(AH)=74.5/1.0 GpAd 93SP

----

85DEP/GRA    Datum: DacidG= 392.0/4.0 IMRB | HOF(A-)=-12.6/4.1 Acid p:7

DacidH(AH)= 399.1/4.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jnrcho.zaf]

W1U        |-20.5  |393.1|385.7| 0.617|-47.7  |-5.9   |24.8|93.9 

CBS-QB3    |-20.1  |393.0|385.7| 0.623|-47.4  |-5.3   |24.6|94.1 

G3MP2B3    |-19.9  |392.9|385.6| 0.673|-45.6  |-4.1   |24.5|93.7 

G3MP2B3+   |-20.2  |392.8|385.4| 0.674|-45.8  |-4.3   |24.9|93.6 

G4MP2      |-19.9  |392.6|385.4| 0.612|-45.4  |-5.5   |24.4|92.0 

M062X/Def2T|-17.9  |394.3|387.1| 0.483|-47.5  |-6.5   |24.2|93.1 

B3/6-311++G|-12.6  |392.3|384.8| 0.573|-37.6  |1.1    |24.9|90.7 

++++++++++++++++++++++++++++++++

EtOH..CN-

C3H6NO  mw:72.045

Core ion CAS: Z-57-12-5 Solvent: 64-17-5 fg:485 cnt:1709

HOF(solv)= -56.2/0.1 neut 94PED/   

----

88MEO/       Datum: DaffG= 10.7/1.0 TDAs | HOF(A-)=-56.9/2.2 AfIN p:9

DaffH(X..Y-)= 17.4/1.0 TDAs

----

87LAR/MCM    Datum: DaffG= 10.0/2.3 IMRE p:8

DaffH(X..Y-)= 17.4/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etohnc.zcf]

CBS-QB3    |-57.3  | 17.3|  9.6| 25.7|-56.5  |16.5   

G3MP2B3    |-58.0  | 16.6|  8.8| 26.3|-55.8  |14.5   

G3MP2B3+   |-57.9  | 16.4|  8.9| 25.4|-56.0  |14.5   

G4MP2      |-57.7  | 16.2|  8.1| 27.2|-55.6  |14.1   

M062X/Def2T|-55.3  | 19.1| 11.4| 25.8|-54.5  |18.4   

B3/6-311++G|-48.4  | 15.9|  8.4| 25.2|-48.6  |16.2   

++++++++++++++++++++++++++++++++

MeN=C(Me)O-

C3H6NO  mw:72.045 Anion CAS: Z-77354-32-6 fg:48 cnt:2399

HOF(A.)=  -2.7/3.2 D+AH          | BDE(A-H)= 107.0/3.0 SDEA 90BOR/HAR

HOF(AH)= -57.6/1.0 GpAd 93SP     |

DacidS=24.5/3.0 Stat |  S(A-)=75.1/3.2 Acid |  S(AH)=76.6/1.0 GpAd 93SP

----

90DEC/EXN    Datum: DacidG= 354.5/2.0 IMRE | HOF(A-)=-61.5/2.4 Acid p:9

DacidH(AH)= 361.8/2.2 G+TS EA(ev)= 2.550

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acnr-z.zaf]

W1U        |-61.1  |362.4|356.0| 2.544|-57.7  |-2.1   |21.4|107.7

CBS-QB3    |-61.0  |361.3|354.7| 2.567|-56.6  |-1.5   |22.4|107.2

G3MP2B3    |-60.3  |361.9|355.4| 2.559|-55.0  |-1.0   |21.9|106.1

G3MP2B3+   |-60.5  |361.8|356.2| 2.559|-55.1  |-1.1   |18.7|106.1

G4MP2      |-60.1  |361.8|355.6| 2.496|-54.8  |-2.3   |20.7|104.6

M062X/Def2T|-57.9  |363.3|356.2| 2.427|-56.5  |-1.8   |23.7|106.8

B3/6-311++G|-52.4  |362.3|357.0| 2.418|-47.4  |3.7    |17.6|103.2

++++++++++++++++++++++++++++++++

H2NCH(Me)CO2- (Alanine)

C3H6NO2  mw:88.040 Anion CAS: Z-17807-53-3 fg:36 cnt:632

HOF(A.)= -38.1/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -99.0/1.0  77NGA/SAB    |

DacidS=23.4/1.0 Stat | 

----

83LOC/MCI    Datum: DacidG= 333.7/2.0 IMRE | HOF(A-)=-124.0/2.3 Acid p:9

DacidH(AH)= 340.7/2.0 G+TS EA(ev)= 3.726

----

07JON/BER    Datum: DacidH(AH)= 341.8/1.9 CIDC p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ala.zaf]

CBS-QB3    |-127.5 |340.8|333.1|      |-102.6 |       |25.8|     

G3MP2B3    |-126.2 |341.9|334.6| 2.466|-100.9 |-68.0  |24.6|85.0 

G3MP2B3+   |-126.5 |341.7|333.9| 2.469|-101.1 |-68.2  |26.4|85.0 

G4MP2      |-125.5 |342.1|334.1| 2.365|-100.4 |-69.7  |26.5|82.8 

M062X/Def2T|-123.4 |342.8|334.9| 2.306|-101.5 |-69.0  |26.6|84.6 

B3/6-311++G|-113.1 |340.2|332.3| 2.252|-86.0  |-59.7  |26.5|78.4 

++++++++++++++++++++++++++++++++

MeNHCH2CO2-

C3H6NO2  mw:88.040 Anion CAS: Z-53998-08-6 fg:38 cnt:633

HOF(A.)= -27.1/3.0 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -88.0/0.2  77SAB/LAF    |

DacidS=23.1/1.0 Stat | 

----

83LOC/MCI    Datum: DacidG= 334.6/2.0 IMRE | HOF(A-)=-112.2/2.0 Acid p:8

DacidH(AH)= 341.5/2.0 G+TS EA(ev)= 3.691

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rnhyyp.zaf]

CBS-QB3    |-118.7 |340.2|332.4|      |-93.1  |       |26.1|     

G3MP2B3    |-116.9 |342.3|334.5| 2.427|-92.0  |-59.5  |26.3|84.6 

G3MP2B3+   |-117.1 |342.2|334.4| 2.425|-92.1  |-59.7  |26.1|84.5 

G4MP2      |-116.4 |     |     | 2.327|       |-61.3  |    |     

M062X/Def2T|-114.0 |343.2|335.6| 4.792|-92.5  |-60.5  |25.3|84.2 

B3/6-311++G|-105.7 |339.3|331.8| 2.220|-77.8  |-51.7  |25.4|78.2 

++++++++++++++++++++++++++++++++

HN=C(OEt)O-

C3H6NO2  mw:88.040 Anion CAS: Z-195149-83-8 fg:48 cnt:1232

HOF(A.)= -53.7/2.8 D+AH          | BDE(A-H)= 105.0/2.0 SDEA 97ZHA/BOR

HOF(AH)= -106.6/2.0  75BER/BOU   |

DacidS=23.5/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 354.9/2.2 IMRE | HOF(A-)=-110.4/3.0 Acid p:9

DacidH(AH)= 361.9/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etoconhg.zaf]

CBS-QB3    |-111.5 |362.3|355.4| 2.802|-108.1 |-46.7  |23.2|113.5

G3MP2B3    |-110.1 |362.5|355.5| 2.797|-105.4 |-45.4  |23.5|112.1

G3MP2B3+   |-110.2 |362.5|355.1| 2.801|-105.5 |-45.5  |25.0|112.2

G4MP2      |-109.5 |362.4|355.4| 2.704|-104.8 |-46.9  |23.4|110.0

M062X/Def2T|-109.8 |363.5|356.9| 2.694|-108.6 |-47.3  |22.0|113.4

B3/6-311++G|-98.2  |362.0|354.7| 2.708|-93.0  |-35.6  |24.7|109.5

++++++++++++++++++++++++++++++++

Me2C=NO2-

C3H6NO2  mw:88.040 Anion CAS: Z-20846-00-8 fg:70 cnt:775

HOF(A.)=   1.5/2.0 D+AH          | BDE(A-H)= 86.8/2.0 SDEA 94BOR/SAT 

HOF(AH)= -33.2/0.2  94PED/       |

DacidS=20.2/3.0 Stat |  S(A-)=76.2/3.2 Acid |  S(AH)=82.0/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 350.0/2.0 IMRE | HOF(A-)=-42.9/2.2 Acid p:9

DacidH(AH)= 356.0/2.2 G+TS EA(ev)= 1.924

----

78CUM/KEB    Datum: DacidG= 350.3/2.0 IMRE p:8

DacidH(AH)= 356.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2cno2.zaf]

W1U        |-42.6  |358.0|350.0|      |-34.8  |       |26.7|     

W1U        |-42.6  |358.0|350.5| 2.129|-34.8  |6.5    |25.0|93.4 

CBS-QB3    |-43.8  |357.4|349.3|      |-35.5  |       |27.4|     

G3MP2B3    |-41.1  |359.2|351.5| 2.161|-33.1  |8.8    |25.8|94.0 

G3MP2B3    |-41.1  |359.2|351.1| 2.160|-33.1  |8.8    |27.2|94.0 

G3MP2B3+   |-41.4  |359.0|350.3| 2.175|-33.2  |8.7    |29.0|94.0 

G4MP2      |-41.9  |358.2|351.6|      |-33.0  |       |22.4|     

M062X/Def2T|-38.6  |356.9|350.0| 2.015|-30.7  |8.1    |23.0|90.9 

B3/6-311++G|-32.3  |354.3|345.9| 2.104|-19.3  |16.2   |28.2|87.6 

++++++++++++++++++++++++++++++++

MeON=C(Me)O-

C3H6NO2  mw:88.040 Anion CAS: Z-126191-19-3 fg:48 cnt:2397 BDE(A-H)= 90.0/3.0 SDEA 90BOR/HAR2

DacidS=24.5/2.0 Stat | 

----

90DEC/EXN    Datum: DacidG= 343.7/2.0 IMRE p:9

DacidH(AH)= 351.0/2.1 G+TS EA(ev)= 2.281

Acid: O-methyl acetohydroxamic acid.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rconor-z.zaf]

W1U        |-68.8  |350.5|343.2| 2.173|-53.5  |-18.4  |24.2|87.2 

CBS-QB3    |-70.1  |349.4|342.1| 2.171|-53.8  |-19.8  |24.7|86.1 

G3MP2B3    |-68.0  |350.2|342.8| 2.184|-51.0  |-17.4  |24.9|85.7 

G3MP2B3+   |-68.3  |350.0|342.8| 2.190|-51.1  |-17.5  |24.2|85.7 

G4MP2      |-67.7  |350.0|342.5| 2.103|-50.6  |-19.0  |25.2|83.7 

M062X/Def2T|-66.5  |352.4|344.5| 2.023|-54.2  |-19.6  |26.4|86.6 

B3/6-311++G|-58.0  |349.4|342.2| 2.108|-40.2  |-9.2   |24.2|83.2 

++++++++++++++++++++++++++++++++

MeCON(Me)O-

C3H6NO2  mw:88.040 Anion CAS: Z-26177-07-1 fg:42 cnt:2398

DacidS=25.0/3.0 Calc | 

----

90DEC/EXN    Datum: DacidG= 346.9/2.0 IMRE p:9

DacidH(AH)= 354.4/2.2 G+TS

Acid: N-methyl acetohydroxamic acid.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rconro.zaf]

CBS-QB3    |-75.6  |350.8|343.5| 1.908|-60.7  |-31.5  |24.5|81.2 

G3MP2B3    |-73.2  |352.1|344.9| 1.929|-58.1  |-28.6  |24.0|81.6 

G3MP2B3+   |-73.3  |352.1|344.9| 1.932|-58.2  |-28.7  |24.2|81.6 

G4MP2      |-72.9  |351.6|344.3| 1.835|-57.3  |-30.5  |24.3|78.9 

M062X/Def2T|-71.4  |353.8|346.7| 1.662|-60.5  |-33.1  |23.6|79.5 

B3/6-311++G|-63.7  |349.9|342.8| 1.824|-46.4  |-21.6  |24.1|76.9 

++++++++++++++++++++++++++++++++

HN=C(CH2OMe)O-

C3H6NO2  mw:88.040 Anion CAS: N-819805-83-9 fg:48 cnt:2494

HOF(AH)= -89.2/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat |  S(A-)=83.7/2.2 Acid |  S(AH)=86.2/1.0 GpAd 93SP

----

91TAF/       Datum: DacidG= 351.5/2.0 IMRE | HOF(A-)=-96.4/2.3 Acid p:9

DacidH(AH)= 358.5/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rojconh.zaf]

CBS-QB3    |-95.4  |356.3|349.3| 3.002|-85.9  |-26.0  |23.5|112.1

G3MP2B3    |-94.1  |356.3|349.5| 3.036|-83.2  |-23.9  |22.9|111.4

G3MP2B3+   |-94.5  |356.0|349.5| 3.040|-83.3  |-24.2  |21.8|111.2

G4MP2      |-93.2  |356.7|350.0| 2.931|-82.7  |-25.4  |22.5|109.5

M062X/Def2T|-93.1  |358.2|351.5| 2.902|-86.6  |-25.9  |22.6|112.8

B3/6-311++G|-82.2  |356.3|349.9| 2.899|-71.2  |-15.1  |21.4|108.2

++++++++++++++++++++++++++++++++

H2NCH2CH2CO2-

C3H6NO2  mw:88.040 Anion CAS: Z-23297-31-6 fg:38 cnt:9629

HOF(AH)= -95.2/3.0 GpAd 93SP     |

DacidS=22.3/2.0 CIDC 18NOT/DAV | 

----

18NOT/DAV    Datum: DacidG= 336.4/2.1 CIDC | HOF(A-)=-117.9/3.7 Acid p:8

DacidH(AH)= 343.0/2.1 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2njjco2.zaf]

CBS-QB3    |-121.0 |345.1|337.6| 3.365|-100.4 |-43.4  |25.3|109.1

G3MP2B3    |-119.9 |345.4|337.1| 3.376|-98.0  |-42.1  |27.7|108.0

G3MP2B3+   |-120.2 |345.1|337.3| 3.385|-98.1  |-42.2  |26.2|108.0

G4MP2      |-119.2 |345.4|338.0| 3.297|-97.5  |-43.2  |25.1|106.4

M062X/Def2T|-117.0 |346.0|339.0| 3.308|-98.4  |-40.7  |23.6|109.8

B3/6-311++G|-107.8 |344.0|336.1| 3.244|-84.6  |-33.1  |26.5|103.6

++++++++++++++++++++++++++++++++

HO2CCH(NH2)CH2S- (L-Cysteine)

C3H6NO2S  mw:120.012 Anion CAS: Z-41079-66-7 fg:97 cnt:2839

HOF(A.)= -52.0/2.6 D+AH          | BDE(A-H)= 91.6/3.8 D-EA           

HOF(AH)= -91.4/0.4  10ROU/FOC    |

DacidS=23.0/3.0 Stat | 

----

07TIA/PAW    Datum: DacidG= 327.5/2.1 kfkr | HOF(A-)=-122.8/2.3 Acid p:9

DacidH(AH)= 334.4/2.3 G+TS

Authors' calculations say SH is 3.1 kcal/mol more acidic than CO2H. See 14DEB/KAS for spectroscopy saying that it is a cyclic H-bonded species.

----

06WOO/LAU    Datum: EA=3.07(5) eV LPES p:9

----

07JON/BER    Datum: DacidH(AH)= 333.4/2.2 CIDC p:8

----

92OHA/BOW    Datum: DacidG= 326.0/3.0 CIDC p:7

DacidH(AH)= 332.9/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cys-c.zaf]

G3MP2B3    |-128.9 |332.1|325.9| 2.839|-93.7  |-61.6  |20.6|84.3 

B3/6-311++G|-107.4 |328.0|322.0| 2.486|-68.1  |-46.8  |20.2|73.4 

++++++++++++++++++++++++++++++++

Me2CO..NO2-

C3H6NO3  mw:104.035

Core ion CAS: Z-14797-65-0 Solvent: 67-64-1 fg:488 cnt:1768

HOF(solv)= -51.9/0.2 neut 94PED/   

----

85SIE/       Datum: DaffG= 8.2/0.2 TDAs | HOF(A-)=-112.0/0.3 AfIN p:8

DaffH(X..Y-)= 15.9/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r2coono.zcf]

CBS-QB3    |-110.3 | 12.0|  2.6| 31.6|-51.7  |-46.5  

G3MP2B3    |-107.8 | 11.8|  1.9| 33.3|-51.5  |-44.4  

G3MP2B3+   |-108.2 | 11.9|  4.5| 25.0|-51.6  |-44.6  

G4MP2      |-107.4 | 11.2|  1.3| 33.2|-51.2  |-45.0  

M062X/Def2T|-103.2 | 14.8|  6.5| 27.8|-50.8  |-37.6  

B3/6-311++G|-97.9  | 11.0|  2.7| 27.7|-42.6  |-44.3  

++++++++++++++++++++++++++++++++

HOCH2CH(NH2)CO2- (L-Serine)

C3H6NO3  mw:104.035 Anion CAS: Z-17807-54-4 fg:36 cnt:2840

HOF(A.)= -73.6/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -134.5/1.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat | 

----

92OHA/BOW    Datum: DacidG= 325.8/3.0 CIDC | HOF(A-)=-167.5/3.3 Acid p:9

DacidH(AH)= 332.7/3.1 G+TS EA(ev)= 4.074

----

07JON/BER    Datum: DacidH(AH)= 332.5/5.3 CIDC p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ser-c.zaf]

G3MP2B3    |-173.9 |332.7|325.5| 2.865|-139.4 |-106.4 |24.3|85.2 

G3MP2B3+   |-174.1 |332.7|325.5| 2.833|-139.6 |-107.2 |24.4|84.5 

B3/6-311++G|-156.2 |330.8|323.5| 2.545|-119.7 |-94.5  |24.4|77.3 

++++++++++++++++++++++++++++++++

HOSCH2CH(NH2)CO2-

C3H6NO3S  mw:136.007 Anion CAS: Z-1167985-44-5 fg:36 cnt:11198 BDE(A-H)= 113.0/3.0 Est3          

----

20QIN/HOU    Datum: EA=3.02(8) eV LPES p:8

DacidH(AH)= 357.0/3.1 D-EA

Vertical Detachment Energy:4.27(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [osaah.zaf]

CBS-QB3    |-163.4 |322.2|317.4| 2.705|-119.9 |-100.7 |16.2|71.3 

G3MP2B3    |-159.9 |324.0|319.1| 2.697|-116.7 |-97.5  |16.4|71.3 

G4MP2      |-159.7 |324.4|319.6| 2.547|-116.9 |-100.7 |16.2|68.4 

M062X/Def2T|-160.4 |322.9|318.0| 2.686|-118.6 |-98.1  |16.3|72.5 

B3/6-311++G|-130.4 |324.4|318.9| 2.832|-87.6  |-64.9  |18.5|74.8 

++++++++++++++++++++++++++++++++

(H2O)2..NCCH2CO2-

C3H6NO4  mw:120.030 fg:238 cnt:3247

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.2/0.3 IMRE | HOF(A-)=-248.2/2.4 AfIN p:8

DaffH(X..Y-)= 12.2/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

EtCO2H..NO2-

C3H6NO4  mw:120.030

Core ion CAS: Z-14797-65-0 Solvent: 79-09-4 fg:488 cnt:4857

HOF(solv)=-108.9/0.6 neut 94PED/   

----

00VII/REI    Datum: DaffG= 12.5/0.2 IMRE | HOF(A-)=-153.2/0.7 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etco2no2.zcf]

CBS-QB3    |-176.7 | 22.1| 12.9| 30.9|-108.1 |-46.5  

G3MP2B3    |-173.0 | 20.6| 12.0| 29.7|-108.0 |-44.4  

G3MP2B3+   |-172.8 | 21.1| 12.4| 29.4|-107.0 |-44.6  

G4MP2      |-172.0 | 20.9| 11.8| 30.3|-106.2 |-45.0  

M062X/Def2T|-171.4 | 26.5| 18.1| 28.2|-107.3 |-37.6  

B3/6-311++G|-158.5 | 21.0| 12.4| 28.8|-93.2  |-44.3  

++++++++++++++++++++++++++++++++

HO2CCH(NH2)CH2SO2-

C3H6NO4S  mw:152.002 Anion CAS: N-127838-94-2 fg:97 cnt:11199

----

20QIN/HOU    Datum: EA=3.69(7) eV LPES p:8

Vertical Detachment Energy:4.21(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o2saah.zaf]

CBS-QB3    |-218.6 |315.1|309.2| 3.547|-168.0 |-136.6 |20.0|83.5 

G3MP2B3    |-213.4 |316.5|310.6| 3.599|-162.7 |-130.2 |19.8|84.7 

M062X/Def2T|-212.0 |     |     | 3.587|       |-128.9 |    |     

B3/6-311++G|-163.6 |     |     | 3.644|       |-79.4  |    |     

++++++++++++++++++++++++++++++++

EtCO2H..NO3-

C3H6NO5  mw:136.025

Core ion CAS: Z-14797-55-8 Solvent: 79-09-4 fg:489 cnt:4855

HOF(solv)=-108.9/0.6 neut 94PED/   

----

00VII/REI    Datum: DaffG= 12.0/0.2 IMRE p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etco2no3.zcf]

G3MP2B3    |-197.9 | 17.1|  9.3| 26.7|-108.0 |-72.8  

G3MP2B3+   |-197.9 | 17.9| 10.2| 25.8|-107.0 |-73.0  

G4MP2      |-196.9 | 17.5|  9.3| 27.7|-106.2 |-73.2  

M062X/Def2T|-199.2 | 20.1| 12.5| 25.7|-107.3 |-71.8  

B3/6-311++G|-182.3 | 17.0|  9.2| 26.3|-93.2  |-72.1  

++++++++++++++++++++++++++++++++

HO2CCH(NH2)CH2SO3-

C3H6NO5S  mw:167.997 Anion CAS: Z-195060-02-7 fg:97 cnt:11200

----

20QIN/HOU    Datum: EA=5.42(6) eV LPES p:8

Vertical Detachment Energy:5.71(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o3saa.zaf]

CBS-QB3    |-286.2 |304.7|298.2| 5.255|-225.1 |-164.8 |21.8|112.4

G3MP2B3    |-278.0 |305.9|299.3| 5.296|-216.7 |-155.7 |22.0|113.0

M062X/Def2T|-276.3 |     |     | 5.171|       |-157.1 |    |     

B3/6-311++G|-205.1 |     |     | 4.913|       |-91.7  |    |     

++++++++++++++++++++++++++++++++

HCSN(Me)CH2-

C3H6NS  mw:88.023 Anion CAS: Z-103769-77-3 fg:92 cnt:1338

DacidS=23.8/2.0 Stat | 

----

85ING/NIB3#  Datum: DacidG= 372.3/2.0 IMRE p:9

DacidH(AH)= 379.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jnrchs.zaf]

W1U        |25.3   |381.6|374.5| 1.038|9.5    |49.3   |23.8|91.9 

CBS-QB3    |25.2   |381.5|374.4| 1.044|9.4    |49.3   |23.9|92.0 

G3MP2B3    |24.0   |380.9|373.7| 1.143|10.4   |50.5   |24.0|92.3 

G3MP2B3+   |23.7   |380.7|373.8| 1.158|10.2   |50.5   |22.9|92.4 

G4MP2      |23.7   |380.7|373.4| 1.082|10.1   |48.7   |24.3|90.7 

M062X/Def2T|28.3   |383.7|376.7| 0.849|9.3    |48.0   |23.5|90.7 

B3/6-311++G|35.8   |380.9|374.2| 0.995|22.2   |58.9   |22.2|88.8 

++++++++++++++++++++++++++++++++

(H2O)2..{HCN}2..CN-

C3H6N3O2  mw:116.047 fg:485 cnt:4028

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

89MEO/SPE    Datum: DaffG= 2.9/1.4 TDAs | HOF(A-)=-89.5/3.1 AfIN p:8

DaffH(X..Y-)= 8.9/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

(H2O)3..Ni(CO)3-

C3H6NiO6  mw:195.952 fg:22 cnt:10954

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16XIE/ZOU    Datum: EA=1.647(92) eV PVMI p:8

Vertical Detachment Energy:1.887(80) eV.

++++++++++++++++++++++++++++++++

CH3COCH3-.

C3H6O  mw:58.042 Anion CAS: Z-17836-38-3 fg:102 cnt:3458

HOF(A.)= -51.9/0.2  94PED/       | BDE(A-H)= 12.8/1.0 R-AH           

HOF(AH)= -12.6/1.0 d+ah          |

----

94DES/ABD    Datum: EA=0.0346 eV EFD  | HOF(A-)=-52.7/0.2  p:7

DacidH(AH)= 325.6/1.4 D-EA

Electron affinity: 1.5 meV. Dipole-bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcor.zzf]

W1U        |-32.1  |     |     |-0.923|       |-53.2  |    |     

CBS-QB3    |-31.0  |     |     |-0.904|       |-51.7  |    |     

G3MP2B3    |-29.0  |     |     |-0.981|       |-51.5  |    |     

G3MP2B3+   |-30.2  |     |     |-0.933|       |-51.6  |    |     

G4MP2      |-30.4  |     |     |-0.906|       |-51.2  |    |     

M062X/Def2T|-22.9  |     |     |-1.209|       |-50.8  |    |     

B3/6-311++G|-29.2  |     |     |-0.589|       |-42.6  |    |     

++++++++++++++++++++++++++++++++

EtCHO-.

C3H6O  mw:58.042 Anion CAS: Z-106295-08-3 fg:102 cnt:6206

HOF(A.)= -45.1/0.6  15BUR/SIM    |

----

03HAM/DIR    Datum: EA=0.0010(1) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etcho-s.zzf]

W1U        |-27.4  |     |     |-0.817|       |-46.3  |    |     

CBS-QB3    |-25.7  |     |     |-0.836|       |-45.0  |    |     

G3MP2B3    |-24.4  |     |     |-0.889|       |-45.0  |    |     

G3MP2B3+   |-26.7  |     |     |-0.786|       |-45.1  |    |     

G4MP2      |-25.8  |     |     |-0.815|       |-44.6  |    |     

M062X/Def2T|-19.8  |     |     |-1.052|       |-44.1  |    |     

B3/6-311++G|-27.0  |     |     |-0.364|       |-35.6  |    |     

++++++++++++++++++++++++++++++++

Acetone-d6-.

C3D6O  mw:64.080 Anion CAS: Z-1166387-80-9 fg:102 cnt:6207

----

03HAM/DIR    Datum: EA=0.0025(1) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd3cocd3.zzf]

W1U        |-42.9  |     |     |-0.939|       |-64.4  |    |     

CBS-QB3    |-39.2  |     |     |-0.925|       |-60.5  |    |     

G3MP2B3    |-39.6  |     |     |-0.999|       |-62.6  |    |-9.6 

G4MP2      |-38.6  |     |     |-0.925|       |-59.9  |    |     

M062X/Def2T|-30.1  |     |     |-1.234|       |-58.5  |    |     

++++++++++++++++++++++++++++++++

acetone..O2-.

C3H6O3  mw:90.032

Core ion CAS: Z-11062-77-4 Solvent: 67-64-1 fg:491 cnt:9274

HOF(solv)= -51.9/0.2 neut 94PED/   

----

17PAT/MAN    Datum: EA=1.76(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CH2=CHCH2OH..O2-.

C3H6O3  mw:90.032

Core ion CAS: Z-11062-77-4 Solvent: 107-18-6 fg:491 cnt:9276

HOF(solv)= -29.8/0.4 neut 94PED/   

----

17PAT/MAN    Datum: EA=2.23(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [vjoho2.zcf]

G3MP2B3    |-63.8  | 26.2| 18.6| 25.4|-30.1  |-7.5   | 1.448

M062X/Def2T|-62.8  | 29.5| 20.9| 29.1|-28.8  |-4.5   | 1.426

++++++++++++++++++++++++++++++++

acetone..O4-.

C3H6O5  mw:122.022

Core ion CAS: Z-12596-84-8 Solvent: 67-64-1 fg:491 cnt:9280

HOF(solv)= -51.9/0.2 neut 94PED/   

----

17PAT/MAN    Datum: EA=2.10(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)..{MeCO2H}..CO3-.

C3H6O6  mw:138.017 fg:401 cnt:4862

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00VII/REI    Datum: DaffG= 4.6/0.2 IMRE p:5

++++++++++++++++++++++++++++++++

O3S(CH2)3SO3=

C3H6O6S2  mw:201.962 Anion CAS: Z-101418-57-9 fg:40 cnt:10598

----

10NIN/DAU    Datum: EA=1.3(1) eV PVMI p:8

Vertical Detachment Energy:1.8(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o3sj3so3.zdf]

CBS-QB3    |-315.4 |368.8|362.0|-15.95|-318.4 |-318.4 |22.8|52.1 

G3MP2B3    |-303.6 |369.9|363.3| 2.377|-306.3 |-248.5 |21.9|109.9

G3MP2B3+   |-303.0 |370.1|363.5| 2.355|-305.9 |-248.4 |22.2|109.6

M062X/Def2T|-295.0 |371.6|365.3| 2.116|-302.0 |-245.9 |21.4|108.2

B3/6-311++G|-186.5 |369.8|363.2| 1.471|-189.0 |-152.3 |22.2|88.9 

++++++++++++++++++++++++++++++++

cPrPH-

C3H6P  mw:73.021 Anion CAS: Z-1163712-00-2 fg:58 cnt:7453

DacidS=25.5/3.0 Calc | 

----

09HUR/YAN    Datum: DacidG= 360.9/2.7 IMRE p:8

DacidH(AH)= 368.5/2.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cprph.zaf]

W1U        |24.2   |369.8|362.2| 1.092|20.3   |49.5   |25.2|81.3 

CBS-QB3    |25.1   |369.4|361.9| 1.104|21.4   |50.6   |25.3|81.3 

G3MP2B3    |24.2   |369.2|361.6| 1.141|22.2   |50.7   |25.3|80.5 

G3MP2B3+   |24.0   |369.1|361.5| 1.143|22.1   |50.5   |25.5|80.5 

G4MP2      |23.9   |369.5|361.9| 1.088|21.6   |49.1   |25.3|79.6 

M062X/Def2T|25.1   |372.6|364.9| 0.854|17.2   |44.9   |25.8|79.8 

B3/6-311++G|35.1   |369.0|361.4| 1.055|33.3   |59.5   |25.4|78.3 

++++++++++++++++++++++++++++++++

Me2CH-

C3H7  mw:43.055 Anion CAS: Z-25012-80-0 fg:88 cnt:881

HOF(A.)=  21.3/0.7  90SEE/RUS    | BDE(A-H)= 98.4/0.7 R-AH           

HOF(AH)= -25.0/0.1  94PED/       |

DacidS=26.9/1.0 Stat |  S(A-)=65.4/1.0 Acid |  S(AH)=64.5/0.3  69STU/WES

----

89DEP/GRO    Datum: DacidH(AH)= 419.4/2.0 Bran | HOF(A-)=28.7/2.0 Acid p:8

DacidG(AH)= 411.4/2.0 H-TS  EA(eV)=-0.320 DaffH(X..Y-)= 10.8/2.0 A-IN

----

92PEE/RAD    Datum: DacidH(AH)= 419.5/4.8 Bran p:7

DacidG(AH)= 411.5/4.8 H-TS

----

84DEP/BIE    Datum: DacidH(AH)= 419.0/2.0 Bran p:7
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=0.689 eV SI   [15.9 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2ch.zaf]

W1U        |25.3   |417.8|410.2|-0.253|-26.6  |19.9   |25.4|98.6 

CBS-QB3    |27.3   |417.3|409.4|-0.226|-24.2  |22.6   |26.5|98.9 

G3MP2B3    |25.4   |417.3|409.8|-0.178|-24.7  |21.8   |25.3|98.5 

G3MP2B3+   |24.9   |     |     |-0.163|       |21.6   |    |     

G4MP2      |25.0   |     |     |-0.195|       |21.0   |    |     

M062X/Def2T|32.9   |420.2|412.6|-0.485|-22.7  |22.2   |25.6|97.0 

B3/6-311++G|30.0   |415.4|407.9|-0.246|-18.2  |24.8   |25.4|95.1 

++++++++++++++++++++++++++++++++

EtCH2-

C3H7  mw:43.055 Anion CAS: Z-59513-13-2 fg:88 cnt:2135

HOF(A.)=  24.2/0.2  06BOD/KER    | BDE(A-H)= 101.3/0.2 R-AH          

HOF(AH)= -25.0/0.1  94PED/       |

DacidS=28.2/2.0 Stat |  S(A-)=66.7/2.0 Acid |  S(AH)=64.5/0.3  69STU/WES

----

89DEP/GRO    Datum: DacidH(AH)= 415.6/2.0 Bran | HOF(A-)=24.9/2.0 Acid p:8

DacidG(AH)= 407.2/2.1 H-TS  EA(eV)=-0.029 DaffH(X..Y-)= 14.6/2.0 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jet.zaf]

W1U        |23.5   |416.0|408.4|-0.020|-26.6  |23.4   |25.5|102.1

CBS-QB3    |26.2   |416.2|408.2|-0.021|-24.2  |26.1   |26.7|102.4

G3MP2B3    |24.2   |416.0|407.8| 0.016|-24.7  |24.9   |27.4|101.7

M062X/Def2T|32.0   |419.4|411.5|-0.273|-22.7  |26.0   |26.5|100.8

B3/6-311++G|28.1   |413.6|406.0| 0.027|-18.2  |29.1   |25.7|99.4 

++++++++++++++++++++++++++++++++

nPrBr..Cl-

C3H7BrCl  mw:156.943

Core ion CAS: Z-16887-00-6 Solvent: 106-94-5 fg:482 cnt:4316

HOF(solv)= -20.8/0.8  94PED/       

----

96LI_/ROS    Datum: DaffG= 8.2/0.2 TDAs | HOF(A-)=-35.0/1.3 AfIN p:8

DaffH(X..Y-)= 14.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nprbrcl.zcf]

CBS-QB3    |-95.7  | 13.4|  7.2| 20.6|-25.6  |-56.7  

G3MP2B3    |-88.5  | 12.0|  5.7| 21.3|-20.4  |-56.1  

G3MP2B3+   |-88.6  | 11.9|  6.0| 19.8|-20.5  |-56.1  

G4MP2      |-87.2  | 12.2|  5.9| 21.1|-20.1  |-55.0  

M062X/Def2T|-83.8  | 15.7|  9.0| 22.3|-19.7  |-48.4  

B3/6-311++G|-79.2  | -0.4|  4.7| 19.6|-11.8  |-56.9  

++++++++++++++++++++++++++++++++

iPrBr..Cl-

C3H7BrCl  mw:156.943

Core ion CAS: Z-16887-00-6 Solvent: 75-26-3 fg:482 cnt:4317

HOF(solv)= -22.8/0.2  10STE/BOD    

----

96LI_/ROS    Datum: DaffG= 8.5/0.2 TDAs | HOF(A-)=-38.0/1.0 AfIN p:8

DaffH(X..Y-)= 15.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprbrcl.zcf]

CBS-QB3    |-98.5  | 13.9|  8.0| 19.8|-27.8  |-56.7  

G3MP2B3    |-92.4  | 13.0|  6.8| 20.7|-23.3  |-56.1  

G3MP2B3+   |-92.9  | 13.3|  7.5| 19.6|-23.4  |-56.1  

G4MP2      |-91.1  | 13.2|  7.0| 20.5|-23.0  |-55.0  

M062X/Def2T|-88.6  | 17.9| 11.4| 21.7|-22.3  |-48.4  

B3/6-311++G|-82.6  |  1.0|  6.1| 19.2|-13.8  |-56.9  

++++++++++++++++++++++++++++++++

nPrCl..Br-

C3H7BrCl  mw:156.943

Core ion CAS: Z-24959-67-9 Solvent: 540-54-5 fg:483 cnt:4324

HOF(solv)= -31.5/0.3  94PED/       

----

96LI_/ROS    Datum: DaffG= 6.0/0.2 TDAs | HOF(A-)=-94.4/1.1 AfIN p:8

DaffH(X..Y-)= 12.1/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nprclbr.zcf]

CBS-QB3    |-100.6 |  9.5|  3.9| 18.7|-35.9  |-55.2  

G3MP2B3    |-94.1  | 10.0|  4.0| 20.3|-31.6  |-52.5  

G3MP2B3+   |-94.2  | 10.1|  4.0| 20.2|-31.7  |-52.5  

G4MP2      |-93.5  |  6.4|  0.7| 19.1|-35.0  |-52.1  

M062X/Def2T|-92.3  |  9.0|  3.4| 18.9|-34.3  |-49.0  

B3/6-311++G|-84.6  |  5.5| -0.3| 19.4|-22.9  |-56.1  

++++++++++++++++++++++++++++++++

iPrCl..Br-

C3H7BrCl  mw:156.943

Core ion CAS: Z-24959-67-9 Solvent: 75-29-6 fg:483 cnt:4325

HOF(solv)= -34.8/0.2  10STE/BOD    

----

96LI_/ROS    Datum: DaffG= 6.3/0.2 TDAs | HOF(A-)=-98.0/1.1 AfIN p:8

DaffH(X..Y-)= 12.4/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprclbr.zcf]

CBS-QB3    |-105.6 | 14.5|  8.8| 19.1|-35.9  |-55.2  

G3MP2B3    |-98.6  | 11.2|  5.4| 19.3|-35.0  |-52.5  

G3MP2B3+   |-99.1  | 11.5|  5.3| 20.6|-35.1  |-52.5  

G4MP2      |-97.8  | 10.7|  5.0| 19.1|-35.0  |-52.1  

M062X/Def2T|-97.1  | 13.8|  7.4| 21.7|-34.3  |-49.0  

B3/6-311++G|-88.4  |  9.3|  3.4| 19.7|-22.9  |-56.1  

++++++++++++++++++++++++++++++++

nPrBr..Br-

C3H7Br2  mw:200.892

Core ion CAS: Z-24959-67-9 Solvent: 106-94-5 fg:483 cnt:1498

HOF(solv)= -20.8/0.8  94PED/       

----

74DOU/       Datum: DaffG= 5.7 TDAs p:7

DaffH(X..Y-)= 11.6 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nprbrbr.zcf]

CBS-QB3    |-94.8  | 13.9|  8.0| 19.8|-25.6  |-55.2  

G3MP2B3    |-83.3  | 10.4|  4.3| 20.6|-20.4  |-52.5  

G3MP2B3+   |-83.5  | 10.5|  4.6| 19.9|-20.5  |-52.5  

G4MP2      |-82.3  | 10.2|  4.2| 20.0|-20.1  |-52.1  

M062X/Def2T|-81.5  | 12.8|  6.6| 20.9|-19.7  |-49.0  

B3/6-311++G|-76.4  |  8.5|  2.5| 20.1|-11.8  |-56.1  

++++++++++++++++++++++++++++++++

iPrBr..Br-

C3H7Br2  mw:200.892

Core ion CAS: Z-24959-67-9 Solvent: 75-26-3 fg:483 cnt:1496

HOF(solv)= -22.8/0.2  10STE/BOD    

----

96LI_/ROS    Datum: DaffG= 6.3/0.2 TDAs | HOF(A-)=-87.9/1.1 AfIN p:8

DaffH(X..Y-)= 14.2/1.0 TDAs

----

74DOU/       Datum: DaffG= 6.3 TDAs p:6

DaffH(X..Y-)= 12.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprbrbr.zcf]

CBS-QB3    |-97.5  | 14.5|  8.8| 19.0|-27.8  |-55.2  

G3MP2B3    |-87.3  | 11.5|  5.4| 20.4|-23.3  |-52.5  

G3MP2B3+   |-88.0  | 12.1|  6.1| 20.1|-23.4  |-52.5  

G4MP2      |-86.3  | 11.2|  5.3| 19.9|-23.0  |-52.1  

M062X/Def2T|-86.1  | 14.8|  8.4| 21.6|-22.3  |-49.0  

B3/6-311++G|-79.6  |  9.7|  3.8| 19.7|-13.8  |-56.1  

++++++++++++++++++++++++++++++++

HCSiMe2Cl-.

C3H7ClSi  mw:106.001 fg:117 cnt:515

----

68JAG/HEN    Datum: HOF(A-)=-22.3/5.0 EIAE p:6

From Me3SiCl. Composite computational methods(18BAR/) indicate reasonable agreement.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcsir2cl.zaf]

G3MP2B3    |-18.6  |     |     | 0.200|       |-14.6  |    |     

G3MP2B3+   |-19.1  |     |     |      |       |       |    |     

M062X/Def2T|-15.5  |     |     | 0.089|       |-14.1  |    |     

B3/6-311++G|1.2    |     |     | 1.645|       |39.1   |    |     

++++++++++++++++++++++++++++++++

iPrCl..Cl-

C3H7Cl2  mw:112.993

Core ion CAS: Z-16887-00-6 Solvent: 75-29-6 fg:482 cnt:4314

HOF(solv)= -34.8/0.2  10STE/BOD    

----

96LI_/ROS    Datum: DaffG= 7.8/0.2 TDAs | HOF(A-)=-49.5/1.0 AfIN p:8

DaffH(X..Y-)= 14.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprclcl.zcf]

CBS-QB3    |-105.6 | 13.0|  7.0| 19.9|-35.9  |-56.7  

G3MP2B3    |-103.7 | 12.6|  6.7| 20.1|-35.0  |-56.1  

G3MP2B3+   |-103.7 | 12.5|  6.6| 19.7|-35.1  |-56.1  

G4MP2      |-102.7 | 12.7|  6.6| 20.4|-35.0  |-55.0  

M062X/Def2T|-99.5  | 16.7| 10.1| 22.2|-34.3  |-48.4  

B3/6-311++G|-91.4  |  0.6|  5.7| 19.5|-22.9  |-56.9  

++++++++++++++++++++++++++++++++

MeCONHMe-.

C3H7NO  mw:73.053 Anion CAS: Z-1192496-07-3 fg:102 cnt:9695

----

02LEC/LUC    Datum: EA=0.0148(10) eV Rydb p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acnhr-z.zzf]

G3MP2B3    |-21.8  |     |     |-1.443|       |-55.0  |    |     

++++++++++++++++++++++++++++++++

HCONMe2-.

C3H7NO  mw:73.053 Anion CAS: Z-84857-57-8 fg:102 cnt:4973

HOF(A.)= -46.0/0.4  94PED/       |

----

02LEC/LUC    Datum: EA=0.0135(10) eV Rydb p:7

----

99DES/PER    Datum: EA=0.0136 eV Rydb p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dmf.zzf]

CBS-QB3    |-14.0  |     |     |-1.447|       |-47.4  |    |     

G3MP2B3    |-12.1  |     |     |-1.456|       |-45.6  |    |     

G3MP2B3+   |-35.7  |     |     |-0.428|       |-45.8  |    |     

G4MP2      |-14.2  |     |     |-1.350|       |-45.4  |    |     

M062X/Def2T|-10.6  |     |     |-1.600|       |-47.5  |    |     

B3/6-311++G|-29.1  |     |     |-0.361|       |-37.6  |    |     

++++++++++++++++++++++++++++++++

nPrNO2-.

C3H7NO2  mw:89.048 Anion CAS: Z-34538-10-8 fg:102 cnt:8160

HOF(A.)= -29.6/0.1  94PED/       |

----

12ADA/KNU    Datum: EA=0.223(6) eV SEVI | HOF(A-)=-34.7/0.2 R-EA p:9

Vertical Detachment Energy:0.92(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nprno2.zzf]

CBS-QB3    |-36.9  |     |     | 0.235|       |-31.6  |    |     

G3MP2B3    |-32.9  |     |     | 0.166|       |-29.1  |    |     

G3MP2B3+   |-33.0  |     |     | 0.160|       |-29.4  |    |     

G4MP2      |-35.5  |     |     | 0.285|       |-29.0  |    |     

M062X/Def2T|-31.0  |     |     | 0.179|       |-27.0  |    |     

B3/6-311++G|-28.1  |     |     | 0.502|       |-16.5  |    |     

++++++++++++++++++++++++++++++++

HO2CCH(NH2)CH2OPO(OH)O-

C3H7NO6P  mw:184.002 Anion CAS: Z-103300-47-6 fg:97 cnt:8808

DacidS=24.0/3.0 Calc | 

----

15STO/PLU    Datum: DacidG= 308.5/3.4 IMRB p:8

DacidH(AH)= 315.7/3.5 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [seropo3c.zaf]

CBS-QB3    |-417.6 |-13.3|-19.6|      |-402.8 |       |21.2|     

G3MP2B3    |-408.2 |312.1|305.7|      |-353.1 |       |21.2|     

G4MP2      |-409.0 |-12.6|-18.6|      |-395.0 |       |20.3|     

M062X/Def2T|-412.5 |-14.9|-21.3| 5.238|-396.1 |-291.3 |21.3|-206.

B3/6-311++G|-343.6 |-12.1|-18.6| 4.831|-330.0 |-231.9 |21.8|-216.

++++++++++++++++++++++++++++++++

HN=C(NMe2)O-

C3H7N2O  mw:87.056 Anion CAS: A-598-94-7 fg:48 cnt:1231

HOF(AH)= -59.8/3.0 Est3          |

DacidS=23.5/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 354.8/2.4 IMRE | HOF(A-)=-63.7/3.9 Acid p:8

DacidH(AH)= 361.8/2.5 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2nconhz.zaf]

CBS-QB3    |-59.2  |361.4|354.6| 2.550|-54.8  |0.0    |22.8|106.9

G3MP2B3    |-57.8  |361.6|354.8| 2.561|-52.1  |1.7    |22.8|105.9

G3MP2B3+   |-58.3  |361.3|354.5| 2.576|-52.4  |1.5    |22.7|106.0

G4MP2      |-57.5  |361.7|354.7| 2.471|-52.1  |-0.2   |23.4|104.0

M062X/Def2T|-57.5  |363.0|356.3| 2.444|-55.8  |-0.7   |22.6|107.2

B3/6-311++G|-49.3  |361.5|354.7| 2.399|-43.5  |6.4    |22.7|102.0

++++++++++++++++++++++++++++++++

H2NCH2CH(NH2)CO2-

C3H7N2O2  mw:103.051 Anion CAS: Z-17781-37-2 fg:38 cnt:8205

HOF(AH)= -90.3 GpAd 93SP         |

----

12WEB/MUE    Datum: DacidH(AH)= 338.9/1.9 CIDC | HOF(A-)=-117.1/1.9 Acid p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aalaan.zaf]

CBS-QB3    |-123.6 |339.9|332.0|      |-97.8  |       |26.4|     

G3MP2B3    |-121.9 |340.9|332.9| 2.650|-95.6  |-59.4  |26.7|88.3 

G3MP2B3+   |-122.2 |340.8|332.8| 2.657|-95.8  |-59.5  |26.7|88.4 

G4MP2      |-121.5 |340.9|333.0| 2.528|-95.2  |-61.8  |26.4|85.5 

M062X/Def2T|-119.2 |342.2|334.0| 2.488|-96.6  |-60.4  |27.3|88.3 

B3/6-311++G|-107.9 |336.5|328.4| 2.425|-77.2  |-50.5  |27.3|78.7 

++++++++++++++++++++++++++++++++

(H2O)2..sym-triazine-.

C3H7N3O2  mw:117.054 fg:305 cnt:9992

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=0.72(5) eV LPES p:8

DaffH(AH)=  7.8/1.6 dEA

Vertical Detachment Energy:1.01(5) eV.

++++++++++++++++++++++++++++++++

iPrO-

C3H7O  mw:59.050 Anion CAS: Z-15520-32-8 fg:30 cnt:523

HOF(A.)= -12.6/1.0 D+AH          | BDE(A-H)= 104.7/1.0  82MCM/GOL    

HOF(AH)= -65.2/0.1  94PED/       |

DacidS=22.0/0.9 Stat |  S(A-)=70.1/0.9 Acid |  S(AH)=74.1/0.2  69BEN/CRU

----

00RAM/DAV    Datum: EA=1.874(4) eV LPES p:9

DacidG(AH)= 370.6/0.3 H-TS| DacidH(AH)= 375.1/1.4 D-EA

DaffH(AH)=  25.8/0.1 dEA

----

02ERV/DET    Datum: DacidH(AH)= 376.6/0.6 CIDC | HOF(A-)=-54.2/0.7 Acid p:8

DacidG(AH)= 370.1/0.7 H-TS  EA(eV)= 1.807 DaffH(X..Y-)= 37.0/0.7 A-IN

----

82ELL/ENG    Datum: EA=1.839(29) eV LPES p:8

----

79BAR/SCO #  Datum: DacidG= 368.8/2.0 IMRE p:8

DacidH(AH)= 375.4/2.0 G+TS

----

99DET/ERV    Datum: DacidH(AH)= 376.7/1.0 CIDT p:7

----

93HAA/HAR    Datum: DacidH(AH)= 375.7/2.0 CIDC p:7

DacidG(AH)= 369.1/2.0 H-TS

Both metastable and 50 eV collision energy.

----

82MAC/RAK    Datum: DacidG= 370.4/2.2 kfkr p:6

DacidH(AH)= 377.0/2.2 G+TS

Anchored on HCCH from the D-EA cycle.
###### the following are "below the line": evaluated as not accurate ####

----

68WIL/HAM #  Datum: HOF(A-)=-46.7/2.8 EIAE p:3

EA(eV)= 1.479 DaffH(X..Y-)= 29.5/2.8 A-IN

From iPr2O. Reworked with modern thermochemical data.

----

63TRE/NEU #  Datum: DacidH(AH)= 373.6/6.9 EIAE p:3

EA(eV)= 1.941

From iPrOH. Reworked with modern neutral thermochemistry.

----

69PAG/GOO    Datum: EA=0.672 eV SI   [15.5 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ipro.zaf]

W1U        |-55.5  |377.6|370.3| 1.865|-67.2  |-12.4  |24.4|106.9

CBS-QB3    |-54.7  |376.5|369.1| 1.893|-65.4  |-11.0  |24.8|106.6

G3MP2B3    |-54.8  |377.5|370.1| 1.896|-65.0  |-11.0  |24.6|106.2

G3MP2B3+   |-55.2  |377.1|369.9| 1.932|-65.2  |-10.6  |24.4|106.7

G4MP2      |-54.6  |377.2|369.8| 1.851|-64.6  |-11.9  |24.7|104.8

M062X/Def2T|-48.3  |379.7|372.3| 1.613|-63.3  |-11.0  |24.8|104.4

B3/6-311++G|-46.4  |374.3|367.1| 1.783|-53.5  |-5.2   |24.3|100.4

++++++++++++++++++++++++++++++++

nPrO-

C3H7O  mw:59.050 Anion CAS: Z-26232-83-7 fg:30 cnt:524

HOF(A.)=  -7.8/0.2 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -61.0/0.3  94PED/       |

DacidS=22.0/0.7 Stat |  S(A-)=72.9/0.7 Acid |  S(AH)=76.9/0.1  69BEN/CRU

----

19STO/BAR    Datum: EA=1.781(20) eV LPES | HOF(A-)=-48.8/1.3 Acid p:9

DacidG(AH)= 371.3/0.5 H-TS| DacidH(AH)= 377.8/1.1 D-EA

DaffH(AH)=  38.5/1.3 A-IN

Vertical Detachment Energy:1.921(20) eV.

----

12SHO/SCH    Datum: EA=1.789(33) eV LPES p:8

----

82ELL/ENG    Datum: EA=1.789(33) eV LPES p:8

----

79BAR/SCO #  Datum: DacidG= 369.4/2.0 IMRE | HOF(A-)=-50.7/2.1 Acid p:8

DacidH(AH)= 376.0/2.0 G+TS EA(ev)= 1.862 DaffH(X..Y-)= 40.3/2.1 A-IN

----

93HAA/HAR    Datum: DacidH(AH)= 376.2/2.0 CIDC p:7

Both metastable and 50 eV collision energy.

----

63TRE/NEU #  Datum: DacidH(AH)= 373.6/6.9 EIAE p:5

EA(eV)= 1.964

From nPrOH. Reworked with modern neutral thermochemistry.
###### the following are "below the line": evaluated as not accurate ####

----

68WIL/HAM #  Datum: HOF(A-)=-47.6/7.7 EIAE p:4

DaffH(X..Y-)= 37.2/7.7 A-IN

From nPrONO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nprog.zaf]

W1U        |-50.9  |378.0|370.9| 1.770|-63.0  |-9.7   |23.6|105.4

CBS-QB3    |-49.9  |377.0|370.0| 1.804|-61.2  |-7.9   |23.6|105.4

G3MP2B3    |-49.8  |378.1|371.1| 1.800|-60.7  |-8.0   |23.6|104.9

G3MP2B3+   |-50.5  |377.6|370.5| 1.824|-60.9  |-8.2   |23.9|104.9

G4MP2      |-49.6  |378.0|371.0| 1.724|-60.4  |-9.7   |23.5|102.8

M062X/Def2T|-44.5  |379.5|372.4| 1.549|-59.3  |-8.6   |23.7|102.9

B3/6-311++G|-42.4  |374.6|367.5| 1.706|-49.7  |-2.7   |23.9|99.1 

++++++++++++++++++++++++++++++++

MeOCH2CH2O-

C3H7O2  mw:75.045 Anion CAS: Z-33175-38-1 fg:32 cnt:554

HOF(A.)= -35.0/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -87.4/1.0 GpAd 93SP     |

DacidS=23.2/2.5 Stat |  S(A-)=82.8/2.7 Acid |  S(AH)=85.6/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 366.8/2.0 IMRE | HOF(A-)=-79.4/3.1 Acid p:9

DacidH(AH)= 373.7/2.1 G+TS EA(ev)= 1.924 DaffH(X..Y-)= 43.5/3.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rojjo.zaf]

W1U        |-79.1  |375.6|368.6|      |-88.8  |       |23.6|     

CBS-QB3    |-79.5  |374.7|367.5| 1.906|-88.5  |-35.4  |24.0|105.2

G3MP2B3    |-78.0  |375.7|368.6| 1.893|-86.5  |-34.1  |23.9|104.5

G3MP2B3+   |-78.5  |375.3|368.1| 1.917|-86.7  |-34.2  |24.0|104.6

M062X/Def2T|-74.5  |377.4|370.6| 1.628|-87.2  |-36.8  |23.0|102.6

B3/6-311++G|-67.0  |372.5|365.3| 1.797|-72.2  |-25.5  |23.9|98.9 

++++++++++++++++++++++++++++++++

H2O..CH2=C(Me)O-

C3H7O2  mw:75.045

Core ion CAS: Z-24262-31-5 Solvent: 7732-18-5 fg:263 cnt:2083

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88MEO/   2   Datum: DaffG= 9.7/1.0 TDAs | HOF(A-)=-122.2/2.3 AfIN p:8

DaffH(X..Y-)= 15.8/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [jcorw.zcf]

W1U        |-124.7 | 17.1|  8.6| 28.4|-58.5  |-49.1  

CBS-QB3    |-122.9 | 16.9|  8.0| 29.6|-58.2  |-47.9  

G3MP2B3    |-123.3 | 16.5|  7.7| 29.5|-57.6  |-49.1  

G3MP2B3+   |-123.8 | 16.9|  8.9| 26.7|-57.6  |-49.3  

G4MP2      |-122.6 | 16.3|  7.6| 29.2|-57.5  |-48.8  

M062X/Def2T|-118.3 | 19.3| 10.2| 30.5|-53.6  |-45.4  

B3/6-311++G|-112.9 | 16.8|  8.8| 26.8|-54.2  |-41.9  

++++++++++++++++++++++++++++++++

HOCH2CH2CH2O-

C3H7O2  mw:75.045 Anion CAS: Z-1064658-29-2 fg:31 cnt:2458

HOF(A.)= -45.6/2.5 D+AH          | BDE(A-H)= 104.0/2.0 Est2          

HOF(AH)= -97.5/1.4  94PED/       |

DacidS=23.8/3.0 Calc |  S(A-)=83.6/3.2 Acid |  S(AH)=85.8/1.0 GpAd 93SP

----

93CRO/BAR #  Datum: DacidG= 355.8/2.0 IMRE | HOF(A-)=-100.3/2.6 Acid p:9

DacidH(AH)= 362.9/2.2 G+TS EA(ev)= 2.372

.DELTA.acidG at 80xC. The entropy of acidity was revised from the original, based on composite computational values(18BAR/).

----

84HOU/TAB #  Datum: DacidG= 363.1/0.3 CIDC p:7

DacidH(AH)= 370.2/0.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj3o-c.zaf]

W1U        |-105.2 |361.8|355.1| 2.543|-101.1 |-46.2  |22.3|107.0

CBS-QB3    |-105.0 |360.6|353.8|      |-99.8  |       |22.7|     

G3MP2B3    |-103.5 |362.1|355.3| 2.585|-98.4  |-43.5  |22.6|106.9

G3MP2B3+   |-103.6 |362.2|355.5| 2.585|-98.7  |-43.7  |22.6|107.1

G4MP2      |-102.8 |362.0|355.2|      |-97.6  |       |22.5|     

M062X/Def2T|-100.9 |361.7|355.1| 2.409|-97.9  |-44.4  |22.1|105.7

B3/6-311++G|-90.5  |359.9|353.2| 2.421|-83.2  |-34.4  |22.6|100.9

++++++++++++++++++++++++++++++++

MeSH..MeCO2-

C3H7O2S  mw:107.017

Core ion CAS: Z-71-50-1 Solvent: 74-93-1 fg:234 cnt:2062

HOF(solv)=  -5.5/0.2 neut 94PED/   

----

88MEO/       Datum: DaffG= 8.1/1.0 TDAs | HOF(A-)=-20.4/1.0 AfIN p:8

DaffH(X..Y-)= 14.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rco2hsr.zcf]

CBS-QB3    |-143.3 | 14.5|  6.1| 28.0|-6.3   |-122.6 

G3MP2B3    |-141.1 | 13.9|  4.9| 30.3|-5.8   |-121.4 

G3MP2B3+   |-141.4 | 14.0|  4.4| 32.1|-5.8   |-121.5 

G4MP2      |-140.7 | 13.3|  3.9| 31.8|-6.3   |-121.1 

M062X/Def2T|-138.7 | 15.2|  6.8| 28.3|-4.8   |-118.7 

B3/6-311++G|-127.1 | 13.8|  4.5| 31.1|0.7    |-114.0 

++++++++++++++++++++++++++++++++

MeOH..MeCO2-

C3H7O3  mw:91.040

Core ion CAS: Z-71-50-1 Solvent: 67-56-1 fg:234 cnt:2061

HOF(solv)= -48.1/0.1 neut 94PED/   

----

88MEO/       Datum: DaffG= 10.5/1.0 TDAs | HOF(A-)=-65.7/1.0 AfIN p:8

DaffH(X..Y-)= 17.6/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohrco2.zcf]

CBS-QB3    |-189.8 | 18.4|  9.6| 29.7|-48.8  |-122.6 

G3MP2B3    |-187.1 | 17.9|  9.3| 28.7|-47.8  |-121.4 

G3MP2B3+   |-187.3 | 17.8|  8.3| 31.8|-47.9  |-121.5 

G4MP2      |-186.2 | 17.3|  9.0| 28.1|-47.8  |-121.1 

M062X/Def2T|-185.1 | 19.7| 10.0| 32.5|-46.6  |-118.7 

B3/6-311++G|-174.8 | 17.1|  7.9| 30.8|-43.7  |-114.0 

++++++++++++++++++++++++++++++++

H2O..EtCO2-

C3H7O3  mw:91.040

Core ion CAS: Z-72-03-7 Solvent: 7732-18-5 fg:234 cnt:3197

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 9.3/0.3 IMRE | HOF(A-)=-74.1/0.3 AfIN p:8

DaffH(X..Y-)= 16.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

00VII/REI    Datum: DaffG= 8.4/0.2 kfkr p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etco2w.zcf]

CBS-QB3    |-204.3 | 18.0|  9.2| 29.8|-58.2  |-128.0 

G3MP2B3    |-202.2 | 17.5|  8.5| 29.9|-57.6  |-127.1 

G3MP2B3+   |-202.5 | 17.5|  8.7| 29.6|-57.6  |-127.4 

G4MP2      |-200.9 | 16.9|  7.9| 30.1|-57.5  |-126.4 

M062X/Def2T|-198.3 | 20.0| 11.8| 27.3|-53.6  |-124.6 

B3/6-311++G|-187.6 | 17.6|  8.7| 29.8|-54.2  |-115.8 

++++++++++++++++++++++++++++++++

H2O..MeOCH2CO2-

C3H7O4  mw:107.035

Core ion CAS: Z-20758-58-1 Solvent: 7732-18-5 fg:238 cnt:3198

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.6/0.3 IMRE | HOF(A-)=-231.8/2.3 AfIN p:8

DaffH(X..Y-)= 15.6/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wrojco2.zcf]

CBS-QB3    |-230.9 | 17.3|  8.3| 30.0|-58.2  |-155.4 

G3MP2B3    |-227.3 | 16.8|  7.7| 30.3|-57.6  |-152.9 

G3MP2B3+   |-227.5 | 16.8|  8.2| 28.8|-57.6  |-153.1 

G4MP2      |-225.9 | 16.2|  7.3| 30.0|-57.5  |-152.1 

M062X/Def2T|-225.0 | 19.1| 10.0| 30.6|-53.6  |-152.3 

B3/6-311++G|-209.2 | 16.8|  8.2| 29.1|-54.2  |-138.3 

++++++++++++++++++++++++++++++++

H2O..MeCH(OH)CO2-

C3H7O4  mw:107.035

Core ion CAS: Z-113-21-3 Solvent: 7732-18-5 fg:238 cnt:3203

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.7/0.3 IMRE | HOF(A-)=-249.0/2.4 AfIN p:8

DaffH(X..Y-)= 14.7/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rxohco2w.zcf]

CBS-QB3    |-255.5 | 16.1|  7.2| 29.8|-58.2  |-181.2 

G3MP2B3    |-252.3 | 15.6|  6.7| 29.9|-57.6  |-179.1 

G3MP2B3+   |-252.6 | 15.6|  7.1| 28.7|-57.6  |-179.3 

G4MP2      |-250.4 | 15.1|  6.2| 29.8|-57.5  |-177.8 

M062X/Def2T|-248.3 | 17.7|  9.2| 28.5|-53.6  |-176.9 

B3/6-311++G|-232.5 | 15.6|  7.0| 28.8|-54.2  |-162.7 

++++++++++++++++++++++++++++++++

(H2O)2..MeCOCO2-

C3H7O5  mw:123.029 fg:238 cnt:11964

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22CAO/HU     Datum: EA=4.95(5) eV LPES p:8

DaffH(AH)=  11.5/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..HO2CCH2CO2-

C3H7O6  mw:139.025 fg:237 cnt:3250

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.0/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

iPrS-

C3H7S  mw:75.027 Anion CAS: Z-20733-15-7 fg:53 cnt:653

HOF(A.)=  16.0/2.2 D+AH          | BDE(A-H)= 86.4/2.1 D-EA           

HOF(AH)= -18.2/0.2  94PED/       |

DacidS=21.2/1.0 A-AH |  S(A-)=72.7/0.2 Isoe 69STU/WES |  S(AH)=77.5/1.0  69BEN/CRU

----

80JAN/REE    Datum: EA=2.02(2) eV LPD  p:9

----

79BAR/SCO #  Datum: DacidG= 347.1/2.0 IMRE | HOF(A-)=-30.5/2.0 Acid p:8

DacidH(AH)= 353.4/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iprs.zaf]

W1U        |-32.5  |354.0|346.9| 2.069|-20.6  |15.3   |23.6|88.1 

CBS-QB3    |-31.7  |352.9|345.9| 2.103|-18.9  |16.9   |23.4|87.9 

G3MP2B3    |-32.4  |353.8|346.8| 2.109|-19.0  |16.3   |23.4|87.5 

G3MP2B3+   |-32.6  |353.8|346.8| 2.110|-19.2  |16.2   |23.5|87.5 

G4MP2      |-32.1  |354.4|347.4| 2.038|-19.4  |15.0   |23.5|86.5 

M062X/Def2T|-25.5  |356.1|348.8| 1.866|-16.9  |17.5   |24.4|86.6 

B3/6-311++G|-18.7  |352.7|345.8| 2.022|-4.2   |28.1   |23.4|84.3 

++++++++++++++++++++++++++++++++

nPrS-

C3H7S  mw:75.027 Anion CAS: Z-20733-14-6 fg:53 cnt:654

HOF(A.)=  18.4/2.1 D+AH          | BDE(A-H)= 86.7/2.1 D-EA           

HOF(AH)= -16.2/0.2  94PED/       |

DacidS=21.1/1.4 A-AH |  S(A-)=75.5/1.0 Isoe 93SP |  S(AH)=80.4/1.0  69BEN/CRU

----

80JAN/REE    Datum: EA=2.00(2) eV LPD  p:9

----

79BAR/SCO #  Datum: DacidG= 347.9/2.0 IMRE | HOF(A-)=-27.7/2.1 Acid p:8

DacidH(AH)= 354.2/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nprs-g.zaf]

W1U        |-29.7  |354.9|348.1| 1.991|-18.8  |16.3   |22.9|87.2 

CBS-QB3    |-28.7  |353.9|347.1| 2.023|-16.8  |18.1   |23.0|87.0 

G3MP2B3    |-29.3  |354.8|348.0| 2.025|-16.9  |17.5   |22.9|86.5 

G3MP2B3+   |-29.4  |354.9|347.9| 2.026|-17.1  |17.4   |23.1|86.6 

G4MP2      |-29.0  |355.4|348.6| 1.955|-17.3  |16.2   |23.0|85.6 

M062X/Def2T|-23.3  |356.6|349.7| 1.825|-15.3  |18.7   |23.1|86.0 

B3/6-311++G|-16.5  |353.9|347.0| 1.937|-3.1   |28.2   |23.2|83.4 

++++++++++++++++++++++++++++++++

HS(CH2)3S-

C3H7S2  mw:106.999 Anion CAS: Z-170704-64-0 fg:54 cnt:5314 BDE(A-H)= 84.1/2.4 D-EA           

HOF(AH)=  -7.0/1.0 GpAd 93SP     |

DacidS=15.0/3.0 Est2 01KAR/WU |  S(A-)=82.3/3.2 Acid |  S(AH)=93.3/1.0 GpAd 93SP

----

01KAR/WU     Datum: DacidG= 341.6/2.1 IMRE | HOF(A-)=-26.6/2.5 Acid p:9

DacidH(AH)= 346.1/2.3 G+TS

----

01KAR/WU     Datum: EA=2.24(3) eV LPD  [51.6(6) kcal] p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsj3sg.zaf]

CBS-QB3    |-28.8  |345.9|339.7|      |-9.0   |       |20.8|     

G3MP2B3    |-28.9  |347.0|340.5| 2.385|-8.7   |26.7   |21.8|87.5 

M062X/Def2T|-24.3  |345.5|339.5| 2.190|-5.1   |26.9   |20.1|84.1 

B3/6-311++G|-9.6   |345.0|338.7| 2.337|12.7   |44.8   |20.9|84.2 

++++++++++++++++++++++++++++++++

CH2=Si(Me)CH2-

C3H7Si  mw:71.032 Anion CAS: A-4112-23-6 fg:81 cnt:1569

HOF(AH)=   5.0/4.0  86WAL/       |

DacidS=22.0/3.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

86DAM/DEP    Datum: DacidG= 379.0/5.0 IMRB | HOF(A-)=24.9/6.5 Acid p:3

DacidH(AH)= 385.6/5.1 G+TS

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 364-365 kcal/mol, near CH3CN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsij2.zaf]

W1U        |21.4   |373.2|365.1| 1.448|14.1   |54.6   |27.0|92.6 

CBS-QB3    |24.5   |373.5|365.0| 1.395|16.7   |56.3   |28.8|91.7 

G3MP2B3    |20.9   |372.8|363.4| 1.561|15.3   |56.4   |31.4|93.2 

G3MP2B3+   |20.9   |372.9|364.9| 1.546|15.1   |56.3   |26.8|93.3 

G4MP2      |20.6   |372.6|363.5| 1.529|15.1   |55.3   |30.4|92.3 

M062X/Def2T|27.2   |373.9|365.8| 1.375|18.0   |58.8   |27.1|92.9 

B3/6-311++G|37.9   |374.7|366.8| 1.292|30.5   |67.5   |26.6|89.1 

++++++++++++++++++++++++++++++++

nPrOH..Au-

C3H8AuO  mw:257.025

Core ion CAS: Z-19498-55-6 Solvent: 71-23-8 fg:24 cnt:11204

HOF(solv)= -61.0/0.3 neut 94PED/   

----

20WAN/HAN    Datum: EA=2.85(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

nPrOH..Au2-

C3H8Au2O  mw:453.991

Core ion CAS: Z-66525-34-6 Solvent: 71-23-8 fg:24 cnt:11208

HOF(solv)= -61.0/0.3 neut 94PED/   

----

20WAN/HAN    Datum: EA=2.36(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Me2BCH2-

C3H8B  mw:55.072 Anion CAS: Z-59272-45-6 fg:83 cnt:945

HOF(A.)=  13.6/3.9 D+AH          | BDE(A-H)= 95.0/3.0  71BEL/PLA     

HOF(AH)= -29.3/2.5  77PED/RYL    |

DacidS=24.5/3.0 Stat |  S(A-)=73.8/3.2 Acid |  S(AH)=75.3/1.0  76BEN

----

76MUR/BEA #  Datum: DacidG= 358.9/6.0 IMRB | HOF(A-)=-28.8/6.6 Acid p:8

DacidH(AH)= 366.2/6.1 G+TS EA(ev)= 1.839

Between AsH3,PH3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jbr2.zaf]

W1U        |-22.4  |371.7|366.8| 1.642|-28.3  |15.9   |16.4|96.3 

CBS-QB3    |-18.3  |371.1|366.3| 1.675|-23.7  |20.8   |16.1|96.6 

G3MP2B3    |-21.7  |369.8|364.6| 1.757|-24.3  |19.3   |17.4|95.7 

G3MP2B3+   |-22.1  |369.7|365.2| 1.764|-24.5  |19.1   |15.1|95.7 

G4MP2      |-21.5  |369.8|365.1| 1.711|-24.2  |18.4   |15.8|94.6 

M062X/Def2T|-19.0  |373.2|368.2| 1.446|-27.5  |14.8   |16.7|94.4 

B3/6-311++G|-15.3  |372.8|368.4| 1.544|-20.8  |20.8   |14.8|93.7 

++++++++++++++++++++++++++++++++

MeS(BH3)CH2CO2-

C3H8BO2S  mw:119.034 Anion CAS: Z-917601-77-5 fg:38 cnt:6864

DacidS=22.2/2.0 Stat | 

----

06REN/       Datum: DacidG= 319.2/1.9 CIDC p:9

DacidH(AH)= 325.8/1.9 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsbjco2.zaf]

CBS-QB3    |-135.9 |326.0|318.6|      |-96.2  |       |24.6|     

G3MP2B3    |-133.2 |327.2|320.0| 3.319|-93.3  |-55.0  |24.4|90.4 

G3MP2B3+   |-133.6 |327.1|319.7| 3.328|-93.4  |-55.1  |24.6|90.4 

G4MP2      |-133.5 |327.2|319.9| 3.189|-93.6  |-58.3  |24.5|87.4 

M062X/Def2T|-135.4 |327.6|320.4| 3.224|-98.3  |-59.6  |24.1|90.9 

B3/6-311++G|-112.7 |323.9|317.0| 3.191|-69.4  |-37.4  |23.2|84.1 

++++++++++++++++++++++++++++++++

iPrOH..Br-

C3H8BrO  mw:138.976

Core ion CAS: Z-24959-67-9 Solvent: 67-63-0 fg:483 cnt:4454

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 8.4/0.6 TDAs | HOF(A-)=-130.4/0.4 AfIN p:9

DaffH(X..Y-)= 14.4/0.2 TDAs

----

96TAN/MOR    Datum: DaffG= 9.2/2.0 IMRE p:7

Anchored to H2O.bullet..bullet.Br- of 88HIR/MIZ2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprohbr.zcf]

CBS-QB3    |-139.1 | 18.4| 12.0| 21.4|-65.4  |-55.2  

G3MP2B3    |-132.3 | 14.8|  8.4| 21.3|-65.0  |-52.5  

G3MP2B3+   |-132.6 | 14.9|  8.4| 21.8|-65.2  |-52.5  

G4MP2      |-131.1 | 14.4|  7.9| 21.9|-64.6  |-52.1  

M062X/Def2T|-129.8 | 17.5| 10.9| 22.2|-63.3  |-49.0  

B3/6-311++G|-122.2 | 12.6|  6.1| 22.0|-53.5  |-56.1  

++++++++++++++++++++++++++++++++

iPrOH..Cl-

C3H8ClO  mw:95.027

Core ion CAS: Z-16887-00-6 Solvent: 67-63-0 fg:482 cnt:1404

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 11.3/0.5 TDAs | HOF(A-)=-84.5/0.2 AfIN p:9

DaffH(X..Y-)= 19.4/0.2 TDAs

----

87HIR/MIZ4   Datum: DaffG= 10.9/1.4 TDAs p:7

DaffH(X..Y-)= 18.3/1.0 TDAs

----

84LAR/MCM2   Datum: DaffG= 10.7/2.0 IMRE p:6

DaffH(X..Y-)= 17.6/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprohcl.zcf]

W1U        |-140.4 | 17.7| 10.9| 22.6|-67.2  |-55.5  

CBS-QB3    |-140.0 | 17.8| 11.2| 21.9|-65.4  |-56.7  

G3MP2B3    |-138.3 | 17.2| 10.5| 22.3|-65.0  |-56.1  

G3MP2B3+   |-138.4 | 17.1| 10.6| 21.7|-65.2  |-56.1  

G4MP2      |-137.0 | 17.4| 10.7| 22.6|-64.6  |-55.0  

M062X/Def2T|-133.3 | 21.5| 14.6| 23.1|-63.3  |-48.4  

B3/6-311++G|-125.8 |  4.5|  8.9| 21.8|-53.5  |-56.9  

++++++++++++++++++++++++++++++++

nPrOH..Cl-

C3H8ClO  mw:95.027

Core ion CAS: Z-16887-00-6 Solvent: 71-23-8 fg:482 cnt:1403

HOF(solv)= -61.0/0.3 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 11.7/1.4 TDAs | HOF(A-)=-81.4/1.1 AfIN p:7

DaffH(X..Y-)= 20.4/1.0 TDAs

----

84LAR/MCM2   Datum: DaffG= 10.8/2.0 IMRE p:7

DaffH(X..Y-)= 17.7/2.0 G+TS

----

87HIR/       Datum: DaffG= 11.7/2.0 TDAs p:6

DaffH(X..Y-)= 20.4/0.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nprohcl.zcf]

CBS-QB3    |-135.5 | 17.6| 11.1| 21.7|-61.2  |-56.7  

G3MP2B3    |-134.0 | 17.1| 10.5| 22.1|-60.7  |-56.1  

G3MP2B3+   |-134.0 | 17.0| 10.6| 21.2|-60.9  |-56.1  

G4MP2      |-132.7 | 17.3| 10.6| 22.4|-60.4  |-55.0  

M062X/Def2T|-129.4 | 21.6| 14.6| 23.3|-59.3  |-48.4  

B3/6-311++G|-122.2 |  4.7|  9.2| 21.3|-49.7  |-56.9  

++++++++++++++++++++++++++++++++

HOCH2CH2CH2OH..Cl-

C3H8ClO2  mw:111.022

Core ion CAS: Z-16887-00-6 Solvent: 504-63-2 fg:482 cnt:3485

HOF(solv)= -97.5/1.4 neut 94PED/   

----

16SHO/WAN    Datum: EA=4.85(10) eV LPES p:8

DaffH(AH)=  28.5/2.3 dEA

Vertical Detachment Energy:5.00(10) eV.

----

95ZHA/BEG    Datum: DaffG= 18.2/1.0 TDAs | HOF(A-)=-125.8/2.2 AfIN p:8

DaffH(X..Y-)= 28.3/1.7 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cho2j3cl.zcf]

CBS-QB3    |-179.7 | 23.2| 16.0| 24.1|-99.8  |-56.7  

G3MP2B3    |-177.4 | 22.9| 15.6| 24.5|-98.4  |-56.1  

G3MP2B3+   |-177.5 | 22.7| 15.6| 23.8|-98.7  |-56.1  

G4MP2      |-175.8 | 23.2| 15.9| 24.3|-97.6  |-55.0  

M062X/Def2T|-174.9 | 28.5| 20.8| 25.7|-97.9  |-48.4  

B3/6-311++G|-159.8 |  8.8| 12.6| 23.7|-83.2  |-56.9  

++++++++++++++++++++++++++++++++

iPrOH..F-

C3H8FO  mw:79.056

Core ion CAS: Z-16984-48-8 Solvent: 67-63-0 fg:481 cnt:1037

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 25.7/1.5 TDAs | HOF(A-)=-158.1/1.0 AfIN p:9

DaffH(X..Y-)= 33.5/0.7 TDAs

----

83LAR/MCM    Datum: DaffG= 24.7/2.0 IMRE p:8

DaffH(X..Y-)= 32.3/2.0 G+TS

----

99DET/ERV    Datum: DaffH= 33.2/2.2 CIDT p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprohf.zcf]

CBS-QB3    |-159.3 | 34.9| 27.1| 26.0|-65.4  |-59.0  

G3MP2B3    |-157.6 | 32.5| 24.6| 26.3|-65.0  |-60.1  

G3MP2B3+   |-158.2 | 32.9| 25.7| 24.1|-65.2  |-60.1  

G4MP2      |-156.9 | 30.3| 22.4| 26.3|-64.6  |-62.0  

M062X/Def2T|-153.2 | 44.0| 36.7| 24.5|-63.3  |-45.9  

B3/6-311++G|-148.1 | 22.8| 25.9| 24.2|-53.5  |-61.5  

++++++++++++++++++++++++++++++++

nPrOH..F-

C3H8FO  mw:79.056

Core ion CAS: Z-16984-48-8 Solvent: 71-23-8 fg:481 cnt:1036

HOF(solv)= -61.0/0.3 neut 94PED/   

----

83LAR/MCM    Datum: DaffG= 24.7/2.0 IMRE | HOF(A-)=-152.7/2.1 AfIN p:6

DaffH(X..Y-)= 32.3/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nprohfg.zcf]

CBS-QB3    |-154.3 | 34.3| 26.1| 27.4|-61.0  |-59.0  

G3MP2B3    |-153.1 | 32.3| 24.5| 26.2|-60.7  |-60.1  

G3MP2B3+   |-153.9 | 32.8| 25.7| 23.9|-60.9  |-60.1  

G4MP2      |-152.2 | 29.9| 22.1| 26.4|-60.3  |-62.0  

M062X/Def2T|-149.4 | 44.3| 36.5| 26.3|-59.1  |-45.9  

B3/6-311++G|-144.4 | 22.8| 26.0| 23.9|-49.7  |-61.5  

++++++++++++++++++++++++++++++++

nPrOD..F-

C3H7DFO  mw:80.063

Core ion CAS: Z-16984-48-8 Solvent: 4712-36-1 fg:481 cnt:6533

HOF(solv)= -61.0/0.3 neut 94PED/   

----

92WIL/SZU    Datum: DaffG= 24.3/2.0 IMRE p:8

Reported relative to ROH.bullet..bullet.F-, 0.5 kcal/mol weaker.

++++++++++++++++++++++++++++++++

iPrOD..F-

C3H7DFO  mw:80.063

Core ion CAS: Z-16984-48-8 Solvent: 3979-51-9 fg:481 cnt:6534

HOF(solv)= -65.2/0.1 neut 94PED/   

----

92WIL/SZU    Datum: DaffG= 24.3/2.0 IMRE p:8

Reported relative to ROH.bullet..bullet.F-, 0.5 kcal/mol weaker.

++++++++++++++++++++++++++++++++

Me2Si(F)CH2-

C3H8FSi  mw:91.038 Anion CAS: Z-97649-41-7 fg:92 cnt:2355

HOF(AH)= -135.0/10.0  88CAM/MAR  |

DacidS=28.0/2.0 Stat |  S(A-)=85.8/2.2 Acid |  S(AH)=83.8/1.0 GpAd 93SP

----

90ALL/MCM    Datum: DacidG= 380.2/4.6 IMRB | HOF(A-)=-112.1/11.0 Acid p:7

DacidH(AH)= 388.6/4.6 G+TS

Between H2O, HO.bullet..

----

90ALL/MCM    Datum: DaffH= 37.0/2.0 IMRB p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsifr2.zaf]

W1U        |-119.6 |385.7|378.1|      |-139.4 |       |25.6|     

CBS-QB3    |-116.6 |385.6|378.0| 1.325|-136.4 |-85.9  |25.4|102.6

G3MP2B3    |-117.5 |384.7|377.3| 1.381|-135.0 |-85.5  |25.0|101.6

G3MP2B3+   |-117.6 |384.6|377.1| 1.390|-135.0 |-85.4  |25.4|101.7

G4MP2      |-118.1 |384.9|377.4| 1.289|-135.8 |-88.1  |24.9|99.7 

M062X/Def2T|-112.9 |386.4|378.5| 1.191|-134.6 |-85.6  |26.6|101.1

B3/6-311++G|-93.7  |384.7|377.1| 1.308|-111.0 |-63.3  |25.3|99.8 

++++++++++++++++++++++++++++++++

iPrOH..SF6-

C3H8F6OS  mw:206.021

Core ion CAS: Z-25031-39-4 Solvent: 67-63-0 fg:24 cnt:11019

HOF(solv)= -65.2/0.1 neut 94PED/   

----

86SIE/       Datum: DaffG= 5.6/0.3 TDAs p:8

DaffH(X..Y-)= 13.4/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sf6hoipr.zcf]

G3MP2B3    |-384.0 | 13.0|  3.1| 33.1|-64.7  |-306.2 

++++++++++++++++++++++++++++++++

iPrOH..I-

C3H8IO  mw:186.963

Core ion CAS: Z-20461-54-5 Solvent: 67-63-0 fg:484 cnt:1464

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 6.3/0.6 TDAs | HOF(A-)=-123.3/0.3 AfIN p:8

DaffH(X..Y-)= 13.1/0.2 TDAs

----

84CAL/KEB    Datum: DaffG= 6.5/1.0 TDAs p:7

DaffH(X..Y-)= 12.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprohi.zc0]

M062X/Def2T|-120.7 | 13.9|  7.5| 21.4|-63.2  |-43.7  

++++++++++++++++++++++++++++++++

nPrNH-

C3H8N  mw:58.066 Anion CAS: Z-62063-12-1 fg:43 cnt:663

HOF(A.)=  32.0/3.0 D+AH          | BDE(A-H)= 101.0/3.0 Est2 82MCM/GOL

HOF(AH)= -16.9/0.1  06BOD/KER    |

DacidS=24.8/3.0 Stat |  S(A-)=74.6/3.2 Acid |  S(AH)=75.8/1.0  69BEN/CRU

----

71BRA/BLA    Datum: DacidG= 391.0/3.0 IMRB | HOF(A-)=15.8/3.1 Acid p:7

DacidH(AH)= 398.4/3.1 G+TS EA(ev)= 0.703

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nprnh-g.zaf]

W1U        |14.1   |398.6|390.6| 0.654|-18.6  |29.1   |26.8|99.8 

CBS-QB3    |16.5   |398.0|390.4| 0.672|-15.8  |31.9   |25.5|99.8 

G3MP2B3    |14.9   |398.0|390.5| 0.698|-15.9  |31.0   |25.1|99.0 

G3MP2B3+   |14.1   |397.4|389.4| 0.732|-16.1  |30.8   |26.8|99.0 

G4MP2      |14.6   |397.8|390.3| 0.651|-16.0  |29.6   |25.2|97.7 

M062X/Def2T|22.6   |401.5|393.9| 0.418|-14.1  |32.2   |25.4|98.5 

B3/6-311++G|21.1   |397.2|389.3| 0.605|-8.8   |34.9   |26.6|95.9 

++++++++++++++++++++++++++++++++

iPrNH-

C3H8N  mw:58.066 Anion CAS: Z-54448-41-8 fg:43 cnt:662

HOF(A.)=  28.9/3.0 D+AH          | BDE(A-H)= 101.0/3.0 Est2 82MCM/GOL

HOF(AH)= -20.0/0.1  94PED/       |

DacidS=24.6/3.0 Stat |  S(A-)=71.7/3.2 Acid |  S(AH)=73.1/1.0 GpAd 93SP

----

71BRA/BLA    Datum: DacidG= 389.9/3.0 IMRB | HOF(A-)=11.6/3.1 Acid p:7

DacidH(AH)= 397.2/3.1 G+TS EA(ev)= 0.753

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iprnh.zaf]

W1U        |8.7    |396.7|389.1| 0.791|-22.1  |27.0   |25.6|101.3

CBS-QB3    |10.7   |395.9|388.4| 0.820|-19.5  |29.7   |25.4|101.3

G3MP2B3    |9.0    |395.9|388.3| 0.853|-19.6  |28.9   |25.3|100.6

G3MP2B3+   |8.6    |395.7|388.1| 0.864|-19.8  |28.7   |25.5|100.6

G4MP2      |8.5    |395.5|387.9| 0.811|-19.8  |27.4   |25.4|99.3 

M062X/Def2T|18.5   |400.7|393.2| 0.500|-17.5  |30.3   |25.3|99.8 

B3/6-311++G|16.1   |394.9|387.3| 0.750|-11.5  |33.5   |25.5|97.1 

++++++++++++++++++++++++++++++++

Et(Me)N-

C3H8N  mw:58.066 Anion CAS: Z-503831-44-5 fg:44 cnt:1100

HOF(A.)=  30.9/2.2 D+AH          | BDE(A-H)= 94.6/2.0 Est2 88COL/    

HOF(AH)= -11.6/1.0 GpAd 93SP     |

DacidS=25.8/2.0 Stat |  S(A-)=76.4/2.2 Acid |  S(AH)=76.6/1.0 GpAd 93SP

----

85ING/NIB2   Datum: DacidG= 387.4/2.0 IMRE | HOF(A-)=17.8/2.3 Acid p:9

DacidH(AH)= 395.1/2.1 G+TS EA(ev)= 0.569

The .DELTA.fH(Et(Me)N.) in 90SEE/RUS gives Bond Dissociation Energy(N-H) = 99 kcal/mol, ca. 5 kcal/mol too strong.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etnr.zaf]

W1U        |14.9   |393.2|385.8| 0.635|-12.4  |29.9   |24.8|94.4 

CBS-QB3    |15.9   |391.9|384.5| 0.683|-10.2  |32.0   |24.7|94.4 

G3MP2B3    |15.4   |392.5|385.1| 0.700|-9.9   |31.9   |24.8|93.9 

G3MP2B3+   |14.8   |392.1|384.7| 0.720|-10.1  |31.7   |24.7|93.9 

G4MP2      |14.9   |392.2|384.8| 0.654|-10.2  |30.3   |24.9|92.6 

M062X/Def2T|21.2   |395.1|387.6| 0.459|-9.2   |32.1   |24.9|93.4 

B3/6-311++G|19.5   |390.4|383.0| 0.630|-3.6   |34.4   |24.7|90.0 

++++++++++++++++++++++++++++++++

Me2NCH2-

C3H8N  mw:58.066 Anion CAS: Z-125231-49-4 fg:92 cnt:884

HOF(A.)=  32.1/1.4 D+AH          | BDE(A-H)= 89.9/1.4  97WAY/CLA     

HOF(AH)=  -5.6/0.3  94PED/       |

DacidS=27.6/2.0 Stat |  S(A-)=70.6/2.0 Acid |  S(AH)=69.0/0.3  69STU/WES

----

78MAC/BOH2   Datum: DacidG=>398.0 IMRB | HOF(A-)=>34.9/0.3 Acid p:6

DacidH(AH)=>406.2 G+TS EA(ev)=-0.118

Composite computational methods(18BAR/) put .DELTA.acidH ca. 412 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jnr2.zaf]

W1U        |38.8   |412.1|404.5|-0.254|-7.4   |33.2   |25.5|92.7 

CBS-QB3    |40.2   |412.0|404.4|-0.245|-6.0   |34.7   |25.3|92.9 

G3MP2B3    |39.4   |411.8|404.2|-0.176|-5.2   |35.5   |25.3|92.8 

G3MP2B3+   |38.7   |411.3|403.6|-0.155|-5.4   |35.2   |25.8|92.8 

G4MP2      |38.8   |411.4|403.8|-0.219|-5.5   |33.9   |25.4|91.5 

M062X/Def2T|45.0   |414.9|407.3|-0.466|-5.2   |34.5   |25.4|91.8 

B3/6-311++G|45.0   |410.5|402.8|-0.284|1.8    |38.6   |25.8|88.9 

++++++++++++++++++++++++++++++++

MeOH..H2NCH2CO2-

C3H8NO3  mw:106.051

Core ion CAS: Z-23297-34-9 Solvent: 67-56-1 fg:236 cnt:7430

HOF(solv)= -48.1/0.1 neut 94PED/   

----

08NIE/ATK    Datum: DaffG= 9.5/1.0 TDAs | HOF(A-)=-183.0/2.1 AfIN p:9

DaffH(X..Y-)= 17.0/0.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohgly.zcf]

CBS-QB3    |-185.8 | 17.4|  8.4| 30.2|-48.8  |-119.6 

G3MP2B3    |-182.7 | 16.9|  7.9| 30.2|-47.8  |-118.0 

G3MP2B3+   |-182.9 | 16.8|  8.3| 28.4|-47.9  |-118.2 

G4MP2      |-181.7 | 16.4|  7.4| 30.1|-47.8  |-117.6 

M062X/Def2T|-180.8 | 18.6|  9.6| 30.0|-46.6  |-115.6 

B3/6-311++G|-169.6 | 16.0|  7.6| 28.5|-43.7  |-109.9 

++++++++++++++++++++++++++++++++

H2O..H2NCH(Me)CO2-

C3H8NO3  mw:106.051

Core ion CAS: Z-17807-53-3 Solvent: 7732-18-5 fg:236 cnt:8190

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WIN/       Datum: DaffG= 7.8/0.8 TDAs | HOF(A-)=-197.1/2.3 AfIN p:8

DaffH(X..Y-)= 15.3/0.4 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [alaw.zcf]

CBS-QB3    |-199.3 | 13.6|  4.6| 30.1|-58.2  |-127.5 

G3MP2B3    |-197.6 | 13.7|  5.4| 28.1|-57.6  |-126.2 

G3MP2B3+   |-198.1 | 14.0|  6.7| 24.2|-57.6  |-126.5 

G4MP2      |-196.4 | 13.3|  4.2| 30.5|-57.5  |-125.5 

M062X/Def2T|-192.9 | 15.9|  7.3| 28.7|-53.6  |-123.4 

B3/6-311++G|-183.9 | 16.6|  8.2| 28.3|-54.2  |-113.1 

++++++++++++++++++++++++++++++++

(H2O)..{EtCO2H}..NO3-

C3H8NO6  mw:154.036 fg:489 cnt:4867

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00VII/REI    Datum: DaffG= 3.9/0.2 IMRE p:5

++++++++++++++++++++++++++++++++

H2NCOCH(NH2)CH2OPO(OH)O-

C3H8N2O5P  mw:183.018 Anion CAS: Z-1819985-64-2 fg:41 cnt:8811

----

15STO/PLU    Datum: DacidG= 314.0/4.3 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nserpo3h.zaf]

CBS-QB3    |-366.6 |316.3|309.8|      |-317.1 |       |21.7|     

G3MP2B3    |-357.5 |317.2|311.0|      |-307.5 |       |20.8|     

G3MP2B3+   |-357.4 |317.4|310.9|      |-307.6 |       |21.6|     

M062X/Def2T|-362.5 |318.7|312.6| 4.534|-316.5 |-257.8 |20.6|110.8

B3/6-311++G|-297.0 |317.2|310.7| 4.388|-246.9 |-197.8 |21.6|101.3

++++++++++++++++++++++++++++++++

(MeNO2)2..CH2NO2-

C3H8N3O6  mw:182.042 fg:270 cnt:6419

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 5.8/2.1 TDAs | HOF(A-)=-64.7/0.9 AfIN p:8

DaffH(X..Y-)= 13.3/0.7 TDAs

++++++++++++++++++++++++++++++++

(H2O)4..Ni(CO)3-

C3H8NiO7  mw:213.963 fg:22 cnt:10955

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16XIE/ZOU    Datum: EA=1.736(88) eV PVMI p:8

Vertical Detachment Energy:2.023(74) eV.

++++++++++++++++++++++++++++++++

MeSOEt-.

C3H8OS  mw:92.030 Anion CAS: N-1669-98-3 fg:102 cnt:6223

HOF(A.)= -42.5/1.0 GpAd 93SP     |

----

03HAM/DIR    Datum: EA=0.0124(2) eV Rydb p:8

++++++++++++++++++++++++++++++++

(MeO)2P(=O)CH2-

C3H8O3P  mw:123.022 Anion CAS: Z-128478-99-9 fg:73 cnt:9889

DacidS=24.3/3.0 Calc | 

----

93LUM/GRA    Datum: DacidG= 366.0/3.0 IMRB p:7

DacidH(AH)= 373.3/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jpoor2.zaf]

CBS-QB3    |-192.5 |379.3|372.2|      |-206.0 |       |24.0|     

G3MP2B3    |-187.0 |379.4|372.1| 1.682|-199.1 |-148.0 |24.4|103.3

G3MP2B3+   |-187.3 |379.0|371.7| 1.704|-199.1 |-147.9 |24.3|103.3

G4MP2      |-188.9 |379.2|372.6| 1.557|-200.9 |-152.6 |22.1|100.4

M062X/Def2T|-189.8 |379.1|371.7| 1.566|-204.2 |-153.7 |24.7|102.6

B3/6-311++G|-144.5 |377.3|369.9| 1.698|-154.5 |-105.2 |24.9|101.5

++++++++++++++++++++++++++++++++

Me2PCH2-

C3H8P  mw:75.037 Anion CAS: Z-119405-80-0 fg:92 cnt:1099

HOF(AH)= -24.2/1.2  77PED/RYL    |

DacidS=24.4/2.0 Stat | 

----

85ING/NIB2   Datum: DacidG= 383.8/2.0 IMRE | HOF(A-)=1.2/2.4 Acid p:8

DacidH(AH)= 391.1/2.1 G+TS

----

98ROM/GAT    Datum: DacidG= 378.0/4.0 IMRB p:6

DacidH(AH)= 385.3/4.0 G+TS

The conflict with 85ING/NIB2 is not resolved.

----

88GRA/ROY    Datum: DacidG= 376.9/3.1 IMRB p:6

DacidH(AH)= 384.2/3.2 G+TS

Between O-. and MeO-, nearer the latter.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jpr2.zaf]

W1U        |-0.1   |391.8|384.0| 0.862|-26.1  |19.7   |26.1|97.9 

CBS-QB3    |1.6    |391.8|384.1| 0.859|-24.4  |21.4   |25.8|97.9 

G3MP2B3    |0.3    |391.0|383.4| 0.954|-23.5  |22.3   |25.6|98.0 

G3MP2B3+   |-0.4   |390.6|382.5| 0.983|-23.7  |22.2   |27.1|98.0 

G4MP2      |-0.7   |390.9|383.3| 0.901|-24.5  |20.1   |25.6|96.7 

M062X/Def2T|4.5    |393.5|385.6| 0.729|-24.3  |21.2   |26.6|97.6 

B3/6-311++G|13.6   |392.5|384.4| 0.778|-11.6  |31.4   |27.1|95.1 

++++++++++++++++++++++++++++++++

Au2(SMe)3-

C3H9Au2S3  mw:534.920 Anion CAS: Z-1336897-67-6 fg:24 cnt:10626

----

12NIN/XIO    Datum: EA=4.06(3) eV LPES p:8

Vertical Detachment Energy:4.14(3) eV.

++++++++++++++++++++++++++++++++

Me3B..F-

C3H9BF  mw:75.079 Anion CAS: Z-63599-30-4 fg:481 cnt:968

HOF(solv)= -29.3/2.5 neut 77PED/RYL

----

77MUR/BEA2   Datum: DaffH= 58.5 IMRB | HOF(A-)=-147.2/2.6 AfIN p:6

MeSiF3>Me3B>SF4.
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 39.7/2.0 IMRE p:4

DaffH(X..Y-)= 47.2/2.0 G+TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 50-51 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r3bf.zcf]

W1U        |-147.7 | 59.3| 48.2| 37.1|-28.3  |-60.1  

CBS-QB3    |-144.8 | 62.1| 51.0| 37.3|-23.7  |-59.0  

G3MP2B3    |-145.1 | 60.7| 50.0| 36.1|-24.3  |-60.1  

G3MP2B3+   |-145.6 | 61.0| 49.7| 38.0|-24.5  |-60.1  

G4MP2      |-144.3 | 58.1| 46.8| 37.9|-24.2  |-62.0  

M062X/Def2T|-144.7 | 71.2| 60.7| 35.5|-27.5  |-45.9  

B3/6-311++G|-134.3 | 41.7| 40.6| 38.2|-20.8  |-61.5  

++++++++++++++++++++++++++++++++

(MeO)3B..F-

C3H9BFO3  mw:123.063 Anion CAS: Z-76791-10-1 fg:481 cnt:1024

HOF(solv)=-215.1/0.5  77PED/RYL    
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 34.0/3.0 IMRB | HOF(A-)=-316.6/3.1 AfIN p:4

DaffH(X..Y-)= 42.0/3.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 41 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ro3bf.zcf]

CBS-QB3    |-329.5 | 52.7| 41.7| 37.0|-217.8 |-59.0  | 4.152

G3MP2B3    |-324.8 | 50.5| 40.6| 33.2|-214.2 |-60.1  | 4.199

G3MP2B3+   |-325.0 | 50.6| 41.3| 31.4|-214.3 |-60.1  | 4.204

G4MP2      |-322.1 | 47.7| 36.4| 38.2|-212.4 |-62.0  | 4.045

M062X/Def2T|-333.4 | 62.9| 53.4| 31.9|-224.6 |-45.9  | 4.052

B3/6-311++G|-299.2 | 32.4| 33.7| 30.7|-194.9 |-61.5  | 3.803

++++++++++++++++++++++++++++++++

cPrPH.BH3-

C3H9BP  mw:87.054 Anion CAS: Z-1163712-03-5 fg:23 cnt:7457

DacidS=25.1/3.0 Calc | 

----

09HUR/YAN    Datum: DacidG= 336.7/2.7 IMRE p:8

DacidH(AH)= 344.2/2.8 G+TS

Acidity is not corrected for RPH2/BH3 neutral dissociation, so is an upper limit.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cprphbh3.zaf]

W1U        |-6.3   |343.3|335.8|      |16.2   |       |25.3|     

CBS-QB3    |-4.2   |343.1|335.6| 2.512|18.5   |53.9   |25.1|87.5 

G3MP2B3    |-3.3   |342.6|335.0| 2.571|21.3   |56.2   |25.4|86.9 

G3MP2B3+   |-3.7   |342.4|334.9| 2.580|21.1   |56.0   |25.2|87.0 

G4MP2      |-4.3   |342.7|335.2| 2.501|20.1   |53.6   |25.3|85.5 

M062X/Def2T|-8.8   |343.3|336.1| 2.371|12.6   |46.1   |24.4|85.6 

B3/6-311++G|7.3    |342.3|334.8| 2.426|32.3   |63.5   |25.2|83.3 

++++++++++++++++++++++++++++++++

(MeNO2)3..Cl-

C3H9ClN3O6  mw:218.019 fg:482 cnt:6413

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 3.7/3.0 TDAs | HOF(A-)=-94.1/0.8 AfIN p:8

DaffH(X..Y-)= 11.1/0.5 TDAs

++++++++++++++++++++++++++++++++

Me3GeCl..Cl-

C3H9Cl2Ge  mw:188.930 Anion CAS: Z-849214-79-5 fg:482 cnt:6562

HOF(solv)= -63.7  18Webbook        

----

05HAO/KAS    Datum: DaffH= 22.2/1.4 CIDT | HOF(A-)=-85.9/1.4 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r3gecl2e.zcf]

G3MP2B3    |-136.8 | 23.3| 16.4| 22.9|-57.4  |-56.1  

G3MP2B3+   |-139.5 | 23.3| 16.5| 22.7|-60.1  |-56.1  

G4MP2      |-136.4 | 23.3| 17.0| 21.0|-58.1  |-55.0  

M062X/Def2T|-136.2 | 29.0| 22.5| 21.8|-58.8  |-48.4  

B3/6-311++G|-113.9 |  7.3| 11.5| 22.5|-38.8  |-56.9  

++++++++++++++++++++++++++++++++

Me3SiCl..Cl-

C3H9Cl2Si  mw:142.986 Anion CAS: Z-116278-30-9 fg:482 cnt:6560

HOF(solv)= -81.0/2.0  81BEL/PER    

----

05HAO/KAS    Datum: DaffH= 14.3/1.4 CIDT | HOF(A-)=-95.3/2.5 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tmscl2e.zcf]

CBS-QB3    |-159.0 | 17.5| 11.3| 20.9|-84.8  |-56.7  

G3MP2B3    |-156.1 | 17.2| 10.9| 21.1|-82.7  |-56.1  

G3MP2B3+   |-156.0 | 17.0| 10.8| 20.6|-82.9  |-56.1  

G3MP2B3+   |-156.1 | 17.0| 10.9| 20.4|-82.9  |-56.1  

G4MP2      |-155.7 | 17.5| 11.1| 21.4|-83.3  |-55.0  

M062X/Def2T|-153.5 | 22.7| 15.7| 23.3|-82.4  |-48.4  

B3/6-311++G|-127.9 |  0.5|  5.3| 20.3|-59.6  |-56.9  

++++++++++++++++++++++++++++++++

Me3SnCl..Cl-

C3H9Cl2Sn  mw:234.911 Anion CAS: Z-16027-66-0 fg:482 cnt:6565

HOF(solv)= -46.7  18Webbook        

----

05HAO/KAS    Datum: DaffH= 31.3/1.7 CIDT | HOF(A-)=-78.0/1.7 AfIN p:8

++++++++++++++++++++++++++++++++

(MeCl)3..Cl-

C3H9Cl4  mw:184.946 fg:482 cnt:5290

HOF(solv)= -19.6/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 2.1/3.0 TDAs | HOF(A-)=-88.6/1.1 AfIN p:8

DaffH(X..Y-)= 8.4/0.2 TDAs

++++++++++++++++++++++++++++++++

Me3SiF2-

C3H9F2Si  mw:111.045 Anion CAS: Z-116346-75-9 fg:61 cnt:991

HOF(solv)=-135.0/10.0 neut 88CAM/MA

----

85LAR/MCM    Datum: DaffG= 31.6/2.0 IMRE | HOF(A-)=-232.6/10.2 AfIN p:6

DaffH(X..Y-)= 38.2/2.0 G+TS

Composite computational methods(18BAR/) indicate a .DELTA.affG of 31 to 33 kcal/mol, in agreement.
###### the following are "below the line": evaluated as not accurate ####

----

77MUR/BEA    Datum: DaffH=<54.0 IMRB p:4

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tmsf2.zcf]

CBS-QB3    |-236.8 | 41.3| 33.3| 27.0|-136.4 |-59.0  

G3MP2B3    |-235.1 | 40.0| 31.7| 28.0|-135.0 |-60.1  

G3MP2B3+   |-235.0 | 39.8| 31.7| 27.3|-135.0 |-60.1  

G3MP2B3+   |-234.9 | 39.8| 31.5| 27.8|-135.0 |-60.1  

G4MP2      |-235.7 | 37.9| 30.1| 26.3|-135.8 |-62.0  

M062X/Def2T|-232.1 | 51.5| 42.0| 31.9|-134.6 |-45.9  

B3/6-311++G|-204.6 | 21.7| 23.7| 27.8|-111.0 |-61.5  

++++++++++++++++++++++++++++++++

Fe(SMe)3-

C3H9FeS3  mw:196.922 Anion CAS: Z-275378-56-8 fg:24 cnt:8544

----

03YAN/WAN2   Datum: EA=2.80(5) eV LPES p:8

Vertical Detachment Energy:3.08(5) eV. See also 00WAN/WAN6 and 03NIU/WAN.

++++++++++++++++++++++++++++++++

Me3Ge-

C3H9Ge  mw:118.992 Anion CAS: Z-54747-96-5 fg:59 cnt:2975

HOF(A.)=  11.6/2.1  17DAV/BAE    | BDE(A-H)= 87.0/2.0 PAC 99LAA/MUL  

HOF(AH)= -29.4/1.0  19BEC/WAL    |

DacidS=24.4/1.0 Stat | 

----

95BRI/SAL    Datum: EA=1.38(3) eV LPD  [31.9(7) kcal] | HOF(A-)=-26.4/2.3 Acid p:9

DacidH(AH)= 368.7/2.1 D-EA

The D-Ea cycle implies Bond Dissociation Energy(Me3Ge-H) = 80.2 kcal/mol.

----

95BRI/SAL    Datum: DacidG= 354.6/3.0 IMRB p:5

DacidH(AH)= 361.9/3.0 G+TS

Acidity between mF- and oF-aniline. Both the D-EA cycle and composite computational methods(18BAR/) indicate an acidity 7-10 kcal/mol weaker than this.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r3ge.zaf]

CBS-QB3    |-14.1  |373.2|365.5| 1.386|-21.6  |17.8   |25.8|91.5 

G3MP2B3    |-10.9  |371.0|363.6| 1.323|-14.7  |19.6   |25.0|86.4 

G3MP2B3+   |-14.0  |370.3|362.6| 1.339|-17.2  |16.8   |26.0|86.1 

G4MP2      |-11.3  |371.0|363.5| 1.263|-15.2  |17.8   |25.1|85.1 

M062X/Def2T|-3.6   |373.8|365.9| 0.930|-12.8  |17.7   |26.5|82.6 

B3/6-311++G|0.6    |370.1|362.5| 1.285|-2.2   |30.2   |25.5|84.5 

++++++++++++++++++++++++++++++++

H2O..MeCONHMe-.

C3H9NO2  mw:91.064

Core ion CAS: Z-1192496-07-3 Solvent: 7732-18-5 fg:302 cnt:9698

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02LEC/LUC    Datum: EA=0.033(10) eV Rydb p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wrconhrz.zcf]

G3MP2B3    |-95.4  | 15.5|  6.8| 29.1|-57.6  |-22.3  |-0.990

++++++++++++++++++++++++++++++++

H2O..HCONMe2-.

C3H9NO2  mw:91.064

Core ion CAS: Z-84857-57-8 Solvent: 7732-18-5 fg:302 cnt:9699

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02LEC/LUC    Datum: EA=0.024(10) eV Rydb p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wdmf.zcf]

G3MP2B3    |-87.3  | 17.7| 10.1| 25.3|-57.6  |-12.1  |-0.909

++++++++++++++++++++++++++++++++

(H2O)3..sym-triazine-.

C3H9N3O3  mw:135.065 fg:305 cnt:9993

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.03(5) eV LPES p:8

DaffH(AH)=  7.1/1.6 dEA

Vertical Detachment Energy:1.41(5) eV.

++++++++++++++++++++++++++++++++

(MeNO2)2..MeNO2-.

C3H9N3O6  mw:183.050 fg:301 cnt:3954

HOF(solv)= -17.8/0.1 neut 94PED/   

----

16PRU/ALB    Datum: EA=1.3(2) eV LPEI p:8

DaffH(AH)=  11.5/6.5 dEA

Vertical Detachment Energy:2.2(1) eV.

----

96COM/CAR    Datum: EA=1.252(20) eV LPES | HOF(A-)=-28.2/4.6 AfIN p:8

DaffH(AH)=  10.4/4.6 dEA

Electron affinity is the shift in electron detachment from less solvated ion.

----

03WIN/       Datum: DaffG= 5.9/1.0 TDAs | HOF(A-)=-30.6/0.3 AfIN p:7

DaffH(X..Y-)= 12.8/0.3 TDAs

++++++++++++++++++++++++++++++++

(MeNO2)3..O2-.

C3H9N3O8  mw:215.040 fg:491 cnt:6425

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 3.7/3.1 TDAs | HOF(A-)=-38.9/0.6 AfIN p:8

DaffH(X..Y-)= 10.9/0.6 TDAs

++++++++++++++++++++++++++++++++

(MeNO2)3..NO2-

C3H9N4O8  mw:229.043 fg:488 cnt:6416

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 3.3/3.1 TDAs | HOF(A-)=-135.7/1.1 AfIN p:8

DaffH(X..Y-)= 11.3/0.8 TDAs

++++++++++++++++++++++++++++++++

Me3SiO-

C3H9OSi  mw:89.043 Anion CAS: Z-41866-81-3 fg:42 cnt:2562

HOF(A.)= -53.2/3.0 D+AH          | BDE(A-H)= 118.3/3.0  98BEC/WAL    

HOF(AH)= -119.4/0.5  77PED/RYL   |

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 352.5/4.0 IMRB | HOF(A-)=-126.2/4.1 Acid p:6

DacidH(AH)= 358.9/4.1 G+TS EA(ev)= 3.166

Between pyrrole, CF3CH2OH.

----

91ANG/JOH    Datum: DacidG= 356.5/4.5 IMRB p:6

DacidH(AH)= 362.9/4.6 G+TS

Between CF2HCH2OH, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tmso.zaf]

W1U        |-123.8 |362.0|354.9| 3.101|-119.9 |-52.2  |23.8|119.9

CBS-QB3    |-122.0 |360.7|353.7| 3.147|-117.0 |-49.3  |23.4|119.8

G3MP2B3    |-121.7 |361.2|354.3| 3.129|-115.7 |-49.4  |23.0|118.4

G3MP2B3+   |-122.0 |361.1|354.1| 3.133|-115.9 |-49.7  |23.5|118.4

G4MP2      |-121.5 |361.8|354.8| 3.035|-116.1 |-51.4  |23.5|116.8

M062X/Def2T|-116.3 |363.0|355.9| 2.891|-114.6 |-49.8  |23.8|116.9

B3/6-311++G|-96.6  |362.1|355.1| 2.850|-91.4  |-30.7  |23.5|112.8

++++++++++++++++++++++++++++++++

MeOH..EtO-

C3H9O2  mw:77.061

Core ion CAS: Z-16331-64-9 Solvent: 64-17-5 fg:230 cnt:1543

HOF(solv)= -48.1/0.1 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 18.6/2.0 IMRE | HOF(A-)=-117.9/2.3 AfIN p:8

DaffH(X..Y-)= 27.3/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

----

99DET/ERV    Datum: DaffH= 25.6/1.9 CIDT p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohoet.zcf]

CBS-QB3    |-118.1 | 25.9| 16.8| 30.6|-48.8  |-43.4  

G3MP2B3    |-116.2 | 25.3| 16.3| 30.1|-47.8  |-43.1  

G3MP2B3+   |-116.3 | 24.6| 17.2| 24.9|-47.9  |-43.7  

G4MP2      |-115.9 | 24.9| 15.5| 31.4|-47.8  |-43.2  

M062X/Def2T|-114.1 | 30.2| 20.3| 33.2|-46.6  |-37.3  

B3/6-311++G|-107.3 | 23.6| 16.0| 25.7|-43.7  |-40.0  

++++++++++++++++++++++++++++++++

MeOSi(Me)2O-

C3H9O2Si  mw:105.038 Anion CAS: Z-125518-33-4 fg:42 cnt:2566

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 352.5/4.0 IMRB p:6

DacidH(AH)= 358.9/4.1 G+TS

Between pyrrole, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rosir2o.zaf]

CBS-QB3    |-186.5 |357.5|350.1|      |-178.2 |       |24.7|     

G3MP2B3    |-184.2 |358.1|351.0| 3.286|-175.1 |-108.2 |23.9|119.0

G3MP2B3+   |-184.4 |358.0|350.7| 3.293|-175.2 |-108.3 |24.5|119.0

G4MP2      |-184.0 |358.6|351.1| 3.172|-175.4 |-110.6 |25.2|116.9

M062X/Def2T|-181.8 |359.8|351.8| 3.050|-176.9 |-111.4 |26.8|117.6

B3/6-311++G|-152.9 |357.8|350.5| 3.066|-143.5 |-82.0  |24.6|113.5

++++++++++++++++++++++++++++++++

(MeO)2Si(Me)O-

C3H9O3Si  mw:121.033 Anion CAS: Z-125495-79-6 fg:42 cnt:2569

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 348.4/4.0 IMRB p:6

DacidH(AH)= 354.8/4.1 G+TS

Between MeSH, tBuSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ro2siro.zaf]

CBS-QB3    |-250.9 |354.1|347.3|      |-239.3 |       |23.0|     

G3MP2B3    |-246.8 |354.9|348.3| 3.532|-234.5 |-165.1 |22.2|121.5

G3MP2B3+   |-247.1 |354.6|347.7| 3.542|-234.5 |-165.1 |23.3|121.4

G4MP2      |-246.6 |355.3|349.1| 3.396|-234.7 |-168.0 |20.8|118.8

M062X/Def2T|-247.5 |356.4|349.2| 3.334|-239.2 |-170.3 |24.1|121.0

B3/6-311++G|-208.9 |353.4|346.1| 3.342|-195.0 |-131.6 |24.2|115.5

++++++++++++++++++++++++++++++++

(H2O)2..EtCO2-

C3H9O4  mw:109.051 fg:234 cnt:3238

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.6/0.3 IMRE | HOF(A-)=-145.5/0.4 AfIN p:8

DaffH(X..Y-)= 13.6/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

00VII/REI    Datum: DaffG= 6.9/0.2 kfkr p:7

++++++++++++++++++++++++++++++++

(MeO)3SiO-

C3H9O4Si  mw:137.028 Anion CAS: Z-125495-77-4 fg:42 cnt:2571

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 348.4/4.0 IMRB p:6

DacidH(AH)= 354.8/4.1 G+TS

Between MeSH, tBuSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ro3sio.zaf]

CBS-QB3    |-313.1 |352.2|346.0|      |-299.6 |       |20.9|     

G3MP2B3    |-307.4 |353.1|346.7| 3.645|-293.3 |-223.0 |21.4|122.4

G3MP2B3+   |-307.6 |352.9|346.4| 3.653|-293.3 |-223.0 |22.0|122.4

G4MP2      |-306.9 |353.4|347.2| 3.480|-293.2 |-226.2 |21.0|119.1

M062X/Def2T|-311.1 |354.1|347.5| 3.425|-300.6 |-231.6 |22.2|121.0

B3/6-311++G|-261.8 |351.4|344.8| 3.461|-245.9 |-181.6 |22.4|116.5

++++++++++++++++++++++++++++++++

(H2O)2..MeOCH2CO2-

C3H9O5  mw:125.046 fg:238 cnt:3240

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.1/0.3 IMRE | HOF(A-)=-302.7/2.4 AfIN p:8

DaffH(X..Y-)= 13.1/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)2..MeCH(OH)CO2-

C3H9O5  mw:125.046 fg:238 cnt:3244

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.3/0.3 IMRE | HOF(A-)=-319.1/2.5 AfIN p:8

DaffH(X..Y-)= 12.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)3..MeCOCO2-

C3H9O6  mw:141.040 fg:238 cnt:11965

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22CAO/HU     Datum: EA=5.16(5) eV LPES p:8

DaffH(AH)=  4.8/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Me3Si-

C3H9Si  mw:73.048 Anion CAS: Z-54711-92-1 fg:59 cnt:1593

HOF(A.)=   3.4/1.6  06DAV/BAE    | BDE(A-H)= 94.5/2.6 R-AH           

HOF(AH)= -39.0/2.0  81WAL/       |

DacidS=24.0/2.0 Stat |  S(A-)=77.0/2.2 Acid |  S(AH)=79.0/1.0  76BEN

----

89WET/SAL    Datum: EA=0.971(26) eV [22.4(6) kcal] | HOF(A-)=-19.0/5.1 Acid p:9

DacidH(AH)= 385.7/2.3 D-EA

DaffH(AH)=  58.7/5.0 A-IN

----

88DAM/KAS    Datum: DacidG= 377.0/4.0 IMRB | HOF(A-)=-20.5/6.0 Acid p:8

DacidH(AH)= 384.2/4.0 G+TS DaffH(X..Y-)= 60.2/6.0 A-IN

Between furan and methanol.

----

92GRI/BAR    Datum: DacidG= 374.0/3.0 IMRB p:7

DacidH(AH)= 381.2/3.1 G+TS

----

89WET/SAL    Datum: DacidG=>375.0/3.0 IMRB p:7

DacidH(AH)= 382.2/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tms.zaf]

W1U        |-16.9  |387.6|380.0| 0.907|-38.7  |4.0    |25.4|94.8 

CBS-QB3    |-14.8  |386.7|379.3| 0.937|-35.8  |6.8    |25.1|94.7 

G3MP2B3    |-16.7  |385.8|378.3| 0.989|-35.3  |6.1    |25.1|93.6 

G3MP2B3+   |-17.4  |385.4|377.9| 1.007|-35.6  |5.9    |25.1|93.6 

G4MP2      |-17.0  |385.9|378.4| 0.934|-35.8  |4.6    |25.3|92.5 

M062X/Def2T|-10.9  |387.6|379.9| 0.713|-33.8  |5.6    |25.7|91.5 

B3/6-311++G|-2.3   |385.7|378.2| 0.919|-20.7  |18.9   |25.1|91.8 

++++++++++++++++++++++++++++++++

Me2SiHCH2-

C3H9Si  mw:73.048 Anion CAS: N-34377-79-2 fg:92 cnt:2233

HOF(AH)= -39.0/2.0  81WAL/       |

DacidS=30.4/2.0 Stat |  S(A-)=83.4/2.0 Acid |  S(AH)=79.0/0.3  76BEN

----

88DAM/KAS    Datum: DacidG= 384.0/6.0 IMRB | HOF(A-)=-11.6/6.4 Acid p:8

DacidH(AH)= 393.1/6.0 G+TS

Between Me2NH and fluorobenzene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsihr2.zaf]

W1U        |-12.0  |392.6|384.8| 0.981|-38.7  |10.8   |26.1|101.5

CBS-QB3    |-9.1   |392.5|384.8| 0.995|-35.8  |14.0   |25.8|101.9

G3MP2B3    |-10.6  |391.9|384.2| 1.044|-35.3  |13.6   |25.8|101.0

G3MP2B3+   |-11.2  |391.6|383.8| 1.065|-35.6  |13.4   |26.1|101.1

G4MP2      |-11.0  |391.9|384.2| 0.988|-35.8  |11.9   |25.6|99.7 

M062X/Def2T|-4.3   |394.2|386.2| 0.825|-33.8  |14.6   |26.7|100.5

B3/6-311++G|5.5    |393.5|385.7| 0.900|-20.7  |26.3   |26.1|99.1 

++++++++++++++++++++++++++++++++

Me3Sn-

C3H9Sn  mw:164.973 Anion CAS: Z-57064-01-4 fg:59 cnt:2976

HOF(A.)=  27.9/2.3  11DAV/HER    | BDE(A-H)= 74.0/2.5 R-AH           

HOF(AH)=   6.0/1.0  80TEL/RAB    |

DacidS=24.4/2.0 Stat | 

----

95BRI/SAL    Datum: EA=1.70(7) eV LPD  [39.2(15) kcal] p:8

DacidH(AH)= 348.4/2.7 D-EA

----

95BRI/SAL    Datum: DacidG= 341.9/2.0 IMRB | HOF(A-)=-10.5/2.3 Acid p:8

DacidH(AH)= 349.2/2.1 G+TS

Acidity between MeCO2H and PhOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r3sn.za0]

M062X/Def2T|3.0    |354.6|346.9| 1.310|13.0   |33.0   |26.0|72.1 

++++++++++++++++++++++++++++++++

Me3Al..H-

C3H10Al  mw:73.060 Anion CAS: Z-95660-94-9 fg:480 cnt:3398

HOF(solv)= -19.4/2.7  77PED/RYL    
###### the following are "below the line": evaluated as not accurate ####

----

92VAN/ING    Datum: DaffH=>84.8/0.5 IMRB | HOF(A-)=<-69.5/2.7 AfIN p:3

Hydride affinity > (CF3)2CO. Composite computational methods(18BAR/) indicate .DELTA.affH ca. 74 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r3alh.zcf]

CBS-QB3    |-45.5  | 73.8| 63.8| 33.3|-11.5  |34.7   

G3MP2B3    |-46.0  | 74.2| 64.8| 31.7|-11.3  |34.7   

G3MP2B3+   |-46.5  | 74.6| 65.4| 30.8|-11.4  |34.7   

G4MP2      |-46.0  | 82.0| 72.5| 31.9|-11.2  |34.7   

M062X/Def2T|-41.6  | 82.2| 73.3| 29.8|-11.7  |34.7   

B3/6-311++G|-33.3  | 57.5| 56.1| 30.9|-0.2   |34.7   

++++++++++++++++++++++++++++++++

Me3SiNH-

C3H10NSi  mw:88.059 Anion CAS: Z-88035-99-8 fg:50 cnt:1594

HOF(AH)= -59.0/3.0 Est4          |

DacidS=24.3/2.0 Stat | 

----

92GRI/BAR    Datum: DacidG= 371.0/5.0 IMRB | HOF(A-)=-46.4/5.9 Acid p:7

DacidH(AH)= 378.3/5.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tmsnh.zaf]

W1U        |-47.2  |380.3|373.0|      |-61.7  |       |24.6|     

CBS-QB3    |-44.5  |379.4|372.1| 1.962|-58.2  |0.9    |24.4|111.2

G3MP2B3    |-45.6  |379.0|371.7| 1.985|-57.4  |0.4    |24.6|109.9

G3MP2B3+   |-46.1  |378.8|371.5| 1.998|-57.7  |0.1    |24.6|110.0

G4MP2      |-45.8  |379.4|372.0| 1.894|-58.0  |-2.5   |24.7|107.7

M062X/Def2T|-38.8  |382.2|374.9| 1.739|-56.3  |1.3    |24.4|109.7

B3/6-311++G|-24.6  |381.4|374.1| 1.753|-38.8  |15.9   |24.6|106.8

++++++++++++++++++++++++++++++++

H3B-N(Me)2CH2-

C3H11BN  mw:72.099 Anion CAS: Z-200057-58-5 fg:92 cnt:4409

HOF(AH)= -22.0/4.0 Est4 98REN/WOR|

DacidS=30.4/2.0 Stat | 

----

98REN/WOR    Datum: DacidG= 384.0/2.0 IMRB | HOF(A-)=5.4/4.5 Acid p:8

DacidH(AH)= 393.1/2.1 G+TS

Acid .DELTA.fH estimated from B-N bond strength of "35-40 kcal/mol" in 98REN/WOR.

----

98REN/WOR    Datum: EA=1.6(1) eV IMRB p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h3bnr2c.zaf]

W1U        |9.0    |395.9|388.2|      |-21.1  |       |25.6|     

CBS-QB3    |10.8   |395.4|387.7| 0.949|-18.8  |32.9   |25.6|103.8

G3MP2B3    |11.3   |395.2|387.7| 0.992|-16.8  |34.4   |25.3|103.3

G3MP2B3+   |10.9   |395.0|387.4| 1.004|-17.0  |34.2   |25.6|103.3

G4MP2      |10.6   |395.0|387.4| 0.925|-17.2  |32.2   |25.6|101.5

M062X/Def2T|11.5   |396.4|388.7| 0.798|-20.2  |30.0   |25.8|102.3

B3/6-311++G|22.2   |395.4|387.8| 0.865|-6.0   |42.3   |25.7|100.4

++++++++++++++++++++++++++++++++

H3B-P(Me)2CH2-

C3H11BP  mw:89.070 Anion CAS: Z-200057-59-6 fg:92 cnt:4410 BDE(A-H)= 97.9/3.1 D-EA           

DacidS=30.4/2.0 Stat | 

----

98REN/WOR    Datum: EA=1.6(1) eV IMRB p:8

----

98REN/WOR    Datum: DacidG= 365.5/2.0 IMRB p:8

DacidH(AH)= 374.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h3bpr2j.zaf]

W1U        |-32.0  |374.7|367.0|      |-40.9  |       |25.9|     

CBS-QB3    |-29.1  |374.6|367.1|      |-37.9  |       |25.0|     

G3MP2B3    |-28.4  |374.1|366.6| 1.859|-35.3  |14.7   |25.2|102.0

G3MP2B3+   |-28.9  |373.8|366.1| 1.877|-35.6  |14.4   |25.8|102.1

G4MP2      |-29.8  |374.0|366.5| 1.785|-36.6  |11.5   |25.1|100.3

M062X/Def2T|-28.4  |375.3|367.4| 1.683|-39.0  |10.4   |26.3|101.5

B3/6-311++G|-13.0  |376.4|368.6| 1.670|-22.1  |25.6   |26.0|99.8 

++++++++++++++++++++++++++++++++

(H2O)4..sym-triazine-.

C3H11N3O4  mw:153.076 fg:305 cnt:9994

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.28(5) eV LPES p:8

DaffH(AH)=  5.8/1.6 dEA

Vertical Detachment Energy:1.69(5) eV.

++++++++++++++++++++++++++++++++

(MeOH)2..MeO-

C3H11O3  mw:95.071 fg:230 cnt:4483

HOF(solv)= -48.1/0.1 neut 94PED/   

----

86MEO/       Datum: DaffG= 13.1/0.5 TDAs | HOF(A-)=-177.9/1.4 AfIN p:8

DaffH(X..Y-)= 21.4/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [roh2ro.zcf]

G3MP2B3    |-173.7 | 19.0| 10.3| 29.2|-47.8  |-106.9 

B3/6-311++G|-164.1 |     |     |     |       |       

++++++++++++++++++++++++++++++++

(H2O)3..EtCO2-

C3H11O5  mw:127.061 fg:234 cnt:3272

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.1/0.3 IMRE | HOF(A-)=-215.4/0.5 AfIN p:8

DaffH(X..Y-)= 12.1/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

00VII/REI    Datum: DaffG= 5.1/0.2 kfkr p:6

++++++++++++++++++++++++++++++++

(H2O)3..MeOCH2CO2-

C3H11O6  mw:143.056 fg:238 cnt:3274

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.8/0.3 IMRE | HOF(A-)=-372.4/2.4 AfIN p:8

DaffH(X..Y-)= 11.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)4..MeCOCO2-

C3H11O7  mw:159.050 fg:238 cnt:11966

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22CAO/HU     Datum: EA=5.45(5) eV LPES p:8

DaffH(AH)=  6.7/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)3..Au-

C3H12AuO3  mw:293.046 Anion CAS: Z-2652582-84-6 fg:24 cnt:10933

HOF(solv)= -48.1/0.1 neut 94PED/   

----

14QIN/GON    Datum: EA=3.53(3) eV PVMI p:8

DaffH(AH)=  9.7/0.8 dEA

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy 3.66(3) eV.

++++++++++++++++++++++++++++++++

(MeOH)3..Br-

C3H12BrO3  mw:174.998 fg:483 cnt:4438

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 4.3/1.7 TDAs | HOF(A-)=-231.3/0.6 AfIN p:9

DaffH(X..Y-)= 9.5/0.5 TDAs

----

91HIR/YAM    Datum: DaffG= 4.2/2.0 TDAs | HOF(A-)=-232.0/1.1 AfIN p:8

DaffH(X..Y-)= 10.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)3..Cl-

C3H12ClO3  mw:131.048 fg:482 cnt:3502

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 5.1/0.6 TDAs | HOF(A-)=-187.5/0.5 AfIN p:9

DaffH(X..Y-)= 11.5/0.2 TDAs

----

91EVA/KEE    Datum: DaffG= 4.0/0.9 TDAs | HOF(A-)=-186.8/0.6 AfIN p:8

DaffH(X..Y-)= 10.8/0.3 TDAs

----

87HIR/MIZ4   Datum: DaffG= 4.9/1.0 TDAs | HOF(A-)=-187.8/1.1 AfIN p:8

DaffH(X..Y-)= 11.8/1.0 TDAs

----

73YAM/PAY    Datum: DaffG= 5.2/0.3 TDAs | HOF(A-)=-188.3/0.8 AfIN p:7

DaffH(X..Y-)= 12.3/0.6 TDAs

++++++++++++++++++++++++++++++++

(CH4)3..F-

C3H12F  mw:67.093 fg:481 cnt:5279

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -1.4/3.0 TDAs | HOF(A-)=-130.9/0.8 AfIN p:8

DaffH(X..Y-)= 5.5/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeOH)3..F-

C3H12FO3  mw:115.078 fg:481 cnt:4426

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 8.1/1.7 TDAs | HOF(A-)=-131.7/0.7 AfIN p:9

DaffH(X..Y-)= 15.1/0.6 TDAs

----

91HIR/YAM    Datum: DaffG= 8.2/2.0 TDAs | HOF(A-)=-130.8/1.0 AfIN p:8

DaffH(X..Y-)= 14.5/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)3..I-

C3H12IO3  mw:222.984 fg:484 cnt:4447

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 3.4/2.0 TDAs | HOF(A-)=-218.0/1.2 AfIN p:9

DaffH(X..Y-)= 7.7/0.6 TDAs

----

91HIR/YAM    Datum: DaffG= 3.1/2.0 TDAs | HOF(A-)=-219.7/1.4 AfIN p:8

DaffH(X..Y-)= 9.8/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)3..O2-.

C3H12O5  mw:128.069 fg:491 cnt:4056

HOF(solv)= -48.1/0.1 neut 94PED/   

----

73YAM/PAY    Datum: DaffG= 5.2/0.3 TDAs | HOF(A-)=-202.8/2.0 AfIN p:7

DaffH(X..Y-)= 13.5/0.7 TDAs

++++++++++++++++++++++++++++++++

(H2O)5..sym-triazine-.

C3H13N3O5  mw:171.086 fg:305 cnt:9995

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.43(5) eV LPES p:8

DaffH(AH)=  3.5/1.6 dEA

Vertical Detachment Energy:1.89(5) eV.

++++++++++++++++++++++++++++++++

H2O..{MeOH}2..MeO-

C3H13O4  mw:113.082 fg:230 cnt:4491

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/       Datum: DaffG= 6.4/0.5 TDAs | HOF(A-)=-249.5/1.7 AfIN p:8

DaffH(X..Y-)= 13.8/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)5..MeCOCO2-

C3H13O8  mw:177.061 fg:238 cnt:11967

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22CAO/HU     Datum: EA=5.72(5) eV LPES p:8

DaffH(AH)=  6.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)6..sym-triazine-.

C3H15N3O6  mw:189.097 fg:305 cnt:9996

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.51(5) eV LPES p:8

DaffH(AH)=  1.8/1.6 dEA

Vertical Detachment Energy:2.09(5) eV.

++++++++++++++++++++++++++++++++

(H2O)5..Me2CO-.

C3H16O6  mw:148.095 fg:302 cnt:6803

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

06NAK/MUR    Datum: EA=1.74(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)6..Me2CO-.

C3H18O7  mw:166.106 fg:302 cnt:6804

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

06NAK/MUR    Datum: EA=2.00(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)7..Me2CO-.

C3H20O8  mw:184.116 fg:302 cnt:6805

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

06NAK/MUR    Datum: EA=2.27(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)8..Me2CO-.

C3H22O9  mw:202.127 fg:302 cnt:6806

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

06NAK/MUR    Datum: EA=2.45(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)9..Me2CO-.

C3H24O10  mw:220.137 fg:302 cnt:6807

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

06NAK/MUR    Datum: EA=2.63(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)10..Me2CO-.

C3H26O11  mw:238.148 fg:302 cnt:6808

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

06NAK/MUR    Datum: EA=2.75(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C4-

C4  mw:48.001 Anion CAS: Z-59158-53-1 fg:2 cnt:2236

HOF(A.)= 254.7/3.1  94GIN/FIN    | BDE(A-H)=>102.1/2.9 IMRB 08SHI/ERV

HOF(AH)= 181.7/3.4 d+ah          |

----

19BUL/SCH    Datum: EA=3.83(3) eV LPD  | HOF(A-)=166.4/4.0 R-EA p:9

DaffH(AH)=  160.5/3.7 A-IN

----

91ARN/BRA    Datum: EA=3.882(10) eV LPES p:9

Linear structure for both anion and neutral. Bound state 37.063 kcal/mol up: 96ZHA/DEB.

----

97XU_/BUR    Datum: EA=3.862(20) eV LPES p:8

----

88YAN/TAY    Datum: EA=3.70(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably linear structure.

----

91VAG/FEL    Datum: EA=2.10(10) eV LPD  p:7

Cyclic isomer, by Coulomb explosion. 96ZHA/DEB claims hot ions are the source.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cccc.zaf]

W1U        |163.6  |338.3|331.9| 3.893|191.1  |253.6  |21.4|114.6

CBS-QB3    |165.3  |337.9|331.3| 3.904|193.2  |255.6  |21.9|114.5

G3MP2B3    |159.9  |336.8|330.6| 3.931|190.3  |250.8  |20.9|112.6

G3MP2B3+   |159.7  |336.5|330.0| 3.951|190.5  |251.1  |21.7|112.7

G4MP2      |160.3  |336.5|330.1| 4.014|190.9  |253.1  |21.3|114.3

M062X/Def2T|160.3  |     |     | 3.648|       |244.7  |    |     

B3/6-311++G|162.7  |     |     | 3.747|       |249.4  |    |     

++++++++++++++++++++++++++++++++

AuC4-

C4Au  mw:244.967 Anion CAS: Z-1240613-52-8 fg:24 cnt:10662

----

16LEO/RUI    Datum: EA=3.366(1) eV PVMI p:8

Vertical Detachment Energy:3.494(1) eV.

++++++++++++++++++++++++++++++++

AuC4Au-

C4Au2  mw:441.934 Anion CAS: Z-2250291-75-7 fg:19 cnt:10681

----

18LEO/RUI    Datum: EA=1.715(1) eV PVMI p:8

++++++++++++++++++++++++++++++++

Au3(CO)4-

C4Au3O4  mw:702.880 fg:22 cnt:10397

----

05ZHA/WAN    Datum: EA=2.80(3) eV LPES p:8

DaffH(AH)=  0.7/0.7 dEA

Vertical Detachment Energy:2.99(3) eV.

++++++++++++++++++++++++++++++++

Au4(CO)4-

C4Au4O4  mw:899.846 fg:22 cnt:10402

----

05ZHA/WAN    Datum: EA=1.30(2) eV LPES p:8

Vertical Detachment Energy:1.34(2) eV.

++++++++++++++++++++++++++++++++

Au5(CO)4-

C4Au5O4  mw:1096.81 Anion CAS: Z-845664-80-4 fg:22 cnt:10409

----

05ZHA/WAN    Datum: EA=2.42(3) eV LPES p:8

Vertical Detachment Energy:2.58(3) eV.

++++++++++++++++++++++++++++++++

Au6(CO)4-

C4Au6O4  mw:1293.78 fg:22 cnt:10554

----

08ZHA/PAN    Datum: EA=1.63(5) eV LPES p:8

Vertical Detachment Energy:1.75(5) eV.

++++++++++++++++++++++++++++++++

Au7(CO)4-

C4Au7O4  mw:1490.75 Anion CAS: Z-1333116-65-6 fg:22 cnt:10610

----

11PAL/HUA    Datum: EA=2.70(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C4B-.

C4B  mw:59.010 Anion CAS: Z-928035-44-3 fg:19 cnt:7918

----

10WAN/AVE    Datum: EA=4.99(4) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c4b-l.zaf]

W1U        |173.5  |     |     | 3.685|       |258.4  |    |     

CBS-QB3    |176.1  |     |     | 3.765|       |262.9  |    |     

G3MP2B3    |168.6  |     |     | 3.963|       |260.0  |    |     

G3MP2B3+   |168.8  |     |     | 3.967|       |260.2  |    |     

G4MP2      |170.3  |     |     | 4.000|       |262.5  |    |     

M062X/Def2T|169.9  |     |     | 4.697|       |278.4  |    |     

B3/6-311++G|174.9  |     |     | 3.538|       |256.3  |    |     

++++++++++++++++++++++++++++++++

bis(oxalyl)borate-

C4BO8  mw:186.969 Anion CAS: Z-125579-65-9 fg:60 cnt:11937

----

25JIA/CAO    Datum: EA=6.40(10) eV LPES p:8

Vertical Detachment Energy: 6.82(20) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oxal2b.zaf]

CBS-QB3    |-493.6 |     |     | 6.296|       |-347.7 |    |     

G3MP2B3    |-487.7 |     |     | 6.749|       |-331.7 |    |     

G3MP2B3+   |-488.0 |     |     | 6.762|       |-331.6 |    |     

G4MP2      |-482.8 |     |     | 6.516|       |-332.0 |    |     

M062X/Def2T|-499.8 |     |     | 6.053|       |-359.7 |    |     

B3/6-311++G|-442.8 |     |     | 6.021|       |-303.5 |    |     

++++++++++++++++++++++++++++++++

Cl..(CO)4MnBr-.

C4BrClMnO4  mw:280.805 Anion CAS: Z-44965-45-9 fg:22 cnt:2375

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.3 IMRB | HOF(A-)=<-20.7 AfIN p:5

++++++++++++++++++++++++++++++++

Br..(CO)4MnCl-.

C4BrClMnO4  mw:280.805 Anion CAS: Z-44965-45-9 fg:22 cnt:2379

HOF(solv)=  26.7/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.6 IMRB | HOF(A-)=<-23.2 AfIN p:5

++++++++++++++++++++++++++++++++

Cl..(CO)4ReBr-.

C4BrClO4Re  mw:412.823 Anion CAS: Z-121175-70-0 fg:22 cnt:2369

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>79.2 IMRB | HOF(A-)=<-29.6 AfIN p:5

++++++++++++++++++++++++++++++++

Br..(CO)4ReCl-.

C4BrClO4Re  mw:412.823 Anion CAS: Z-121175-70-0 fg:22 cnt:2373

HOF(solv)=  26.7/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.6 IMRB | HOF(A-)=<-23.2 AfIN p:5

++++++++++++++++++++++++++++++++

(CF2=CF2)2..Br-

C4BrF8  mw:278.906 fg:483 cnt:7001

HOF(solv)=-157.4/3.0  98JANAF      

----

08HIR/MOC    Datum: DaffG= 0.9/0.5 TDAs | HOF(A-)=-163.4/3.0 AfIN p:8

DaffH(X..Y-)= 6.0/0.5 TDAs

++++++++++++++++++++++++++++++++

Br..(CO)4Fe-.

C4BrFeO4  mw:246.833 Anion CAS: Z-88083-31-2 fg:22 cnt:2391

HOF(solv)=  26.7/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.6 IMRB | HOF(A-)=<-204.7/3.6 AfIN p:5

++++++++++++++++++++++++++++++++

I..(CO)4MnBr-.

C4BrIMnO4  mw:372.741 Anion CAS: Z-37176-06-0 fg:22 cnt:2377

HOF(solv)=  25.5/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>55.0 IMRB | HOF(A-)=<-8.8 AfIN p:5

++++++++++++++++++++++++++++++++

I..(CO)4ReBr-.

C4BrIO4Re  mw:504.759 Anion CAS: Z-44965-52-8 fg:22 cnt:2371

HOF(solv)=  25.5/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>57.2 IMRB | HOF(A-)=<-11.0 AfIN p:5

++++++++++++++++++++++++++++++++

(CO2)4..Br-

C4BrO8  mw:254.878 fg:483 cnt:3062

HOF(A.)= -349.4/2.2              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.254(42) eV LPES | HOF(A-)=-447.5/2.8 AfIN p:8

DaffH(AH)=  5.2/1.5 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Br..(CO)4MnBr-.

C4Br2MnO4  mw:324.755 Anion CAS: Z-37176-07-1 fg:22 cnt:2376

HOF(solv)=  26.7/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.6 IMRB | HOF(A-)=<-23.2 AfIN p:5

++++++++++++++++++++++++++++++++

Br..(CO)4ReBr-.

C4Br2O4Re  mw:456.773 Anion CAS: Z-44965-51-7 fg:22 cnt:2370

HOF(solv)=  26.7/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.6 IMRB | HOF(A-)=<-23.2 AfIN p:5

++++++++++++++++++++++++++++++++

CeNi(CO)4-

C4CeNiO4  mw:309.821 Anion CAS: N-2304408-66-8 fg:22 cnt:9620

----

18LI_/ZHA    Datum: EA=1.31(11) eV LPES p:8

Vertical Detachment Energy:1.46(10) eV.

++++++++++++++++++++++++++++++++

(CF2=CF2)2..Cl-

C4ClF8  mw:234.957 fg:482 cnt:6997

HOF(solv)=-157.4/3.0  98JANAF      

----

08HIR/MOC    Datum: DaffG= 1.8/0.5 TDAs | HOF(A-)=-331.4/4.3 AfIN p:8

DaffH(X..Y-)= 6.6/0.5 TDAs

++++++++++++++++++++++++++++++++

Cl..(CO)4Fe-.

C4ClFeO4  mw:202.884 Anion CAS: Z-88083-34-5 fg:22 cnt:2390

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.3 IMRB | HOF(A-)=<-202.2/3.6 AfIN p:5

++++++++++++++++++++++++++++++++

I..(CO)4MnCl-.

C4ClIMnO4  mw:328.792 Anion CAS: Z-121175-75-5 fg:22 cnt:2380

HOF(solv)=  25.5/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>55.0 IMRB | HOF(A-)=<-8.8 AfIN p:5

++++++++++++++++++++++++++++++++

I..(CO)4ReCl-.

C4ClIO4Re  mw:460.809 Anion CAS: Z-121175-71-1 fg:22 cnt:2374

HOF(solv)=  25.5/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>57.2 IMRB | HOF(A-)=<-11.0 AfIN p:5

++++++++++++++++++++++++++++++++

(CO2)4..Cl-

C4ClO8  mw:210.929 fg:482 cnt:3652

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

86HIR/SHO    Datum: DaffG= -0.8 TDAs | HOF(A-)=-201.3/1.0 AfIN p:8

DaffH(X..Y-)= 6.4 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

(CS2)4..Cl-

C4ClS8  mw:338.746 fg:482 cnt:3543

HOF(solv)=  27.9/0.2 neut 94PED/   

----

93HIR/FUJ    Datum: DaffG= -0.1/1.0 TDAs | HOF(A-)=81.1/1.1 AfIN p:8

DaffH(X..Y-)= 6.8/1.0 TDAs

Estimated entropy; single temperature measurement.

++++++++++++++++++++++++++++++++

Cl..(CO)4MnCl-.

C4Cl2MnO4  mw:236.856 Anion CAS: Z-176775-05-6 fg:22 cnt:2378

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.3 IMRB | HOF(A-)=<-20.7 AfIN p:5

++++++++++++++++++++++++++++++++

2,3-diCl-maleic anhydride-.

C4Cl2O3  mw:165.923 Anion CAS: N-1122-17-4 fg:102 cnt:2403

----

89PAU/KEB    Datum: EA=1.90(9) eV IMRE [43.9(20) kcal] p:8

.DELTA.eaG(423 K) = -43.5/1 kcal/mol, .DELTA.S = -1/3 eu(est).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2malei.zzf]

CBS-QB3    |-155.9 |     |     | 1.986|       |-110.3 |    |     

G3MP2B3    |-150.4 |     |     | 1.909|       |-106.6 |    |     

G3MP2B3+   |-150.6 |     |     | 1.912|       |-106.7 |    |     

G4MP2      |-152.3 |     |     | 2.047|       |-105.2 |    |     

M062X/Def2T|-157.1 |     |     | 2.033|       |-110.4 |    |     

B3/6-311++G|-123.1 |     |     | 2.249|       |-71.4  |    |     

++++++++++++++++++++++++++++++++

Cl..(CO)4ReCl-.

C4Cl2O4Re  mw:368.874 Anion CAS: Z-78295-38-2 fg:22 cnt:2372

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>79.2 IMRB | HOF(A-)=<-29.6 AfIN p:5

++++++++++++++++++++++++++++++++

Co(CO)4-

C4CoO4  mw:170.913 Anion CAS: Z-71564-35-7 fg:22 cnt:1093

HOF(A.)= -130.1/3.0 D+AH         | BDE(A-H)= 58.0/3.0  91STE/BEA     

HOF(AH)= -136.0/0.5  77PED/RYL   |

----

93SUN/WAN    Datum: DaffH= 39.7/3.7 CIDT p:8

----

91STE/BEA    Datum: DacidG=<309.3/2.0 IMRB p:7

More acidic than HI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coco4.za0]

CBS-QB3    |-202.1 |308.9|301.5| 2.811|-145.3 |-136.7 |25.0|60.7 

M062X/Def2T|-93.8  |328.7|321.6| 0.910|-57.8  |-71.9  |23.7|38.0 

B3/6-311++G|-145.3 |309.8|302.3| 2.627|-87.9  |-84.3  |25.2|55.7 

++++++++++++++++++++++++++++++++

Ru3Co(CO)4-

C4CoO4Ru3  mw:476.626 fg:22 cnt:5843

----

02BUT/JOH    Datum: EA=3.63(10) eV LPES p:7

++++++++++++++++++++++++++++++++

CrC4-

C4Cr  mw:99.941 Anion CAS: N-183619-08-1 fg:19 cnt:6462

----

04ZHA/WAN    Datum: EA=2.781(15) eV LPES p:9

Vertical Detachment Energy:2.781(15) eV. Probably linear isomer. The adiabatic EA is the same as the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CrFe(CO)4-

C4CrFeO4  mw:219.855 fg:24 cnt:11861

----

21ZHA/LIU    Datum: EA=2.58(10) eV PVMI p:8

Vertical Detachment Energy: 2.49(11) eV.

++++++++++++++++++++++++++++++++

CO..Cr(CO)3-

C4CrO4  mw:163.921

Core ion CAS: Z-53221-59-3 Solvent: 630-08-0 fg:22 cnt:3403

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

93SUN/WAN    Datum: DaffH= 39.7/3.9 CIDT | HOF(A-)=-66.1/3.9 AfIN p:8

++++++++++++++++++++++++++++++++

CuNi(CO)4-

C4CuNiO4  mw:232.845 Anion CAS: Z-1630744-28-3 fg:22 cnt:10931

----

14LIU/XIE2   Datum: EA=1.90(4) eV PVMI p:8

Vertical Detachment Energy:2.05(4) eV.

++++++++++++++++++++++++++++++++

Cu3C4-

C4Cu3  mw:236.789 Anion CAS: Z-847392-30-7 fg:24 cnt:9404

----

05ALE/BOL    Datum: EA=3.07(2) eV LPES p:8

++++++++++++++++++++++++++++++++

Cu4(CN)4-.

C4Cu4N4  mw:355.731 fg:24 cnt:5102

----

00NEG/YAS    Datum: EA=2.26(15) eV LPES p:8

Vertical Detachment Energy:2.66(21) eV; isomer at electron affinity = 2.78 eV.

++++++++++++++++++++++++++++++++

(CO2)4..F-

C4FO8  mw:194.958 fg:481 cnt:3093

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

87HIR/MIZ3   Datum: DaffG= -0.2/2.0 TDAs | HOF(A-)=-485.0/4.6 AfIN p:8

DaffH(X..Y-)= 5.8/1.0 TDAs

++++++++++++++++++++++++++++++++

tetrafluorosuccinic anhydride-.

C4F4O3  mw:171.979 Anion CAS: Z-1228683-49-5 fg:102 cnt:454

HOF(A.)= -302.0/5.0 Est3         |
###### the following are "below the line": evaluated as not accurate ####

----

74COO/COM    Datum: EA=0.5(2) eV NBIE | HOF(A-)=-313.5/6.8 R-EA p:4

Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.2 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f4succan.zzf]

CBS-QB3    |-330.4 |     |     | 1.190|       |-303.5 |    |     

G3MP2B3    |-325.5 |     |     | 1.200|       |-298.4 |    |     

G3MP2B3+   |-325.6 |     |     | 1.206|       |-298.4 |    |     

G4MP2      |-326.6 |     |     | 1.424|       |-294.3 |    |     

M062X/Def2T|-330.1 |     |     | 1.131|       |-304.4 |    |     

B3/6-311++G|-293.7 |     |     | 1.632|       |-256.6 |    |     

++++++++++++++++++++++++++++++++

CF3CCCF2-

C4F5  mw:142.993 Anion CAS: A-66463-39-6 fg:82 cnt:1762

HOF(A.)= -261.9                  |
###### the following are "below the line": evaluated as not accurate ####

----

84SUZ/ILL    Datum: HOF(A-)=-282.7 EIAE;EA(eV)=0.900 p:2

From CF3CCCF3. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of -211 kcal/mol, and an electron affinity of ca. 2.3-2.4 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qcccf2.zaf]

CBS-QB3    |-212.6 |356.6|348.7| 2.222|-203.5 |-161.1 |26.5|94.5 

G3MP2B3    |-210.7 |357.2|349.4| 2.318|-200.7 |-156.9 |26.2|95.8 

G3MP2B3+   |-210.8 |357.1|348.9| 2.327|-200.7 |-156.9 |27.6|95.9 

G4MP2      |-208.7 |356.6|348.9| 2.206|-198.2 |-158.2 |26.0|92.1 

M062X/Def2T|-217.5 |354.9|347.1| 2.229|-207.7 |-165.8 |26.2|94.0 

B3/6-311++G|-188.7 |350.9|342.9| 2.407|-172.4 |-132.9 |27.0|91.5 

++++++++++++++++++++++++++++++++

hexafluorocyclobutene-.

C4F6  mw:161.991 Anion CAS: Z-143504-88-5 fg:102 cnt:3942

----

95CHR/DAT    Datum: EA=0.237 eV Kine p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f6cbuen.zzf]

CBS-QB3    |-264.5 |     |     | 0.584|       |-251.3 |    |     

G3MP2B3    |-259.5 |     |     | 0.562|       |-246.8 |    |     

G3MP2B3+   |-259.7 |     |     | 0.571|       |-246.8 |    |     

G4MP2      |-261.6 |     |     | 0.801|       |-243.4 |    |     

M062X/Def2T|-264.6 |     |     | 0.508|       |-253.2 |    |     

B3/6-311++G|-234.4 |     |     | 1.007|       |-211.4 |    |     

++++++++++++++++++++++++++++++++

CF3CF2CF=O..CN-

C4F6NO  mw:191.989

Core ion CAS: Z-57-12-5 Solvent: 422-61-7 fg:485 cnt:2111

HOF(solv)=-365.0/5.0 Est3          

----

88LAR/SZU    Datum: DaffG= 17.2/0.5 IMRE | HOF(A-)=-375.9/5.4 AfIN p:8

DaffH(X..Y-)= 27.6/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c2fcfocn.zcf]

G3MP2B3    |-368.3 | 36.5| 25.1| 38.0|-346.3 |14.5   

G4MP2      |-363.9 | 35.1| 23.7| 38.2|-342.9 |14.1   

M062X/Def2T|-372.4 | 37.7| 25.8| 39.8|-353.0 |18.4   

B3/6-311++G|-327.4 | 36.2| 24.7| 38.7|-307.3 |16.2   

++++++++++++++++++++++++++++++++

CF3CON=C(CF3)O-

C4F6NO2  mw:207.984 Anion CAS: Z-174191-15-2 fg:48 cnt:2517

HOF(AH)= -400.0/1.0 GpAd 93SP    |

DacidS=23.3/3.0 Stat |  S(A-)=118.0/3.2 Acid |  S(AH)=120.7/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 307.5/2.0 IMRE | HOF(A-)=-451.2/2.4 Acid p:9

DacidH(AH)= 314.5/2.2 G+TS

----

09LEI/RAA    Datum: DacidG= 307.5/2.0 IMRE p:8

DacidH(AH)= 314.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qconcoq.zaf]

CBS-QB3    |-441.6 |315.1|307.3|      |-390.9 |       |26.3|     

G3MP2B3    |-434.5 |316.3|308.6| 4.986|-383.7 |-319.2 |25.8|116.5

G3MP2B3+   |-434.5 |316.4|308.6| 4.977|-383.7 |-319.4 |26.1|116.4

G4MP2      |-430.9 |316.4|308.7| 4.693|-380.2 |-322.4 |26.1|109.9

M062X/Def2T|-444.4 |314.5|306.9| 5.013|-394.2 |-328.4 |25.8|117.9

B3/6-311++G|-395.5 |311.6|303.7| 4.986|-339.9 |-280.2 |26.3|111.7

++++++++++++++++++++++++++++++++

CF3CF2CFCO-.

C4F6O  mw:177.986 fg:102 cnt:1174
###### the following are "below the line": evaluated as not accurate ####

----

75HAR/THY    Datum: HOF(A-)=-318.2/13.8 EIAE p:2

From CF3CF2CF2CHO. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of ca. -332 to -337 kcal/mol, and an electron affinity of ca. 1.4 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2f5cfco.zzf]

CBS-QB3    |-337.2 |     |     | 1.426|       |-304.4 |    |     

G3MP2B3    |-331.9 |     |     | 1.406|       |-299.6 |    |     

G3MP2B3+   |-332.1 |     |     | 1.417|       |-299.6 |    |     

G4MP2      |-333.6 |     |     | 1.655|       |-295.5 |    |     

M062X/Def2T|-340.7 |     |     | 1.448|       |-307.4 |    |     

B3/6-311++G|-302.5 |     |     | 1.834|       |-260.4 |    |     

++++++++++++++++++++++++++++++++

nC3F7CO2-

C4F7O2  mw:212.979 Anion CAS: Z-45048-62-2 fg:38 cnt:2190

HOF(A.)= -384.2/4.2 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -445.1/3.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat | 

----

89CAL/REN    Datum: DacidG= 314.9/2.0 IMRE | HOF(A-)=-488.9/3.7 Acid p:9

DacidH(AH)= 321.9/2.2 G+TS EA(ev)= 4.540

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3f7co2.zaf]

CBS-QB3    |-501.1 |319.3|312.1|      |-454.6 |       |24.0|     

G3MP2B3    |-493.7 |320.5|313.7| 3.455|-447.1 |-412.9 |23.0|86.3 

G3MP2B3+   |-493.7 |320.5|313.2| 3.498|-447.0 |-411.8 |24.3|87.3 

G4MP2      |-489.0 |320.7|312.9| 3.201|-442.5 |-414.0 |25.9|80.6 

M062X/Def2T|-500.9 |319.4|312.0| 3.402|-455.6 |-421.2 |24.8|86.5 

B3/6-311++G|-445.5 |316.0|308.4| 3.356|-394.2 |-366.8 |25.5|79.5 

++++++++++++++++++++++++++++++++

CF3CF=CFCF3-.

C4F8  mw:199.988 Anion CAS: Z-888328-01-6 fg:102 cnt:474

HOF(A.)= -383.0/3.0  70BEN/ONE   |

----

10VAN/CON    Datum: EA=0.79(6) eV kfkr | HOF(A-)=-401.2/3.3 R-EA p:8

Trans-isomer.
###### the following are "below the line": evaluated as not accurate ####

----

73LIF/TIE    Datum: EA=>0.7(3) eV Endo p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nc4f8.zzf]

CBS-QB3    |-408.8 |     |     | 0.766|       |-391.5 |    |     

G3MP2B3    |-401.7 |     |     | 0.735|       |-385.1 |    |     

G3MP2B3+   |-401.8 |     |     | 0.738|       |-385.2 |    |     

G4MP2      |-404.0 |     |     | 0.997|       |-381.4 |    |     

M062X/Def2T|-412.8 |     |     | 0.790|       |-395.0 |    |     

B3/6-311++G|-369.9 |     |     | 1.331|       |-339.6 |    |     

++++++++++++++++++++++++++++++++

cC4F8-.

C4F8  mw:199.988 Anion CAS: Z-60082-15-7 fg:102 cnt:473

HOF(A.)= -368.7/2.6  94PED/      |

----

04MIL/FRI    Datum: EA=0.63(5) eV Kine | HOF(A-)=-383.2/2.8 R-EA p:9

Re-determination of forward/reverse rates constants, to refute 02HIR/MIZ higher value.See also 07BOP/ROS.

----

94MIL/MOR    Datum: EA=0.63(2) eV Kine p:8

FALP experiment: ratio of attachment/detachment rate constants.

----

07BOP/ROS    Datum: EA=1.9(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy. There is almost no Franck-Condon overlap in the photoelectron spectrum with the adiabatic electron affinity.

----

02HIR/MIZ    Datum: EA=0.520(52) eV [12.0(12) kcal] p:6

Isomer, accessible at >350 K.
###### the following are "below the line": evaluated as not accurate ####

----

02HIR/MIZ    Datum: EA=1.05(10) eV IMRE [24.2(23) kcal] p:3

Equilibrium vs. SF6; may be kinetic stationary state.

----

73LIF/TIE    Datum: EA=>0.4(3) eV Endo p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc4f8.zzf]

CBS-QB3    |-397.1 |     |     | 0.636|       |-382.9 |    |     

G3MP2B3    |-389.4 |     |     | 0.589|       |-376.3 |    |     

G3MP2B3+   |-389.5 |     |     | 0.605|       |-376.1 |    |     

G4MP2      |-391.0 |     |     | 0.879|       |-371.2 |    |     

M062X/Def2T|-396.6 |     |     | 0.550|       |-384.2 |    |     

B3/6-311++G|-355.7 |     |     | 1.214|       |-328.1 |    |     

++++++++++++++++++++++++++++++++

nC3F7CN..F-

C4F8N  mw:213.991

Core ion CAS: Z-16984-48-8 Solvent: 375-00-8 fg:481 cnt:995

HOF(solv)=-341.0/5.0 Est3          

----

85LAR/MCM    Datum: DaffG= 23.6/2.0 IMRE | HOF(A-)=-431.3/5.4 AfIN p:9

DaffH(X..Y-)= 30.8/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nc3f7cnf.zcf]

CBS-QB3    |-422.1 | 36.0| 26.7| 31.3|-327.0 |-59.0  

G3MP2B3    |-415.9 | 33.9| 24.7| 30.9|-322.0 |-60.1  

G4MP2      |-411.2 | 31.9| 22.5| 31.4|-317.4 |-62.0  

M062X/Def2T|-421.5 | 47.5| 38.2| 31.4|-328.0 |-45.9  

B3/6-311++G|-371.6 | 25.6| 27.2| 29.5|-274.1 |-61.5  

++++++++++++++++++++++++++++++++

CF3CF2CF(CF3)-

C4F9  mw:218.986 Anion CAS: A-680-17-1 fg:89 cnt:1622

HOF(AH)= -462.0/5.0 GpAd 93SP    |
###### the following are "below the line": evaluated as not accurate ####

----

85SPY/HUN    Datum: EA=>3.2(1) eV EIAE p:4

From i-C5F12. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.7 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2f5cfq.zaf]

CBS-QB3    |-493.2 |355.1|347.2| 2.700|-482.6 |-431.0 |26.6|103.8

G3MP2B3    |-486.0 |355.9|347.8| 2.694|-474.6 |-423.8 |27.3|102.9

G3MP2B3+   |-485.7 |356.1|348.2| 2.688|-474.5 |-423.7 |26.3|102.9

G4MP2      |-482.2 |354.9|347.1| 2.456|-469.9 |-425.5 |26.0|96.5 

M062X/Def2T|-496.5 |352.7|344.1| 2.644|-484.5 |-435.4 |28.6|101.1

B3/6-311++G|-442.2 |345.1|337.1| 2.960|-420.0 |-374.0 |26.9|98.2 

++++++++++++++++++++++++++++++++

(CF3)3C-

C4F9  mw:218.986 Anion CAS: Z-36542-21-9 fg:89 cnt:937

HOF(A.)= -419.0/5.1 D+AH         | BDE(A-H)= 109.0/5.0  83EVA/WEE    

HOF(AH)= -475.9/1.0 GpAd 93SP    |

DacidS=26.0/2.0 Stat |  S(A-)=106.7/2.2 Acid |  S(AH)=106.7/1.0 GpAd 93SP

----

94KOP/PIH    Datum: DacidG= 326.6/2.0 IMRE | HOF(A-)=-507.2/2.3 Acid p:9

DacidH(AH)= 334.4/2.1 G+TS EA(ev)= 3.827

----

85SPY/HUN    Datum: EA=3.4(1) eV EIAE p:5

From (CF3)3CF.

----

83SPY/SAU    Datum: EA=3.40(20) eV EIAE p:5

From (CF3)3CF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q3c.zaf]

CBS-QB3    |-526.7 |337.7|328.2| 3.572|-498.7 |-444.4 |31.7|106.4

G3MP2B3    |-518.7 |338.9|329.6| 3.537|-490.4 |-437.1 |31.1|105.3

G3MP2B3+   |-518.7 |339.0|329.6| 3.541|-490.5 |-437.1 |31.3|105.5

G4MP2      |-514.2 |338.9|329.4| 3.253|-485.9 |-439.2 |32.1|98.8 

M062X/Def2T|-529.5 |335.9|327.2| 3.509|-500.6 |-448.5 |29.1|104.3

B3/6-311++G|-472.7 |327.8|318.8| 3.778|-433.2 |-385.6 |30.2|99.7 

++++++++++++++++++++++++++++++++

(CF3)3CO-

C4F9O  mw:234.981 Anion CAS: Z-59229-53-7 fg:32 cnt:566

HOF(A.)= -475.1/4.2 D+AH         | BDE(A-H)= 111.0/3.0 Est4          

HOF(AH)= -534.0/3.0 Est3         |

DacidS=25.5/3.0 Stat |  S(A-)=113.8/3.2 Acid |  S(AH)=114.3/1.0 GpAd 93SP

----

90TAF/KOP    Datum: DacidG= 324.0/2.0 IMRE | HOF(A-)=-568.1/3.7 Acid p:9

DacidH(AH)= 331.6/2.2 G+TS EA(ev)= 4.033

----

81KOP/PIK    Datum: DacidG= 323.2/5.0 IMRB p:6

DacidH(AH)= 330.8/5.1 G+TS

----

80CLA/MCM    Datum: DacidG= 321.4/5.0 IMRB p:6

DacidH(AH)= 329.0/5.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q3co.zaf]

CBS-QB3    |-569.1 |330.6|322.7| 4.232|-534.0 |-471.6 |26.5|114.5

G3MP2B3    |-560.4 |331.7|323.8| 4.197|-524.9 |-463.7 |26.4|113.3

G3MP2B3+   |-560.3 |331.8|323.9| 4.197|-524.9 |-463.6 |26.3|113.4

G4MP2      |-555.2 |331.6|323.8| 3.892|-519.6 |-465.5 |26.1|106.2

M062X/Def2T|-569.8 |330.3|322.8| 4.102|-535.5 |-475.2 |25.2|112.3

B3/6-311++G|-503.5 |324.2|316.4| 4.309|-460.4 |-404.2 |26.2|108.3

++++++++++++++++++++++++++++++++

(CF3SO2)3C-

C4F9O6S3  mw:410.872 Anion CAS: Z-130447-45-9 fg:72 cnt:2690

DacidS=27.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 289.0/2.0 IMRE p:8

DacidH(AH)= 297.1/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by at least 5.3 kcal/mol, due to problems in the ladder at .DELTA.acidG = 293 and 299 kcal/mol. Deprecated per 14ZHA/SON. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tf3c.zaf]

CBS-QB3    |-718.5 |278.4|271.5|      |-631.2 |       |23.2|     

G3MP2B3    |-696.2 |284.7|278.0| 5.680|-613.6 |-564.7 |22.4|101.0

G3MP2B3+   |-695.1 |280.9|273.7|      |-608.8 |       |24.4|     

G4MP2      |-700.0 |282.2|276.3|      |-615.0 |       |19.6|     

M062X/Def2T|-696.2 |281.3|274.6| 5.717|-612.8 |-564.0 |22.5|100.9

B3/6-311++G|-498.3 |280.4|272.2| 5.488|-411.4 |-371.4 |27.4|92.1 

++++++++++++++++++++++++++++++++

(CF3CF2SO2)2N-

C4F10NO4S2  mw:379.911 Anion CAS: Z-129318-46-3 fg:49 cnt:2961

DacidS=22.6/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 283.7/2.0 IMRE p:9

DacidH(AH)= 290.4/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 280.0/2.0 IMRE p:8

----

94KOP/TAF    Datum: DacidG= 289.4/2.0 IMRE p:5

DacidH(AH)= 296.1/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by at least 5.3 kcal/mol, due to problems in the ladder at .DELTA.acidG = 293 and 299 kcal/mol. Deprecated per 14ZHA/SON. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qzso22n.zaf]

G3MP2B3    |-698.8 |290.9|284.3| 5.873|-622.5 |-562.8 |22.3|111.8

G3MP2B3+   |-698.2 |291.2|284.4|      |-622.2 |       |22.6|     

G4MP2      |-698.8 |291.2|284.5|      |-622.9 |       |22.7|     

M062X/Def2T|-705.0 |289.2|283.1| 5.947|-629.5 |-567.3 |20.4|114.3

B3/6-311++G|-538.8 |291.8|285.7| 5.615|-463.3 |-408.8 |20.4|106.6

++++++++++++++++++++++++++++++++

CF3SO2N(SO2nC3F7)-

C4F10NO4S2  mw:379.911 Anion CAS: Z-880873-48-3 fg:49 cnt:2962

DacidS=23.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 289.3/2.0 IMRE p:8

DacidH(AH)= 296.2/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by at least 5.3 kcal/mol, due to problems in the ladder at .DELTA.acidG = 293 and 299 kcal/mol. Deprecated per 14ZHA/SON. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tfso2nf7.zaf]

G3MP2B3    |-697.1 |291.7|284.9| 5.879|-621.5 |-561.0 |22.6|112.6

G4MP2      |-697.2 |291.8|284.9|      |-621.8 |       |23.1|     

M062X/Def2T|-703.5 |289.8|282.7| 5.969|-628.6 |-565.4 |23.7|115.3

B3/6-311++G|-537.1 |292.7|285.9| 5.647|-462.6 |-406.5 |22.8|108.2

++++++++++++++++++++++++++++++++

FeC4-

C4Fe  mw:103.935 Anion CAS: Z-159162-40-0 fg:19 cnt:10226

----

95FAN/LOU    Datum: EA=2.2(2) eV LPES p:8

++++++++++++++++++++++++++++++++

I..(CO)4Fe-.

C4FeIO4  mw:294.820 Anion CAS: Z-44864-27-9 fg:22 cnt:2392

HOF(solv)=  25.5/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>55.0 IMRB | HOF(A-)=<-190.3/3.6 AfIN p:5

++++++++++++++++++++++++++++++++

Fe(NCS)4Na-

C4FeN4NaS4  mw:310.826 fg:24 cnt:8541

----

03YAN/WAN2   Datum: EA=4.12(5) eV LPES p:8

Vertical Detachment Energy:4.56(8) eV. See also 00WAN/WAN6.

++++++++++++++++++++++++++++++++

Fe(NCS)4-

C4FeN4S4  mw:287.836 Anion CAS: Z-18348-44-2 fg:24 cnt:8542

----

03YAN/WAN2   Datum: EA=5.70(5) eV LPES p:8

Vertical Detachment Energy:5.88(5) eV.

++++++++++++++++++++++++++++++++

Fe(CO)4-

C4FeO4  mw:167.915 Anion CAS: Z-71564-27-7 fg:22 cnt:136

HOF(A.)= -106.9/2.8  92SUN/WAN   | BDE(A-H)= 97.9/3.7 D-EA           

----

94NAK/TAG    Datum: EA=2.34(10) eV LPES | HOF(A-)=-160.9/9.6 R-EA p:9

DaffH(AH)=  34.7/9.6 A-IN

Vertical Detachment Energy:3.02(13) eV.

----

79ENG/LIN2   Datum: EA=2.40(30) eV LPES p:8

DaffH(AH)=  13.8/8.3 dEA

----

92SUN/WAN    Datum: DaffH= 41.7/2.5 CIDT p:7

Affinity: CO.bullet..bullet.Fe(CO)3-.

----

91STE/BEA    Datum: DacidG=>314.0/5.0 IMRB p:6

Deprotonates Fe(CO)4H2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [feco4.zz0]

CBS-QB3    |-161.6 |327.6|319.9| 2.407|-123.5 |-105.8 |25.7|69.8 

M062X/Def2T|-113.6 |327.2|318.2| 1.247|-76.2  |-84.7  |30.4|43.7 

B3/6-311++G|-143.4 |319.0|311.4| 2.300|-95.1  |-90.5  |25.6|56.8 

++++++++++++++++++++++++++++++++

PbFe(CO)4-

C4FeO4Pb  mw:375.892 Anion CAS: Z-1923758-08-0 fg:18 cnt:10948

----

16LIU/ZOU    Datum: EA=1.967(9) eV PVMI p:8

Vertical Detachment Energy:2.143(5) eV.

++++++++++++++++++++++++++++++++

TiFe(CO)4-

C4FeO4Ti  mw:215.863 fg:24 cnt:11859

----

21ZHA/LIU    Datum: EA=2.20(12) eV PVMI p:8

Vertical Detachment Energy: 2.49(11) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tifeco4q.zan]

B3/6-311++G|-75.5  |     |     | 2.489|       |-17.7  |    |     

++++++++++++++++++++++++++++++++

VFe(CO)4-

C4FeO4V  mw:218.859 fg:24 cnt:11860

----

21ZHA/LIU    Datum: EA=2.32(12) eV PVMI p:8

Vertical Detachment Energy: 2.49(11) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vfeco4k.zan]

B3/6-311++G|-58.3  |     |     | 2.428|       |-1.9   |    |     

++++++++++++++++++++++++++++++++

[Fe4S4(CN)4]=

C4Fe4N4S4  mw:455.641 Anion CAS: Z-194592-02-4 fg:24 cnt:10281

----

04FU_/YAN    Datum: EA=1.47(11) eV LPES p:8

Vertical Detachment Energy:1.69(6) eV.

++++++++++++++++++++++++++++++++

[Fe4S4(NCS)4]=

C4Fe4N4S8  mw:583.530 Anion CAS: Z-727731-36-4 fg:24 cnt:10285

----

04FU_/YAN    Datum: EA=1.84(10) eV LPES p:8

Vertical Detachment Energy:2.10(8) eV.

++++++++++++++++++++++++++++++++

HfNi(CO)4-

C4HfNiO4  mw:349.862 Anion CAS: Z-2100276-06-8 fg:22 cnt:10968

----

17ZOU/XIE    Datum: EA=2.40(5) eV PVMI p:8

Vertical Detachment Energy:2.68(4) eV.

++++++++++++++++++++++++++++++++

(CO)4..I-

C4IO4  mw:238.885 fg:484 cnt:8180

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

12LAP/LAM    Datum: EA=3.33(5) eV LPES p:9

DaffH(AH)=  1.2/1.6 dEA

++++++++++++++++++++++++++++++++

(CO2)4..I-

C4IO8  mw:302.864 fg:484 cnt:3101

HOF(A.)= -349.1/2.3              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

02GOM/TAY    Datum: EA=3.660(7) eV LPES | HOF(A-)=-435.9/2.9 AfIN p:8

DaffH(AH)=  1.8/0.2 dEA

The stated EA is the Vertical Detachment Energy. The ion affinity is the stepwise difference in electron affinities.

----

95ARN/BRA2   Datum: EA=3.695(63) eV LPES | HOF(A-)=-436.7/3.2 AfIN p:8

DaffH(AH)=  2.7/1.5 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

91MAR/GIN    Datum: EA=3.79(5) eV LPES p:8

DaffH(AH)=  4.8/1.2 dEA

The stated EA is the Vertical Detachment Energy. See also 91MAR/GIN2.

----

87HIR/MIZ3   Datum: DaffG= -1.0/2.0 TDAs | HOF(A-)=-438.6/3.1 AfIN p:8

DaffH(X..Y-)= 4.5/1.0 TDAs

++++++++++++++++++++++++++++++++

K3(NCS)4-

C4K3N4S4  mw:348.792 fg:24 cnt:10802

----

15DEN/KON2   Datum: EA=5.95(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC4-.

C4La  mw:186.907 Anion CAS: Z-194015-88-8 fg:19 cnt:5010

HOF(A.)= 182.0/10.0  76HEP/SIN   |

----

00KOH/SUZ    Datum: EA=1.40(10) eV LPES | HOF(A-)=149.7/10.3  p:7

The stated EA is the Vertical Detachment Energy. "side" metalated structure.

++++++++++++++++++++++++++++++++

LaNi(CO)4-

C4LaNiO4  mw:308.822 Anion CAS: N-2304408-77-1 fg:22 cnt:9624

----

18LI_/ZHA    Datum: EA=1.28(11) eV LPES p:8

Vertical Detachment Energy:1.44(10) eV.

++++++++++++++++++++++++++++++++

MnC4-

C4Mn  mw:102.939 Anion CAS: Z-207401-26-1 fg:19 cnt:11029

----

19XU_/YAN    Datum: EA=2.56(8) eV LPES p:8

Vertical Detachment Energy:2.95(8) eV.

++++++++++++++++++++++++++++++++

CO..Mn(CO)3-

C4MnO4  mw:166.918 Anion CAS: Z-71564-29-9 fg:22 cnt:3405

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

93SUN/WAN    Datum: DaffH= 41.1/3.0 CIDT | HOF(A-)=-101.7/3.0 AfIN p:8

++++++++++++++++++++++++++++++++

C4N-

C4N  mw:62.004 Anion CAS: Z-168300-26-3 fg:19 cnt:7319

----

09GAR/YAC    Datum: EA=3.1113(10) eV LPES p:9

Triplet anion ground state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nc4-t.zaf]

W1U        |135.3  |343.6|336.7| 3.143|157.5  |207.9  |23.2|102.5

W1U        |134.9  |343.3|340.9| 3.152|157.5  |207.9  |8.3 |102.5

CBS-QB3    |136.1  |343.4|339.6| 3.135|158.4  |208.7  |12.9|102.3

G3MP2B3    |134.4  |343.2|338.2| 3.188|158.4  |208.2  |16.8|101.9

G3MP2B3+   |134.6  |343.2|334.1| 3.201|158.5  |208.4  |30.7|102.0

M062X/Def2T|129.5  |340.9|332.4| 3.327|153.2  |206.2  |28.4|105.1

B3/6-311++G|131.2  |342.0|334.7| 3.311|156.5  |207.6  |24.4|103.2

++++++++++++++++++++++++++++++++

(CO2)4..NO2-

C4NO10  mw:221.953 fg:488 cnt:3621

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -1.7/1.0 TDAs | HOF(A-)=-446.7/1.8 AfIN p:8

DaffH(X..Y-)= 6.0/1.0 TDAs

++++++++++++++++++++++++++++++++

Sc(NCS)4-

C4NSSc  mw:138.932 Anion CAS: Z-107299-13-8 fg:24 cnt:8543

----

03YAN/WAN2   Datum: EA=5.98(5) eV LPES p:8

Vertical Detachment Energy:6.20(5) eV.

++++++++++++++++++++++++++++++++

NC-CC-CN-.

C4N2  mw:76.007 Anion CAS: N-1071-98-3 fg:102 cnt:9920
###### the following are "below the line": evaluated as not accurate ####

----

72BRI/OLS #  Datum: HOF(A-)=106.7/4.6 EIAE p:4

From TCNE. Reworked with modern thermochemistry. The authors assume a vinylidene structure. The linear alkyne is more stable, both neutral and anion, by many kcal/mol, per composite computations(18BAR/), with .DELTA.fH(A-) ca. 95-99 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nccccn.zzf]

W1U        |99.4   |     |     | 1.260|       |128.2  |    |     

CBS-QB3    |99.7   |     |     | 1.285|       |129.0  |    |     

G3MP2B3    |95.8   |     |     | 1.278|       |124.8  |    |     

G3MP2B3+   |94.8   |     |     | 1.330|       |125.0  |    |     

G4MP2      |98.0   |     |     | 1.298|       |127.5  |    |     

M062X/Def2T|95.1   |     |     | 1.372|       |126.6  |    |     

B3/6-311++G|97.5   |     |     | 1.619|       |134.4  |    |     

++++++++++++++++++++++++++++++++

Na3(NCS)4-

C4N4Na3S4  mw:300.870 fg:24 cnt:10791

----

15DEN/KON2   Datum: EA=6.20(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Pt(CN)4=

C4N4Pt  mw:298.978 Anion CAS: Z-15004-88-3 fg:24 cnt:9587

----

06WAN/WAN    Datum: EA=1.69(5) eV LPES p:8

++++++++++++++++++++++++++++++++

NbC4-

C4Nb  mw:140.907 Anion CAS: N-309286-66-6 fg:19 cnt:8560

----

01ZHA/LIU    Datum: EA=3.27(7) eV LPES p:9

Vertical Detachment Energy:3.33(7) eV.

++++++++++++++++++++++++++++++++

Nb2C4-

C4Nb2  mw:233.813 Anion CAS: Z-1000819-60-2 fg:19 cnt:6979

----

07KNA/CLA    Datum: EA=1.67(13) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

ScNi(CO)4-

C4NiO4Sc  mw:214.871 Anion CAS: Z-2197979-18-1 fg:22 cnt:9579

----

18XIE/ZOU    Datum: EA=1.70(9) eV LPES p:8

Vertical Detachment Energy:1.86(9) eV.

++++++++++++++++++++++++++++++++

TiNi(CO)4-

C4NiO4Ti  mw:217.864 Anion CAS: Z-2100275-95-2 fg:22 cnt:10960

----

17ZOU/XIE    Datum: EA=2.26(6) eV PVMI p:8

Vertical Detachment Energy:2.56(5) eV.

++++++++++++++++++++++++++++++++

VNi(CO)4-

C4NiO4V  mw:220.860 Anion CAS: Z-2396733-58-5 fg:22 cnt:10974

----

18YUA/ZHA    Datum: EA=2.22(6) eV LPES p:8

Vertical Detachment Energy:2.48(5) eV.

++++++++++++++++++++++++++++++++

YNi(CO)4-

C4NiO4Y  mw:258.821 Anion CAS: Z-2197979-23-8 fg:22 cnt:9584

----

18XIE/ZOU    Datum: EA=1.72(9) eV LPES p:8

Vertical Detachment Energy:1.96(8) eV.

++++++++++++++++++++++++++++++++

ZrNi(CO)4-

C4NiO4Zr  mw:259.820 Anion CAS: Z-2100276-00-2 fg:22 cnt:10965

----

17ZOU/XIE    Datum: EA=2.31(6) eV PVMI p:8

Vertical Detachment Energy:2.62(4) eV.

++++++++++++++++++++++++++++++++

C4O-.

C4O  mw:63.995 Anion CAS: Z-227084-30-2 fg:117 cnt:1684

----

86OAK/ELL    Datum: EA=2.05(15) eV LPES p:6

Calculations (00RIE/ELL) imply electron affinity = 3 eV, above laser wavelength. Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.1 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c4o.zaf]

W1U        |75.9   |     |     | 3.067|       |146.6  |    |     

CBS-QB3    |75.8   |     |     | 3.084|       |147.0  |    |     

G3MP2B3    |73.0   |     |     | 3.130|       |145.3  |    |     

G3MP2B3+   |73.0   |     |     | 3.134|       |145.4  |    |     

G4MP2      |74.2   |     |     | 3.191|       |147.8  |    |     

M062X/Def2T|70.0   |     |     | 2.891|       |136.7  |    |     

B3/6-311++G|75.3   |     |     |3090.9|       |249.4  |    |     

++++++++++++++++++++++++++++++++

O2CCCCO2=

C4O4  mw:111.981 Anion CAS: Z-44742-97-4 fg:37 cnt:5073

HOF(A.)= -94.5/2.5               | BDE(A-H)= 113.0/3.0 Est2          

----

00SKU/SIM    Datum: EA=0.30(1) eV LPES | HOF(A-)=-101.4/2.5 Acid p:8

DacidH(AH)= 419.7/2.5 D-EA

Vertical Detachment Energy:0.60(10) eV; coulomb barrier ca. <80 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o2cccco2.zdf]

CBS-QB3    |-115.4 |405.6|398.5| 0.517|-155.3 |-103.5 |24.1|103.9

G3MP2B3    |-115.5 |406.5|399.1| 0.525|-154.8 |-103.3 |24.8|103.6

G3MP2B3+   |-115.5 |406.6|399.3| 1.141|-154.9 |-88.8  |24.7|118.3

G4MP2      |-113.4 |406.3|399.1| 0.423|-152.5 |-103.1 |24.1|101.5

M062X/Def2T|-110.4 |408.5|401.3| 0.377|-154.2 |-101.3 |24.2|105.0

B3/6-311++G|-97.5  |405.8|398.5|-0.049|-136.0 |-98.2  |24.6|89.9 

++++++++++++++++++++++++++++++++

cyclobutanetetraone-.

C4O4  mw:111.980 Anion CAS: Z-51159-27-4 fg:102 cnt:8159

----

12GUO/HOU    Datum: EA=3.475(5) eV LPES p:9

Doublet anion to triplet neutral. There are singlet neutral states 1.5 and 3.2 kcal/mol above the triplet.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c4o4.zzf]

CBS-QB3    |-145.5 |     |     | 3.370|       |-67.6  |    |     

G3MP2B3    |-142.8 |     |     | 3.541|       |-60.9  |    |     

G3MP2B3+   |-142.8 |     |     | 3.536|       |-61.1  |    |     

G4MP2      |-141.1 |     |     | 3.527|       |-59.6  |    |     

M062X/Def2T|-137.1 |     |     | 3.272|       |-61.4  |    |     

B3/6-311++G|-127.5 |     |     | 3.430|       |-48.2  |    |     

++++++++++++++++++++++++++++++++

CO..Pt3(CO)3-.

C4O4Pt3  mw:696.875 Anion CAS: Z-171823-43-1 fg:22 cnt:4285

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 24.4/3.2 CIDT | HOF(A-)=-100.5/17.7 AfIN p:8

++++++++++++++++++++++++++++++++

(COS)4-.

C4O4S4  mw:239.868 fg:302 cnt:6745

HOF(solv)= -33.9/0.1 neut 94PED/   

----

03SUR/SAN    Datum: EA=2.40(10) eV LPES p:7

DaffH(AH)=  5.8/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ti2(CO)4-

C4O4Ti2  mw:207.876 Anion CAS: Z-2088844-85-1 fg:22 cnt:10956

----

16ZOU/XIE    Datum: EA=2.010(74) eV PVMI p:8

Vertical Detachment Energy:2.242(63) eV.

++++++++++++++++++++++++++++++++

CO..V(CO)3-

C4O4V  mw:162.924 Anion CAS: Z-147244-03-9 fg:22 cnt:3400

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

93SUN/WAN    Datum: DaffH= 40.4/5.8 CIDT | HOF(A-)=-108.4/5.8 AfIN p:8

++++++++++++++++++++++++++++++++

(CO2)4-.

C4O8  mw:175.960 Anion CAS: Z-357265-40-8 fg:302 cnt:1851

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=3.17(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=2.96(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CO2)3..CO3-.

C4O9  mw:191.955 fg:401 cnt:3614

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -1.1/1.0 TDAs | HOF(A-)=-432.8/4.8 AfIN p:8

DaffH(X..Y-)= 5.5/1.0 TDAs

++++++++++++++++++++++++++++++++

(CO2)4..O2-.

C4O10  mw:207.950 fg:491 cnt:3609

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -0.8/1.0 TDAs | HOF(A-)=-423.1/2.2 AfIN p:8

DaffH(X..Y-)= 4.8/1.0 TDAs

++++++++++++++++++++++++++++++++

Pt2C4-

C4Pt2  mw:437.930 Anion CAS: Z-2770499-89-1 fg:20 cnt:11864

----

22LIU/LI     Datum: EA=3.01(8) eV PVMI p:8

Vertical Detachment Energy: 3.09(8) eV.

++++++++++++++++++++++++++++++++

C4S-

C4S  mw:79.973 Anion CAS: Z-347859-14-7 fg:19 cnt:8815

----

15XU_/DEN    Datum: EA=3.23(8) eV LPES p:8

Vertical Detachment Energy:3.32(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c4s.zzf]

CBS-QB3    |118.9  |     |     | 3.313|       |195.3  |    |     

G3MP2B3    |118.3  |     |     | 3.225|       |192.9  |    |     

G3MP2B3+   |118.3  |     |     | 3.243|       |193.2  |    |     

G4MP2      |118.9  |     |     | 3.310|       |195.3  |    |     

M062X/Def2T|112.8  |     |     | 3.139|       |185.3  |    |     

B3/6-311++G|121.4  |     |     | 3.156|       |194.3  |    |     

++++++++++++++++++++++++++++++++

C4S2-

C4S2  mw:111.945 Anion CAS: Z-191427-38-0 fg:19 cnt:8821

----

15XU_/DEN    Datum: EA=2.79(8) eV LPES p:8

Vertical Detachment Energy:3.00(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c4s2.zzf]

CBS-QB3    |72.2   |     |     | 3.158|       |144.8  |    |     

G3MP2B3    |71.4   |     |     | 3.016|       |140.8  |    |     

G3MP2B3+   |71.2   |     |     | 3.024|       |140.7  |    |     

G4MP2      |71.8   |     |     | 3.065|       |142.5  |    |     

M062X/Def2T|66.9   |     |     | 3.261|       |141.8  |    |     

B3/6-311++G|81.1   |     |     | 3.233|       |155.9  |    |     

++++++++++++++++++++++++++++++++

cyclobutatetrathione-.

C4S4  mw:175.889 Anion CAS: Z-213550-30-2 fg:102 cnt:9519

----

13ZHA/HRO    Datum: EA=3.750(5) eV LPES p:8

Ground state singlet. Triplet state 0.41 eV higher.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c4s4.zzf]

CBS-QB3    |47.3   |     |     | 3.925|       |137.9  |    |     

G3MP2B3    |51.6   |     |     | 3.651|       |135.9  |    |     

G3MP2B3+   |51.6   |     |     | 3.654|       |135.9  |    |     

G4MP2      |49.2   |     |     | 3.725|       |135.2  |    |     

M062X/Def2T|52.1   |     |     | 3.942|       |143.1  |    |     

B3/6-311++G|82.3   |     |     | 4.067|       |176.1  |    |     

++++++++++++++++++++++++++++++++

(CS2)4-.

C4S8  mw:303.777 Anion CAS: Z-202017-98-9 fg:302 cnt:4352

HOF(A.)= 113.2/2.4               |

HOF(solv)=  27.9/0.2 neut 94PED/   

----

97TSU/HIR2   Datum: EA=2.05(3) eV LPES | HOF(A-)=65.9/2.3 AfIN p:8

DaffH(AH)=  4.6/1.0 dEA

The stated EA is the Vertical Detachment Energy. Affinity is difference from next lower Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

SiC4-.

C4Si  mw:75.977 Anion CAS: Z-161636-19-7 fg:19 cnt:3628

----

95NAK/TAG2   Datum: EA=2.15(6) eV LPES p:8

Vertical Detachment Energy:2.34(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sic4.zzf]

W1U        |164.1  |     |     | 2.369|       |218.9  |    |     

CBS-QB3    |165.8  |     |     | 2.304|       |219.0  |    |     

G3MP2B3    |163.0  |     |     | 2.143|       |212.5  |    |     

G3MP2B3+   |162.7  |     |     | 2.167|       |212.8  |    |     

G4MP2      |164.2  |     |     | 2.192|       |214.8  |    |     

M062X/Def2T|160.4  |     |     | 2.310|       |213.8  |    |     

B3/6-311++G|167.8  |     |     | 2.342|       |221.9  |    |     

++++++++++++++++++++++++++++++++

Si2C4-.

C4Si2  mw:103.954 Anion CAS: Z-167944-23-2 fg:19 cnt:3632

----

01DAV/SCH    Datum: EA=2.543(6) eV LPES p:9

----

95NAK/TAG2   Datum: EA=2.38(6) eV LPES p:8

Vertical Detachment Energy:2.49(8) eV.

++++++++++++++++++++++++++++++++

TaC4-

C4Ta  mw:228.949 Anion CAS: N-264888-86-0 fg:19 cnt:11757

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25CHE/YAN    Datum: EA=2() eV SEVI [19608(17) cm-1] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tac4-s.za0]

M062X/Def2T|239.8  |     |     | 1.994|       |285.7  |    |     

++++++++++++++++++++++++++++++++

Ta4C4-

C4Ta4  mw:771.793 Anion CAS: Z-1802208-44-1 fg:19 cnt:11328

----

21ZHA/XU 2   Datum: EA=1.80(8) eV LPES p:8

Vertical Detachment Energy:1.86(8) eV.

++++++++++++++++++++++++++++++++

TiC4-

C4Ti  mw:95.948 Anion CAS: Z-196945-25-2 fg:19 cnt:5672

----

97WAN/DIN    Datum: EA=1.494(20) eV LPES p:9

++++++++++++++++++++++++++++++++

VC4-.

C4V  mw:98.945 Anion CAS: Z-918429-57-9 fg:19 cnt:6842

----

16YUA/WAN    Datum: EA=1.46(8) eV LPES p:8

Vertical Detachment Energy:1.83(8) eV.

----

06KNA/JON    Datum: EA=1.20(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V2C4-.

C4V2  mw:149.888 Anion CAS: Z-487005-57-2 fg:19 cnt:6846

----

16YUA/WAN    Datum: EA=1.90(8) eV LPES p:8

Vertical Detachment Energy:2.06(8) eV.

----

06KNA/JON    Datum: EA=1.90(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V3C4-.

C4V3  mw:200.832 Anion CAS: Z-918429-69-3 fg:19 cnt:6855

----

16YUA/WAN    Datum: EA=1.35(8) eV LPES p:8

Vertical Detachment Energy:1.62(8) eV.

----

06KNA/JON    Datum: EA=1.90(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V4C4-.

C4V4  mw:251.776 Anion CAS: Z-1883789-81-8 fg:19 cnt:6858

----

16YUA/WAN    Datum: EA=1.05(8) eV LPES p:8

Vertical Detachment Energy:1.29(8) eV.

----

06KNA/JON    Datum: EA=1.70(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V5C4-.

C4V5  mw:302.720 Anion CAS: Z-1883419-49-5 fg:24 cnt:11240

----

16YUA/WAN    Datum: EA=1.26(8) eV LPES p:8

Vertical Detachment Energy:1.53(8) eV.

++++++++++++++++++++++++++++++++

V6C4-.

C4V6  mw:353.664 Anion CAS: Z-1883419-51-9 fg:24 cnt:11241

----

16YUA/WAN    Datum: EA=1.24(8) eV LPES p:8

Vertical Detachment Energy:1.56(8) eV.

++++++++++++++++++++++++++++++++

HCCCC-

C4H  mw:49.008 Anion CAS: Z-59012-21-4 fg:84 cnt:4420

HOF(A.)= 181.7/3.4 D+AH          | BDE(A-H)= 128.3/2.9 D-EA          

HOF(AH)= 111.0/2.0  90KIE/VON    |

DacidS=27.4/1.0 Stat |  S(A-)=61.1/1.4 Acid |  S(AH)=59.7/1.0 GpAd 93SP

----

07ZHO/GAR2   Datum: EA=3.5332(10) eV SEVI p:9

----

02PIN/TUL    Datum: EA=3.561(10) eV LPD  p:8

----

00SHI/ERV    Datum: DacidH(AH)= 360.4/2.9 Endo | HOF(A-)=105.7/3.5 Acid p:8

DacidG(AH)= 352.2/2.9 H-TS

----

98TAY/XU     Datum: EA=3.558(15) eV LPES p:8

----

22ZHU/BUL    Datum: EA=3.45(2) eV LPD  p:7

Also radiative cooling rates. Ions may be hot.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc4.zaf]

W1U        |108.6  |364.8|356.7| 3.573|109.7  |191.1  |27.0|133.6

CBS-QB3    |110.5  |363.9|355.6| 3.589|112.3  |193.2  |28.0|132.9

G3MP2B3    |105.0  |363.4|353.4| 3.718|108.9  |190.3  |33.5|133.5

G3MP2B3+   |105.0  |363.3|354.8| 3.705|108.9  |190.5  |28.6|133.6

G4MP2      |105.8  |363.2|354.0| 3.707|109.7  |190.9  |31.0|133.3

M062X/Def2T|107.6  |362.8|354.8| 3.531|109.4  |189.1  |27.0|131.7

++++++++++++++++++++++++++++++++

DCCCC-

C4D  mw:50.015 Anion CAS: Z-209974-44-7 fg:84 cnt:4422

----

07ZHO/GAR2   Datum: EA=3.5308(12) eV SEVI p:9

----

98TAY/XU     Datum: EA=3.552(15) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcccc.zaf]

W1U        |107.1  |366.6|358.7| 3.570|106.4  |189.6  |26.2|135.2

CBS-QB3    |109.4  |365.7|357.6| 3.584|109.9  |192.0  |27.3|134.2

G3MP2B3    |103.7  |366.1|356.1| 3.706|105.8  |188.8  |33.3|136.0

G4MP2      |104.9  |365.1|356.0| 3.696|107.4  |189.8  |30.4|134.5

M062X/Def2T|106.4  |364.6|356.8| 3.528|107.0  |187.8  |26.3|133.4

B3/6-311++G|135.0  |362.3|352.2| 3.391|506.6  |212.8  |33.8|124.9

++++++++++++++++++++++++++++++++

AgC4H-

C4HAg  mw:155.913 fg:24 cnt:11571

----

22HAN/HON    Datum: EA=1.379(20) eV LPES p:8

Vertical Detachment Energy:1.42(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [agc4h.zz0]

M062X/Def2T|145.2  |     |     | 1.338|       |175.9  |    |     

++++++++++++++++++++++++++++++++

C4HAu-

C4HAu  mw:245.975 Anion CAS: N-2023750-28-7 fg:18 cnt:8927

----

16VIS/ADD    Datum: EA=1.775(5) eV PVMI p:9

----

16LEO/RUI    Datum: EA=1.778(1) eV PVMI p:8

Vertical Detachment Energy:1.990(1) eV.

++++++++++++++++++++++++++++++++

(CF3)3CH..Cl-

C4HClF9  mw:254.963

Core ion CAS: Z-16887-00-6 Solvent: 382-24-1 fg:482 cnt:7465

HOF(solv)=-475.9/1.0 GpAd 93SP     

----

09GUE/HER    Datum: DaffG= 15.5/0.3 IMRE p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [q3chcl.zcf]

CBS-QB3    |-579.1 | 23.7| 16.9| 22.7|-498.7 |-56.7  

G3MP2B3    |-569.5 | 23.0| 16.4| 21.8|-490.4 |-56.1  

G3MP2B3+   |-569.6 | 22.9| 16.1| 22.8|-490.5 |-56.1  

G4MP2      |-563.9 | 23.0| 16.5| 21.7|-485.9 |-55.0  

M062X/Def2T|-575.9 | 26.8| 20.2| 22.2|-500.6 |-48.4  

B3/6-311++G|-512.4 | 11.3| 15.5| 22.6|-433.2 |-56.9  

++++++++++++++++++++++++++++++++

CF3COCF2H..CN-

C4HF5NO  mw:173.998

Core ion CAS: Z-57-12-5 Solvent: 431-71-0 fg:485 cnt:1690

HOF(solv)=-291.7/1.0 GpAd 93SP     

----

87LAR/MCM    Datum: DaffG= 17.9/2.3 IMRE | HOF(A-)=-300.8/3.2 AfIN p:9

DaffH(X..Y-)= 25.8/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qccnxf2o.zaf]

G3MP2B3    |-308.7 | 37.8| 26.3| 38.6|-285.4 |14.5   

G4MP2      |-305.1 | 36.3| 24.8| 38.6|-282.8 |14.1   

M062X/Def2T|-311.8 | 39.5| 27.9| 38.7|-290.7 |18.4   

B3/6-311++G|-271.0 | 34.2| 22.7| 38.7|-252.9 |16.2   

++++++++++++++++++++++++++++++++

trans-cyclo-F6-butanide-

C4HF6  mw:162.999 Anion CAS: A-23012-94-4 fg:89 cnt:8687

DacidS=28.0/3.0 Calc | 

----

14ZHA/BAD    Datum: DacidG= 344.8/2.0 IMRE p:8

DacidH(AH)= 353.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc4h2f6t.zaf]

CBS-QB3    |-298.8 |352.7|344.4| 2.761|-285.8 |-235.2 |27.9|102.6

G3MP2B3    |-294.0 |354.0|345.7| 2.748|-280.8 |-230.7 |27.7|102.2

G3MP2B3+   |-294.1 |353.8|345.4| 2.754|-280.6 |-230.7 |28.2|102.1

G4MP2      |-291.0 |353.3|345.2| 2.570|-277.2 |-231.8 |27.1|97.5 

M062X/Def2T|-298.2 |353.2|344.9| 2.590|-286.7 |-238.5 |27.6|100.3

B3/6-311++G|-267.3 |344.1|335.7| 2.981|-244.1 |-198.7 |28.2|97.5 

++++++++++++++++++++++++++++++++

cis-cyclo-F6-butanide-

C4HF6  mw:162.999 Anion CAS: A-22819-47-2 fg:89 cnt:8688

DacidS=28.0/3.0 Calc | 

----

14ZHA/BAD    Datum: DacidG= 343.2/2.0 IMRE p:8

DacidH(AH)= 351.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc4h2f6c.zaf]

CBS-QB3    |-298.8 |349.4|341.1| 2.761|-282.5 |-235.2 |27.7|99.3 

G3MP2B3    |-294.1 |350.7|342.5| 2.748|-277.5 |-230.7 |27.4|98.9 

G3MP2B3+   |-294.1 |350.4|342.1| 2.754|-277.3 |-230.7 |28.0|98.7 

G4MP2      |-291.0 |349.9|341.9| 2.570|-273.8 |-231.8 |27.1|94.1 

M062X/Def2T|-298.2 |349.8|341.6| 2.590|-283.3 |-238.5 |27.6|97.0 

B3/6-311++G|-267.3 |340.4|332.1| 2.981|-240.4 |-198.7 |27.9|93.8 

++++++++++++++++++++++++++++++++

(CF3)3COH..I-

C4HF9IO  mw:362.893

Core ion CAS: Z-20461-54-5 Solvent: 2378-02-1 fg:484 cnt:4049

HOF(solv)=-534.0/3.0 Est3          

----

89CAL/MAS    Datum: DaffH= 23.2/1.0 TDAs | HOF(A-)=-602.2/3.2 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [q3cohi.zc0]

M062X/Def2T|-602.2 | 23.1| 16.0| 23.9|-535.5 |-43.7  

++++++++++++++++++++++++++++++++

(CF3)3CNH-

C4HF9N  mw:233.997 Anion CAS: Z-174191-14-1 fg:45 cnt:2495

HOF(AH)= -479.0/5.0 Est3 94PED/  |

DacidS=24.6/1.0 Stat |  S(A-)=113.0/1.4 Acid |  S(AH)=114.4/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 350.1/2.0 IMRE | HOF(A-)=-487.3/5.4 Acid p:9

DacidH(AH)= 357.4/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q3cnh.zaf]

CBS-QB3    |-500.2 |358.2|350.2|      |-492.6 |       |26.8|     

G3MP2B3    |-492.4 |358.6|350.2| 2.714|-483.8 |-429.9 |27.9|106.0

G3MP2B3+   |-492.3 |358.7|350.7| 2.710|-483.8 |-429.9 |26.8|106.0

G4MP2      |-487.8 |358.4|350.6| 2.414|-479.0 |-432.1 |26.2|99.0 

M062X/Def2T|-500.8 |357.8|349.9| 2.638|-493.9 |-440.0 |26.4|106.0

B3/6-311++G|-437.0 |353.3|345.3| 2.826|-423.0 |-371.9 |26.7|103.2

++++++++++++++++++++++++++++++++

nC4F9SO2NH-

C4HF9NO2S  mw:297.959 Anion CAS: Z-1232169-39-9 fg:49 cnt:2696

DacidS=24.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 315.1/2.0 IMRE p:9

DacidH(AH)= 322.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c4f9so2n.zaf]

G3MP2B3    |-565.3 |323.6|316.2| 4.429|-521.7 |-462.8 |24.8|110.9

G3MP2B3+   |-564.8 |323.9|316.8| 4.411|-521.5 |-462.7 |23.8|110.9

G4MP2      |-562.8 |323.6|316.6|      |-519.2 |       |23.4|     

M062X/Def2T|-570.8 |323.5|317.1| 4.414|-529.6 |-468.6 |21.3|113.1

B3/6-311++G|-460.0 |322.6|315.5| 4.319|-415.4 |-360.0 |23.9|107.5

++++++++++++++++++++++++++++++++

(CF3)3COH..F-

C4HF10O  mw:254.987

Core ion CAS: Z-16984-48-8 Solvent: 2378-02-1 fg:481 cnt:1052

HOF(solv)=-534.0/3.0 Est3          
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 47.9/2.0 IMRE | HOF(A-)=-649.7/3.7 AfIN p:4

DaffH(X..Y-)= 56.2/2.1 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 59 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [q3cohf.zcf]

CBS-QB3    |-659.2 | 66.2| 59.7| 21.8|-534.0 |-59.0  

G3MP2B3    |-649.0 | 64.0| 57.5| 21.8|-524.9 |-60.1  

G4MP2      |-642.2 | 60.6| 53.1| 25.1|-519.6 |-62.0  

M062X/Def2T|-657.4 | 76.0| 69.0| 23.4|-535.5 |-45.9  

B3/6-311++G|-588.3 | 56.1| 59.9| 21.9|-460.4 |-61.5  

++++++++++++++++++++++++++++++++

FeC4H-

C4HFe  mw:104.943 Anion CAS: Z-162195-98-4 fg:18 cnt:10225

----

95FAN/LOU    Datum: EA=1.67(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe(CO)4H-

C4HFeO4  mw:168.923 Anion CAS: Z-18716-80-8 fg:22 cnt:1092

HOF(AH)= -130.5/3.5  93SUN/SQU   |

DacidS=18.0/3.0 Stat | 

----

91STE/BEA    Datum: DacidG= 313.7/5.5 IMRB | HOF(A-)=-177.1/6.6 Acid p:6

DacidH(AH)= 319.1/5.6 G+TS

Between HBr, HI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [feco4h.za0]

CBS-QB3    |-189.5 |316.4|308.7| 2.849|-140.2 |-123.5 |25.8|68.8 

M062X/Def2T|-109.6 |332.2|324.7| 1.418|-77.1  |-76.2  |25.1|53.0 

B3/6-311++G|-154.2 |317.0|309.2| 2.547|-103.9 |-95.1  |25.9|60.8 

++++++++++++++++++++++++++++++++

HC4N-

C4HN  mw:63.011 Anion CAS: Z-847643-27-0 fg:117 cnt:10845

----

11VOG/WRE3   Datum: EA=2.05(8) eV LPES p:8

Vertical Detachment Energy:2.57(3) eV. Double anion to triple neutral. Singlet 0.76(8) eV up from triplet.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc4n-d.zzf]

W1U        |108.0  |     |     | 2.139|       |157.5  |    |     

G3MP2B3    |106.2  |358.5|350.7| 2.251|114.9  |158.3  |26.3|95.5 

G4MP2      |107.4  |359.2|351.4| 2.310|115.3  |160.7  |26.4|97.4 

M062X/Def2T|103.8  |353.6|346.0| 2.140|114.9  |153.2  |25.6|90.5 

B3/6-311++G|105.7  |352.0|344.0| 2.198|121.0  |156.2  |26.9|87.3 

++++++++++++++++++++++++++++++++

(H2O)5..cyclobutatetraone=

C4HO9  mw:192.962

Core ion CAS: Z-28737-40-8 Solvent: 7732-18-5 fg:401 cnt:11872

----

25CAO/WAN    Datum: EA=0.55(5) eV LPES p:8

DaffH(AH)=  0.3/0.1 dEA

Vertical Detachment Energy: 0.90(5) eV.

++++++++++++++++++++++++++++++++

HC4S-

C4HS  mw:80.980 Anion CAS: Z-190328-30-4 fg:54 cnt:11147

----

16XU_/YAN    Datum: EA=2.93(8) eV LPES p:8

Vertical Detachment Energy:2.93(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc4s.zaf]

W1U        |68.8   |328.2|323.4| 2.947|106.4  |136.7  |16.3|82.4 

G3MP2B3    |65.3   |329.8|322.7| 3.136|102.6  |137.0  |23.9|86.5 

G3MP2B3+   |65.3   |330.0|325.0| 3.133|102.5  |137.4  |16.6|87.1 

G4MP2      |66.9   |330.0|323.6| 3.068|104.1  |137.3  |21.6|85.3 

M062X/Def2T|65.0   |327.5|322.8| 2.909|102.2  |132.1  |15.7|82.0 

B3/6-311++G|76.6   |332.0|327.1| 2.881|111.8  |142.9  |16.4|83.2 

++++++++++++++++++++++++++++++++

Au(CCH)2-

C4H2Au  mw:246.983 Anion CAS: Z-163393-75-7 fg:24 cnt:10643

----

13LIU/XIO    Datum: EA=4.504(15) eV LPES p:8

Vertical Detachment Energy:4.504(15) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aucch2.za0]

M062X/Def2T|118.6  |     |     | 4.575|       |224.1  |    |     

++++++++++++++++++++++++++++++++

5-Br-uracilide-

C4H2BrN2O2  mw:188.931 Anion CAS: A-51-20-7 fg:93 cnt:11388

----

21KRA/LEE    Datum: DacidH(AH)= 326.0/4.0 IMRB p:8

Likely deprotonation site is N1.

----

21KRA/LEE    Datum: DacidH(AH)= 327.0/3.0 CIDC p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [5bruraci.zaf]

CBS-QB3    |-108.0 |326.0|318.5| 3.620|-68.2  |-24.4  |25.3|95.9 

G3MP2B3    |-102.5 |326.9|319.4| 3.684|-62.3  |-17.5  |25.2|96.9 

G3MP2B3+   |-102.7 |326.8|319.3| 3.687|-62.3  |-17.6  |25.1|96.8 

G4MP2      |-101.2 |327.2|319.6| 3.549|-61.2  |-19.3  |25.3|94.0 

M062X/Def2T|-107.4 |326.0|318.5| 3.677|-68.7  |-22.5  |25.1|98.3 

B3/6-311++G|-85.8  |325.4|317.9| 3.628|-43.9  |-2.0   |25.1|94.0 

++++++++++++++++++++++++++++++++

5-Cl-uracilide-

C4H2ClN2O2  mw:144.981 Anion CAS: A-1820-81-1 fg:93 cnt:11387

----

21KRA/LEE    Datum: DacidH(AH)= 330.0/3.0 IMRB p:8

Likely deprotonation site is N1.

----

21KRA/LEE    Datum: DacidH(AH)= 328.0/3.0 CIDC p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [5cluraci.zaf]

CBS-QB3    |-116.3 |326.7|319.3| 3.564|-77.3  |-34.1  |25.0|95.4 

G3MP2B3    |-113.3 |327.6|320.1| 3.636|-73.7  |-29.4  |25.2|96.4 

G3MP2B3+   |-113.5 |327.6|320.1| 3.637|-73.8  |-29.5  |25.2|96.4 

G4MP2      |-112.3 |327.9|320.4| 3.494|-73.0  |-31.6  |25.2|93.5 

M062X/Def2T|-118.6 |327.0|319.6| 3.608|-80.9  |-35.3  |25.0|97.7 

B3/6-311++G|-94.4  |326.0|318.5| 3.599|-53.2  |-11.3  |25.1|93.9 

++++++++++++++++++++++++++++++++

5-F-uracilide-

C4H2FN2O2  mw:129.011 Anion CAS: N-303068-28-2 fg:93 cnt:11386

----

21KRA/LEE    Datum: DacidH(AH)= 331.0/4.0 CIDC p:8

----

21KRA/LEE    Datum: DacidH(AH)= 331.0/4.0 IMRB p:8

Likely deprotonation site is N1.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [5furaci1.zaf]

CBS-QB3    |-149.1 |329.1|321.7| 3.447|-112.5 |-69.6  |24.8|95.1 

G3MP2B3    |-146.4 |330.0|322.6| 3.512|-109.1 |-65.3  |24.9|96.0 

G3MP2B3+   |-146.4 |330.0|322.5| 3.511|-109.2 |-65.4  |25.0|96.0 

G4MP2      |-144.7 |330.1|322.7| 3.382|-107.7 |-66.6  |24.9|93.2 

M062X/Def2T|-152.2 |329.5|322.1| 3.460|-117.0 |-72.3  |24.8|96.9 

B3/6-311++G|-131.6 |327.9|320.5| 3.508|-92.3  |-50.6  |24.9|93.8 

++++++++++++++++++++++++++++++++

(CF3)2CHOH..CN-

C4H2F6NO  mw:194.005

Core ion CAS: Z-57-12-5 Solvent: 920-66-1 fg:485 cnt:1692

HOF(solv)=-370.0/3.0 Est3          

----

87LAR/MCM    Datum: DaffG= 16.8/2.3 IMRE | HOF(A-)=-378.3/4.2 AfIN p:9

DaffH(X..Y-)= 25.0/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [q2chohcn.zcf]

G3MP2B3    |-389.1 | 32.1| 23.2| 29.8|-371.5 |14.5   

G4MP2      |-385.7 | 32.4| 23.8| 29.0|-367.3 |14.1   

M062X/Def2T|-395.4 | 36.0| 27.8| 27.2|-377.8 |18.4   

B3/6-311++G|-347.6 | 34.6| 26.1| 28.4|-329.2 |16.2   

++++++++++++++++++++++++++++++++

nC3F7CH2O-

C4H2F7O  mw:199.000 Anion CAS: Z-63873-19-8 fg:32 cnt:565

HOF(A.)= -343.1/2.2 D+AH         | BDE(A-H)= 107.0/2.0 Est4          

HOF(AH)= -398.0/1.0 GpAd 93SP    |

DacidS=22.0/3.0 Stat |  S(A-)=110.8/3.2 Acid |  S(AH)=114.8/1.0 GpAd 93SP

----

77DAW/JEN #  Datum: DacidG= 343.5/6.0 IMRB | HOF(A-)=-413.6/7.9 Acid p:8

DacidH(AH)= 350.1/6.1 G+TS EA(ev)= 3.059 DaffH(X..Y-)= 67.2/7.9 A-IN

Between (CF3)2CHOH, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c3f7joc.zaf]

CBS-QB3    |-429.6 |356.4|348.8| 3.057|-420.3 |-359.1 |25.7|113.3

G3MP2B3    |-422.6 |356.6|348.9| 3.031|-412.0 |-352.7 |25.7|111.4

G3MP2B3+   |-422.7 |356.5|348.9| 3.028|-412.0 |-352.9 |25.4|111.2

G4MP2      |-418.6 |355.9|348.2| 2.807|-407.2 |-353.8 |25.7|105.6

M062X/Def2T|-428.2 |356.4|348.9| 2.874|-419.9 |-361.8 |24.9|110.2

B3/6-311++G|-377.9 |352.5|344.8| 3.044|-363.2 |-307.7 |25.7|107.5

++++++++++++++++++++++++++++++++

5-I-uracilide-

C4H2IN2O2  mw:236.917 Anion CAS: A-696-07-1 fg:93 cnt:11389

----

21KRA/LEE    Datum: DacidH(AH)= 326.0/4.0 IMRB p:8

Likely deprotonation site is N1.

----

21KRA/LEE    Datum: DacidH(AH)= 326.0/3.0 CIDC p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [5iuraci.za0]

M062X/Def2T|-93.6  |325.7|318.3| 3.706|-54.6  |-8.0   |25.1|98.7 

++++++++++++++++++++++++++++++++

maleimidate-

C4H2NO2  mw:96.009 Anion CAS: Z-93588-70-6 fg:48 cnt:1721

HOF(AH)= -56.0/3.0 Est3          |

DacidS=26.0/1.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

73COO/COM    Datum: DacidH(AH)= 334.3/4.6 EIAE p:2

DacidG(AH)= 326.6/4.6 H-TS

From maleimide. Composite computational methods(18BAR/) indicate a .DELTA.acidH = 342 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [maleim.zaf]

CBS-QB3    |-81.1  |342.0|334.6| 3.900|-57.3  |9.2    |24.8|118.7

G3MP2B3    |-81.3  |342.4|335.1| 3.909|-56.5  |9.1    |24.7|117.8

G3MP2B3+   |-81.4  |342.5|335.1| 3.936|-56.6  |9.7    |24.7|118.5

G4MP2      |-80.2  |342.4|335.0| 3.845|-55.5  |8.8    |24.8|116.4

M062X/Def2T|-80.3  |343.1|335.8| 3.928|-58.7  |10.6   |24.7|121.4

B3/6-311++G|-65.6  |342.3|334.9| 3.905|-40.6  |24.8   |24.7|117.5

++++++++++++++++++++++++++++++++

fumaronitrile-.

C4H2N2  mw:78.022 Anion CAS: Z-62600-65-1 fg:102 cnt:366

HOF(A.)=  81.3/0.5  94PED/       |

----

14KHU/DIX    Datum: EA=1.21(2) eV LPES | HOF(A-)=53.4/0.6 R-EA p:8

Triplet neutral <=2.6 eV up from singlet.

----

86CHO/KEB    Datum: EA=1.25(9) eV TDEq [28.8(20) kcal] p:8

.DELTA.eaG(523 K) = -28.4 kcal/mol; .DELTA.eaS = -1.0 eu.
###### the following are "below the line": evaluated as not accurate ####

----

67FAR/PAG    Datum: EA=0.785(100) eV [18.1(23) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncvcne.zzf]

CBS-QB3    |53.2   |     |     | 1.276|       |82.5   |    |     

G3MP2B3    |50.8   |     |     | 1.230|       |79.0   |    |     

G3MP2B3+   |50.5   |     |     | 1.238|       |78.9   |    |     

M062X/Def2T|48.6   |     |     | 1.400|       |80.8   |    |     

B3/6-311++G|54.3   |     |     | 1.583|       |90.6   |    |     

++++++++++++++++++++++++++++++++

H2O..2-thio-uracilide-

C4H2N2OS  mw:125.989

Core ion CAS: A-141-90-2 Solvent: 7732-18-5 fg:293 cnt:8880

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WIN/       Datum: DaffG= 4.7/1.4 TDAs | HOF(A-)=-44.5 AfIN p:8

DaffH(X..Y-)= 7.3/0.5 TDAs

++++++++++++++++++++++++++++++++

Ni(CCH)2-

C4H2Ni  mw:107.952 Anion CAS: Z-866036-03-5 fg:24 cnt:9395

----

05CHA/AKI    Datum: EA=3.000(5) eV LPES p:8

++++++++++++++++++++++++++++++++

maleic anhydride-.

C4H2O3  mw:98.001 Anion CAS: Z-51978-31-5 fg:102 cnt:373

HOF(A.)= -95.2/1.2  94PED/       |

----

89PAU/KEB    Datum: EA=1.44(9) eV TDEq [33.2(20) kcal] | HOF(A-)=-128.4/2.3 R-EA p:8

.DELTA.eaG(423 K) = -32.8/1 kcal/mol, .DELTA.S = -1/3 eu.

----

85FUK/MCI    Datum: EA=1.44(5) eV IMRE [33.2(11) kcal] p:7

.DELTA.eaG(355 K) = -32.7 kcal/mol; .DELTA.eaS =-1.3, estimated from data in 89PAU/KEB.

----

74COM/REI    Datum: EA=1.4(2) eV NBIE p:6

Lifetime: 73COO/COM.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [malanh.zzf]

CBS-QB3    |-132.1 |     |     | 1.484|       |-97.9  |    |     

G3MP2B3    |-130.2 |     |     | 1.439|       |-97.1  |    |     

G3MP2B3+   |-130.3 |     |     | 1.440|       |-97.2  |    |     

G4MP2      |-131.0 |     |     | 1.544|       |-95.4  |    |     

M062X/Def2T|-134.7 |     |     | 1.548|       |-99.0  |    |     

B3/6-311++G|-115.8 |     |     | 1.777|       |-74.9  |    |     

++++++++++++++++++++++++++++++++

(CO2)3..H2O..CO2-.

C4H2O9  mw:193.970 fg:100 cnt:11771

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

99TSU/SAE    Datum: EA=2.63(4) eV LPES p:8

The EA is the Vertical Detachment Energy. The authors suggest a core ion of CO2-.  There is a second isomer with Vertical Detachment Energy=3.40(2) eV; the authors suggest that the core ion there is C2O4-.

++++++++++++++++++++++++++++++++

BiC4H3O-

C4H3BiO  mw:275.999 fg:24 cnt:8468

----

13SUN/SUN    Datum: EA=1.25(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Bi2C4H3O-

C4H3Bi2O  mw:484.980 fg:24 cnt:8469

----

13SUN/SUN    Datum: EA=1.68(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Bi3C4H3O-

C4H3Bi3O  mw:693.960 fg:24 cnt:8470

----

13SUN/SUN    Datum: EA=1.50(7) eV LPES p:8

++++++++++++++++++++++++++++++++

5-Cl-uracil-.

C4H3ClN2O2  mw:145.989 Anion CAS: Z-36684-90-9 fg:120 cnt:9792

----

11RAD/KO     Datum: EA=0.55(10) eV LPES p:8

Vertical Detachment Energy:1.01(10) eV. Electron affinity reported as the range of 0.45-0.65 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [5cluraci.zzf]

CBS-QB3    |-87.0  |     |     | 0.440|       |-77.4  |    |     

G3MP2B3    |-82.2  |     |     | 0.389|       |-73.7  |    |     

G3MP2B3+   |-82.7  |     |     | 0.407|       |-73.8  |    |     

G4MP2      |-85.4  |     |     | 0.558|       |-73.0  |    |     

M062X/Def2T|-89.1  |     |     | 0.375|       |-80.9  |    |     

B3/6-311++G|-67.0  |     |     | 0.619|       |-53.2  |    |     

++++++++++++++++++++++++++++++++

5-F-uracil-.

C4H3FN2O2  mw:130.018 Anion CAS: Z-36684-89-6 fg:120 cnt:9791

----

11RAD/KO     Datum: EA=0.40(10) eV LPES p:8

Vertical Detachment Energy:0.88(10) eV. Electron affinity reported as the range of 0.30-0.50 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [5furaci.zzf]

CBS-QB3    |-119.2 |     |     | 0.309|       |-112.5 |    |     

G3MP2B3    |-114.6 |     |     | 0.255|       |-109.1 |    |     

G3MP2B3+   |-114.9 |     |     | 0.266|       |-109.2 |    |     

G4MP2      |-117.2 |     |     | 0.431|       |-107.7 |    |     

M062X/Def2T|-122.3 |     |     | 0.245|       |-117.0 |    |     

B3/6-311++G|-103.6 |     |     | 0.510|       |-92.3  |    |     

++++++++++++++++++++++++++++++++

MeCOCF3..CN-

C4H3F3NO  mw:138.017

Core ion CAS: Z-57-12-5 Solvent: 421-50-1 fg:485 cnt:1699

HOF(solv)=-199.6/1.0 GpAd 93SP     

----

87LAR/MCM    Datum: DaffG= 12.9/2.3 IMRE | HOF(A-)=-203.3/3.2 AfIN p:9

DaffH(X..Y-)= 20.4/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcoqcn.zcf]

G3MP2B3    |-209.0 | 23.6| 11.8| 39.5|-199.9 |14.5   

G3MP2B3+   |-209.3 | 23.8| 11.8| 40.4|-199.9 |14.5   

G4MP2      |-206.6 | 22.3| 10.5| 39.4|-198.4 |14.1   

M062X/Def2T|-209.5 | 24.4| 11.8| 42.2|-203.4 |18.4   

B3/6-311++G|-179.5 | 19.0|  6.9| 40.7|-176.7 |16.2   

++++++++++++++++++++++++++++++++

(CF3)2C(Me)O-

C4H3F6O  mw:181.009 Anion CAS: Z-130935-17-0 fg:32 cnt:564

HOF(A.)= -324.1/4.2 D+AH         | BDE(A-H)= 109.0/3.0 Est4          

HOF(AH)= -381.0/3.0 Est3         |

DacidS=25.5/1.0 Stat |  S(A-)=103.9/1.4 Acid |  S(AH)=104.4/1.0 GpAd 93SP

----

85CAL/MCM #  Datum: DacidG= 340.6/2.0 IMRE | HOF(A-)=-398.5/3.6 Acid p:9

DacidH(AH)= 348.2/2.0 G+TS EA(ev)= 3.226

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2cro.zaf]

G3MP2B3    |-402.4 |347.9|340.2| 3.584|-383.1 |-319.9 |26.1|115.3

G3MP2B3+   |-402.4 |347.9|340.1| 3.576|-383.1 |-320.1 |26.2|115.2

++++++++++++++++++++++++++++++++

(CO2)2..MeCO2I-.

C4H3IO6  mw:273.898 fg:102 cnt:11767

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/SAE    Datum: EA=3.42(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

maleimide-.

C4H3NO2  mw:97.017 Anion CAS: Z-51978-32-6 fg:102 cnt:2414

HOF(A.)= -56.0/3.0 Est3          |

----

89PAU/KEB    Datum: EA=1.15(9) eV TDEq [26.6(20) kcal] | HOF(A-)=-82.6/3.6 R-EA p:9

.DELTA.eaG(423 K) = -26.2/1 kcal/mol, .DELTA.S = -1/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [maleimd.zzf]

CBS-QB3    |-84.6  |     |     | 1.185|       |-57.3  |    |     

G3MP2B3    |-82.9  |     |     | 1.150|       |-56.5  |    |     

G3MP2B3+   |-83.0  |     |     | 1.147|       |-56.6  |    |     

G4MP2      |-84.5  |     |     | 1.262|       |-55.5  |    |     

M062X/Def2T|-86.7  |     |     | 1.216|       |-58.7  |    |     

B3/6-311++G|-73.1  |     |     | 1.414|       |-40.6  |    |     

++++++++++++++++++++++++++++++++

1,3-diazinide-

C4H3N2  mw:79.030 Anion CAS: Z-115561-56-3 fg:87 cnt:1576

HOF(A.)= 107.1/1.2 D+AH          | BDE(A-H)= 113.9/1.2 D-EA          

HOF(AH)=  45.3/0.2  12VER/EME    |

DacidS=27.7/3.0 TDEq |  S(A-)=68.4/3.2 Acid |  S(AH)=66.7/1.0 GpAd 93SP

----

12WRE/VOG2   Datum: DacidG= 376.8/0.7 kfkr | HOF(A-)=64.7/1.2 Acid p:9

DacidH(AH)= 385.1/1.1 G+TS

----

12WRE/VOG2   Datum: EA=1.840(6) eV LPES p:9

DacidH(AH)= 369.2/2.0 D-EA

----

88MEO/KAF    Datum: DacidG= 376.9/2.0 TDEq p:8

DacidH(AH)= 385.2/2.5 TDEq

Acid: pyrimidine. Anchored to 88MEO scale, not "87 acidity scale".

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [diaz13-5.zaf]

W1U        |63.4   |385.5|377.7| 1.865|43.8   |106.4  |26.1|114.7

CBS-QB3    |63.5   |384.4|376.6| 1.984|44.8   |109.2  |26.2|116.5

G3MP2B3    |61.8   |384.6|376.8| 2.049|44.4   |109.0  |26.2|116.8

G3MP2B3+   |61.8   |384.7|376.9| 2.050|44.3   |109.1  |26.1|116.9

G4MP2      |61.8   |384.5|376.7| 1.964|44.5   |107.1  |26.2|114.7

M062X/Def2T|63.5   |386.5|378.8| 1.732|41.7   |103.4  |26.1|113.8

B3/6-311++G|70.9   |384.8|377.0| 1.845|53.4   |113.5  |26.1|112.1

++++++++++++++++++++++++++++++++

1,2-diazinide-

C4H3N2  mw:79.030 Anion CAS: Z-115590-45-9 fg:87 cnt:1839

HOF(A.)= 126.2/0.7 D+AH          | BDE(A-H)= 112.0/2.1 D-EA 12WRE/VOG

HOF(AH)=  67.0/0.2  12VER/EME    |

DacidS=29.9/2.0 TDEq | 

----

12WRE/VOG2   Datum: EA=1.850(6) eV LPES p:9

----

12WRE/VOG2   Datum: DacidG= 374.0/0.7 kfkr | HOF(A-)=84.2/0.9 Acid p:9

DacidH(AH)= 382.9/0.9 G+TS

----

88MEO/KAF    Datum: DacidH(AH)= 382.4/2.5 TDEq p:8

DacidG(AH)= 373.4/2.0 TDEq

Pyridazine. Anchored to 88MEO scale, not the "87 Acidity Scale".

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [diaz12-m.zaf]

W1U        |82.5   |382.4|374.7|      |65.9   |       |26.1|     

CBS-QB3    |82.7   |381.6|373.8| 1.879|66.8   |126.0  |26.3|111.3

G3MP2B3    |80.7   |381.4|373.2| 2.164|66.6   |130.6  |27.6|116.1

G3MP2B3+   |80.8   |381.5|373.8| 1.939|66.5   |125.5  |26.1|111.1

G4MP2      |80.5   |381.4|373.6| 1.867|66.4   |123.6  |26.2|109.3

M062X/Def2T|83.6   |383.2|375.4| 1.763|65.1   |124.2  |26.1|111.2

B3/6-311++G|90.2   |381.5|373.7| 1.839|76.0   |132.5  |26.1|108.7

++++++++++++++++++++++++++++++++

1,4-diazinide-

C4H3N2  mw:79.030 Anion CAS: Z-115561-59-6 fg:87 cnt:1840

HOF(A.)=  99.5/2.0 D+AH          | BDE(A-H)= 111.3/1.0 D-EA          

HOF(AH)=  48.6/0.4  12VER/EME    |

DacidS=31.7/3.0 TDEq |  S(A-)=71.1/3.2 Acid |  S(AH)=65.4/1.0 GpAd 93SP

----

12WRE/VOG2   Datum: EA=1.254(6) eV LPES p:9

----

12WRE/VOG2   Datum: DacidG= 383.5/0.4 kfkr | HOF(A-)=75.8/1.0 Acid p:9

DacidH(AH)= 393.0/1.0 G+TS

----

88MEO/KAF    Datum: DacidH(AH)= 392.6/2.5 TDEq p:9

DacidG(AH)= 383.1/2.0 TDEq

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [diaz14.zaf]

W1U        |75.1   |392.8|384.9|      |48.2   |       |26.6|     

CBS-QB3    |75.1   |392.4|384.4| 1.374|48.5   |106.7  |26.8|110.3

G3MP2B3    |73.2   |391.8|383.0| 1.519|48.6   |108.1  |29.5|111.6

G3MP2B3+   |73.3   |391.9|384.0| 1.368|48.5   |104.7  |26.6|108.3

G4MP2      |73.0   |391.5|383.5| 1.431|48.7   |105.9  |26.7|109.3

M062X/Def2T|75.8   |394.4|386.6| 1.105|46.1   |101.2  |26.4|107.2

B3/6-311++G|82.7   |392.5|384.6| 1.215|57.4   |110.6  |26.5|105.3

++++++++++++++++++++++++++++++++

pyrimidine-2-alkoxide-

C4H3N2O  mw:95.025 Anion CAS: Z-33631-11-7 fg:33 cnt:8978

HOF(AH)=   4.5/3.0 GpAd 93SP     |

----

17HUA/ZHU    Datum: EA=3.2248(6) eV LPES p:9

There is a dipole-bound state 74.1(6) meV below threshold.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrimido.zaf]

CBS-QB3    |-31.1  |342.8|334.8| 3.197|-8.2   |42.7   |26.8|103.0

G3MP2B3    |-31.5  |343.4|335.4| 3.398|-7.6   |46.9   |26.6|106.7

G3MP2B3+   |-31.6  |343.3|335.3| 3.401|-7.7   |46.9   |26.9|106.7

G4MP2      |-30.9  |343.4|335.4| 3.299|-7.1   |45.2   |26.7|104.5

M062X/Def2T|-32.9  |343.9|336.0| 3.255|-12.1  |42.2   |26.5|106.4

B3/6-311++G|-20.5  |341.3|333.3| 3.214|5.4    |53.6   |26.9|100.3

++++++++++++++++++++++++++++++++

uracilide(N1)-

C4H3N2O2  mw:111.020 Anion CAS: N-51446-22-1 fg:93 cnt:6677 BDE(A-H)= 99.7/4.0 D-EA           

HOF(AH)= -72.4/0.6  94PED/       |

----

14LIU/NIN    Datum: EA=3.4810(6) eV LPD  p:9

See also 17HUA/LIU.

----

05LEE/       Datum: DacidH(AH)= 333.0/4.0 IMRB | HOF(A-)=-105.1/4.0 Acid p:8

----

04MIL/ARN    Datum: DacidH(AH)= 333.0/5.0 IMRB p:7

----

04DEN/PTA    Datum: DacidH(AH)= 336.9/4.6 EIAE p:7

----

05PTA/DEN    Datum: DacidH(AH)= 328.0/5.0 EIAE p:6

----

06CHE/HER    Datum: DacidH(AH)= 333.0/3.0 EIAE p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [uracil-1.zaf]

CBS-QB3    |-104.8 |333.9|326.5| 3.461|-72.9  |-24.8  |24.8|100.2

G3MP2B3    |-103.4 |334.5|327.1| 3.536|-70.8  |-21.7  |24.8|101.1

G3MP2B3+   |-103.6 |334.5|327.1| 3.536|-70.9  |-21.9  |24.9|101.1

G4MP2      |-102.5 |334.7|327.3| 3.427|-70.0  |-23.3  |24.9|98.8 

M062X/Def2T|-107.4 |334.4|327.0| 3.512|-77.1  |-26.2  |24.7|103.0

B3/6-311++G|-90.8  |333.5|326.1| 3.488|-57.0  |-10.2  |24.8|99.0 

++++++++++++++++++++++++++++++++

uracilide(N3)-

C4H3N2O2  mw:111.020 Anion CAS: Z-4278-72-2 fg:87 cnt:6775

HOF(AH)= -72.4/0.6  94PED/       |

----

05LEE/       Datum: DacidH(AH)= 347.0/4.0 IMRB | HOF(A-)=-91.1/4.0 Acid p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [uracil-3.zaf]

CBS-QB3    |-92.7  |345.9|338.1|      |-72.9  |       |26.3|     

G3MP2B3    |-91.5  |346.5|338.5| 3.983|-70.8  |0.5    |26.7|123.4

G3MP2B3+   |-91.6  |346.5|338.5|      |-70.9  |       |26.7|     

G4MP2      |-90.7  |346.4|338.5| 3.742|-70.0  |-4.3   |26.4|117.8

M062X/Def2T|-94.5  |347.3|339.5| 4.105|-77.1  |0.4    |26.2|129.6

B3/6-311++G|-77.5  |346.8|338.9|      |-57.0  |       |26.6|     

++++++++++++++++++++++++++++++++

2-NO2-pyrrolide-

C4H3N2O2  mw:111.020 Anion CAS: Z-76216-80-3 fg:51 cnt:8727

HOF(AH)=  21.0/2.0 Est3          |

DacidS=25.5/0.7 Calc | 

----

15NIC/OLD    Datum: DacidH(AH)= 337.0/2.2 CIDC | HOF(A-)=-7.7/3.0 Acid p:8

DacidG(AH)= 329.4/2.2 H-TS

.DELTA.acidS from B3LYP/aug-cc-pVTZ calculations by the authors.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2nipyrol.zaf]

CBS-QB3    |-12.8  |335.6|328.1|      |17.3   |       |25.4|     

G3MP2B3    |-10.4  |336.4|328.9| 3.387|20.4   |68.0   |25.3|99.8 

G3MP2B3+   |-10.5  |336.4|328.8|      |20.2   |       |25.5|     

G4MP2      |-10.7  |336.3|328.7| 3.299|20.2   |65.7   |25.4|97.6 

M062X/Def2T|-11.5  |335.4|327.8| 3.450|17.8   |68.3   |25.5|102.6

B3/6-311++G|2.3    |334.5|326.9| 3.489|35.0   |83.0   |25.5|100.1

++++++++++++++++++++++++++++++++

3-NO2-pyrrolide-

C4H3N2O2  mw:111.020 Anion CAS: Z-76216-82-5 fg:51 cnt:8728

HOF(AH)=  21.0/2.0 Est3          |

DacidS=24.8/0.7 Calc | 

----

15NIC/OLD    Datum: DacidH(AH)= 335.8/2.2 CIDC | HOF(A-)=-8.9/3.0 Acid p:8

DacidG(AH)= 328.4/2.2 H-TS

.DELTA.acidS from B3LYP/aug-cc-pVTZ calculations by the authors.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3nipyrol.zaf]

CBS-QB3    |-13.3  |334.6|327.2|      |17.8   |       |24.9|     

G3MP2B3    |-11.1  |335.4|328.0| 3.403|20.7   |67.6   |24.9|99.0 

G3MP2B3+   |-11.3  |335.4|328.0| 3.405|20.5   |67.5   |25.0|99.1 

G4MP2      |-11.3  |335.4|328.0| 3.303|20.5   |65.1   |25.0|96.7 

M062X/Def2T|-12.1  |334.4|326.9| 3.431|18.1   |67.1   |25.0|101.1

B3/6-311++G|1.6    |332.8|325.3| 3.474|36.0   |81.8   |25.0|97.9 

++++++++++++++++++++++++++++++++

barbiturate(M-H at N)-

C4H3N2O3  mw:127.015 Anion CAS: Z-51201-93-5 fg:48 cnt:1059

HOF(AH)= -132.4/2.0  72DOM/      |

DacidS=22.4/2.0 CIDC | 

----

21DAV/GON    Datum: DacidH(AH)= 332.0/2.5 CIDC | HOF(A-)=-166.1/3.2 Acid p:8

DacidG(AH)= 325.3/2.6 H-TS

----

78CUM/KEB    Datum: DacidG= 327.3/2.0 IMRE p:7

DacidH(AH)= 334.0/2.1 G+TS

Acid: barbituric acid: 1,3,5-triketo-2,4-diaza-cyclohexane. Per 21DAV/GON, this is likely the NH site, not the CH as claimed.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [barbit-n.zaf]

CBS-QB3    |-161.9 |333.2|326.2|      |-129.3 |       |23.4|     

G3MP2B3    |-158.8 |334.1|326.6|      |-125.7 |       |24.9|     

G3MP2B3+   |-159.0 |334.1|326.4|      |-125.8 |       |25.8|     

G4MP2      |-157.6 |334.1|327.2|      |-124.5 |       |23.2|     

M062X/Def2T|-163.7 |334.0|326.1| 4.363|-133.0 |-62.6  |26.3|122.5

B3/6-311++G|-142.3 |333.2|325.4| 4.354|-108.2 |-42.8  |25.9|117.4

++++++++++++++++++++++++++++++++

barbituric acid(M-H at C)

C4H3N2O3  mw:127.015 Anion CAS: Z-182219-70-1 fg:48 cnt:11459

HOF(AH)= -132.4/2.0  72DOM/      |

DacidS=30.0/2.0 CIDC | 

----

21DAV/GON    Datum: DacidH(AH)= 327.1/2.4 CIDC | HOF(A-)=-171.0/3.1 Acid p:8

DacidG(AH)= 318.2/2.5 H-TS

The .DELTA.acidS value seems too large - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [barbit.zaf]

CBS-QB3    |-170.2 |324.8|318.6|      |-129.3 |       |21.0|     

G3MP2B3    |-167.1 |325.8|319.2| 3.484|-125.7 |-86.7  |22.0|91.1 

G3MP2B3+   |-167.3 |325.7|319.1| 3.488|-125.8 |-86.8  |22.3|91.1 

G4MP2      |-165.9 |325.8|319.5| 3.356|-124.5 |-88.5  |20.9|88.1 

M062X/Def2T|-173.5 |324.1|317.4| 3.462|-133.0 |-93.6  |22.6|91.5 

B3/6-311++G|-152.4 |323.0|316.3| 3.494|-108.2 |-71.8  |22.5|88.5 

++++++++++++++++++++++++++++++++

(HCN)3..CN-

C4H3N4  mw:107.036 fg:485 cnt:3846

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 6.3/2.2 TDAs | HOF(A-)=61.6/3.1 AfIN p:8

DaffH(X..Y-)= 12.6/1.0 TDAs

++++++++++++++++++++++++++++++++

[(3,3'-diamino-4,4'-azoxyfurazan)-H]-

C4H3N8O3  mw:211.033 Anion CAS: A-78644-89-0 fg:47 cnt:11048

----

16ZEN/BER    Datum: EA=3.00(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [daaf.zaf]

G3MP2B3    |120.3  |339.6|332.5| 3.399|147.9  |198.8  |23.8|103.0

M062X/Def2T|120.2  |340.7|333.6| 3.242|144.2  |195.0  |24.0|103.0

B3/6-311++G|137.1  |335.6|328.5| 3.428|168.8  |216.2  |23.8|99.5 

++++++++++++++++++++++++++++++++

MeCOCC-

C4H3O  mw:67.019 Anion CAS: Z-85905-67-5 fg:84 cnt:1200

HOF(A.)=  96.5/3.0 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)=  15.6/0.2  85FUC/       |

DacidS=26.0/1.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 352.3/2.2 IMRE | HOF(A-)=10.0/2.2 Acid p:9

DacidH(AH)= 360.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [accc.zaf]

W1U        |13.7   |361.9|354.0| 3.736|17.6   |99.9   |26.7|134.4

CBS-QB3    |14.7   |361.2|353.3|      |19.2   |       |26.7|     

G3MP2B3    |11.7   |361.5|353.7| 3.812|17.5   |99.7   |26.1|134.4

G3MP2B3+   |11.6   |361.4|353.5| 3.812|17.4   |99.5   |26.5|134.3

G4MP2      |12.5   |361.2|353.4| 3.661|18.5   |97.0   |26.0|130.6

M062X/Def2T|14.7   |360.7|353.0| 3.621|18.7   |98.2   |25.8|131.6

B3/6-311++G|22.7   |359.5|351.6| 3.734|30.5   |108.9  |26.4|130.5

++++++++++++++++++++++++++++++++

furanide-

C4H3O  mw:67.019 Anion CAS: Z-125448-69-3 fg:87 cnt:1827

HOF(A.)=  59.8/2.0 D+AH          | BDE(A-H)= 115.7/1.0 D-EA          

HOF(AH)=  -8.3/0.2  94PED/       |

DacidS=27.4/1.0 Stat |  S(A-)=65.2/1.0 Acid |  S(AH)=63.8/0.3  69STU/WES

----

17DEV/WEI    Datum: EA=1.6566(4) eV PVMI p:9

Beta anion.

----

17DEV/WEI    Datum: EA=1.8546(4) eV PVMI p:9

Alpha anion.

----

97GRA/OWU    Datum: DacidG= 382.9/0.2 IMRE | HOF(A-)=17.1/0.4 Acid p:9

DacidH(AH)= 391.1/0.4 G+TS

----

15CUL/BLA    Datum: EA=1.855(5) eV PVMI p:8

----

11VOG/WRE    Datum: EA=1.853(4) eV LPES p:8

----

88DEP/KAS    Datum: DacidG= 380.0/3.0 IMRB p:6

DacidH(AH)= 388.2/3.0 G+TS

Order:H2O < furan < 2-Me-furan < MeOH. D exchange indicates anion at C-2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [furanid2.zaf]

W1U        |15.6   |391.2|383.4| 1.842|-9.7   |58.1   |26.1|119.9

CBS-QB3    |16.9   |390.7|382.8| 1.880|-8.0   |60.2   |26.3|120.3

G3MP2B3    |14.4   |390.2|382.0| 1.968|-8.6   |59.7   |27.6|120.4

G3MP2B3+   |14.4   |390.3|382.5| 1.963|-8.7   |59.6   |26.2|120.5

G4MP2      |14.5   |389.9|382.1| 1.907|-8.3   |58.4   |26.2|118.8

M062X/Def2T|16.7   |392.7|384.9| 1.662|-11.3  |55.0   |26.1|118.4

B3/6-311++G|29.2   |390.6|382.4| 1.882|5.9    |72.6   |27.5|118.8

++++++++++++++++++++++++++++++++

CH2=CHCCO-

C4H3O  mw:67.019 Anion CAS: A-50888-73-8 fg:86 cnt:709
###### the following are "below the line": evaluated as not accurate ####

----

79DAW/NOE    Datum: HOF(A-)=<8.4 IMRB p:4

CH2=CHCH2- + CF2=O ->. Composite computational methods(18BAR/) indicate a .DELTA.fH of ca. -1 to -4 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vcco.zaf]

W1U        |-2.9   |357.5|349.6| 2.322|5.5    |50.6   |26.5|97.3 

CBS-QB3    |-1.6   |357.0|349.0| 2.290|7.1    |51.1   |26.6|96.1 

G3MP2B3    |-4.8   |357.5|349.5| 2.378|4.9    |50.0   |26.9|97.2 

G3MP2B3+   |-5.0   |357.4|349.3| 2.381|4.8    |49.9   |27.4|97.2 

G4MP2      |-3.4   |357.8|349.9| 2.338|6.0    |50.5   |26.3|96.6 

M062X/Def2T|-4.8   |355.9|347.7| 2.314|3.9    |48.5   |27.5|96.7 

B3/6-311++G|1.9    |354.1|345.9| 2.293|15.1   |54.7   |27.4|91.7 

++++++++++++++++++++++++++++++++

MeOCOCC-

C4H3O2  mw:83.014 Anion CAS: Z-85905-68-6 fg:84 cnt:1201

HOF(A.)=  56.9/3.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)= -24.0/1.0 GpAd 93SP     |

DacidS=26.0/1.0 Stat |  S(A-)=114.5/1.4 Acid |  S(AH)=114.5/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 351.0/2.0 IMRE | HOF(A-)=-30.9/2.3 Acid p:9

DacidH(AH)= 358.8/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ro2ccc.zaf]

CBS-QB3    |-31.3  |355.2|347.3|      |-20.8  |       |26.6|     

G3MP2B3    |-32.9  |355.7|348.0| 4.102|-21.3  |61.8   |25.8|135.2

G3MP2B3+   |-32.9  |355.6|348.0| 4.120|-21.3  |62.2   |25.4|135.6

G4MP2      |-31.6  |355.4|347.7| 3.956|-19.8  |59.7   |25.9|131.6

M062X/Def2T|-32.3  |354.7|347.4| 3.911|-22.3  |57.9   |24.2|132.3

B3/6-311++G|-16.8  |354.1|346.4| 3.968|-3.6   |74.8   |25.5|130.5

++++++++++++++++++++++++++++++++

2-furanoxide-

C4H3O2  mw:83.014 Anion CAS: Z-116077-83-9 fg:33 cnt:11583

----

22ZHA/YUA4   Datum: EA=1.7573(8) eV LPEI p:8

Dipole bound state 143 meV below detachment threshold.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2furano.zaf]

W1U        |-76.2  |341.1|333.8| 1.769|-51.4  |-35.5  |24.4|68.0 

CBS-QB3    |-75.7  |340.4|333.1| 1.743|-50.3  |-35.6  |24.5|66.8 

G3MP2B3    |-76.4  |340.7|333.3| 1.829|-49.9  |-34.4  |24.6|67.6 

G4MP2      |-75.6  |340.6|333.2| 1.774|-49.1  |-34.9  |24.9|66.3 

M062X/Def2T|-77.0  |341.6|334.5| 1.693|-53.9  |-38.0  |23.8|67.9 

B3/6-311++G|-60.7  |337.8|330.6| 1.739|-31.2  |-20.7  |24.1|62.6 

++++++++++++++++++++++++++++++++

E-HO2CCH=CHCO2- (fumarate)

C4H3O4  mw:115.004 Anion CAS: Z-18610-40-7 fg:37 cnt:10389

HOF(AH)= -161.5/1.5  94PED/      |

----

05WOO/WAN2   Datum: EA=3.91(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fumarate.zaf]

CBS-QB3    |-198.3 |334.5|326.1| 3.906|-167.1 |-108.2 |28.4|111.0

G3MP2B3    |-196.7 |335.9|327.8| 3.903|-165.4 |-106.7 |27.1|110.8

G3MP2B3+   |-196.5 |336.2|328.1| 3.889|-165.5 |-106.8 |27.1|110.8

M062X/Def2T|-196.5 |335.6|327.7| 3.968|-167.4 |-104.9 |26.6|114.6

B3/6-311++G|-177.4 |332.3|324.2| 3.841|-142.4 |-88.8  |27.1|105.7

++++++++++++++++++++++++++++++++

Z-HO2CCH=CHCO2-(maleate)

C4H3O4  mw:115.004 Anion CAS: Z-18610-42-9 fg:37 cnt:10390

HOF(AH)= -162.4/0.6  94PED/      |

----

05WOO/WAN2   Datum: EA=4.93(5) eV LPES p:8

Intramolecular Hydrogen bond estimated as 21.5/2.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [maleate.zaf]

G3MP2B3    |-213.5 |311.1|305.1| 5.111|-157.4 |-95.3  |19.9|114.2

G3MP2B3+   |-213.2 |311.4|305.2| 5.092|-157.4 |-95.3  |20.7|114.1

M062X/Def2T|-214.5 |308.8|302.5| 4.919|-158.6 |-100.8 |20.9|109.9

B3/6-311++G|-191.8 |314.0|306.9| 4.945|-138.6 |-77.4  |24.0|113.3

++++++++++++++++++++++++++++++++

HO2CCO2H..HO2CCO2-

C4H3O8  mw:178.983

Core ion CAS: Z-920-52-5 Solvent: 144-62-7 fg:237 cnt:8852

HOF(solv)=-173.0/1.1 neut 94PED/   

----

16HOU/VAL    Datum: EA=5.85(10) eV LPES p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [oxox.zcf]

G3MP2B3    |-407.7 | 13.7|  7.5| 20.8|-175.4 |-218.6 | 5.187

M062X/Def2T|-411.7 | 15.6| 10.2| 18.2|-177.6 |-218.5 | 4.064

B3/6-311++G|-376.6 | 16.1|  9.8| 21.0|-156.7 |-203.8 | 4.917

++++++++++++++++++++++++++++++++

thiophenide-

C4H3S  mw:82.996 Anion CAS: Z-77998-66-4 fg:87 cnt:1831

HOF(A.)=  90.2/4.9 D+AH          | BDE(A-H)= 115.7/3.6 D-EA          

HOF(AH)=  27.5/0.2  94PED/       |

DacidS=27.4/2.0 Stat |  S(A-)=68.1/2.0 Acid |  S(AH)=66.7/0.3  69STU/WES

----

15CUL/BLA    Datum: EA=2.089(8) eV PVMI | HOF(A-)=42.0/4.9 Acid p:9

DacidG(AH)= 372.0/4.9 H-TS| DacidH(AH)= 380.2/4.9 D-EA

----

11CUL/SAN    Datum: EA=2.05(8) eV LPES p:8

----

88DEP/KAS    Datum: DacidG= 373.0/3.0 IMRB p:8

DacidH(AH)= 381.2/3.1 G+TS

Between MeOH, EtOH. D exchange implies anion at C-2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [thiophe2.zaf]

W1U        |43.3   |383.7|375.5| 2.080|25.5   |91.3   |27.4|117.9

CBS-QB3    |44.6   |383.2|375.4| 2.117|27.1   |93.4   |26.1|118.4

G3MP2B3    |41.0   |382.7|374.5| 2.213|25.5   |92.1   |27.5|118.7

G3MP2B3+   |40.9   |382.7|374.5| 2.217|25.4   |92.0   |27.4|118.7

G4MP2      |39.8   |382.4|374.2| 2.153|24.6   |89.5   |27.4|117.0

M062X/Def2T|46.4   |385.0|376.8| 1.927|26.1   |90.8   |27.3|116.8

B3/6-311++G|64.2   |384.3|376.1| 2.064|47.2   |111.8  |27.4|116.8

++++++++++++++++++++++++++++++++

bicyclo[1.1.0]but-1(3)-ene-.

C4H4  mw:52.032 Anion CAS: Z-131273-95-5 fg:102 cnt:2585

HOF(A.)= 130.0/10.0  91CHO/KAS   | BDE(A-H)= 80.7/7.3 D-EA           

HOF(AH)= 103.1/12.2 d+ah         |

DacidS=24.6/3.0 Stat | 

----

91CHO/KAS    Datum: DacidG= 379.0/6.0 IMRB | HOF(A-)=123.7/13.6 Acid p:8

DacidH(AH)= 386.3/6.1 G+TS

.DELTA.acidG between water, MeOH. From O-. plus bicyclo[1.1.0]butane.

----

91CHO/KAS    Datum: EA=0.3(2) eV [8.(4) kcal] p:7

Electron affinity < O2, bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcbe.zzf]

W1U        |123.0  |374.8|367.1| 0.554|114.0  |135.8  |25.7|73.9 

CBS-QB3    |125.0  |373.6|366.0| 0.575|117.1  |138.4  |25.8|73.3 

G3MP2B3    |122.4  |374.2|366.6| 0.608|115.4  |136.5  |25.6|73.2 

G3MP2B3+   |122.4  |374.3|366.7| 0.605|115.3  |136.4  |25.5|73.2 

G4MP2      |119.9  |373.6|366.0| 0.651|113.4  |134.9  |25.6|73.6 

M062X/Def2T|119.9  |376.3|368.6| 0.552|108.3  |132.7  |25.5|76.5 

B3/6-311++G|132.5  |375.0|367.4| 0.744|124.8  |149.7  |25.5|77.0 

++++++++++++++++++++++++++++++++

CH2=CHCH=C-.

C4H4  mw:52.032 Anion CAS: Z-167386-49-4 fg:117 cnt:3179

----

95GUN/KOP    Datum: EA=0.914(15) eV LPES | HOF(A-)=95.8/0.5 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchc-t.zaf]

W1U        |94.7   |     |     | 0.918|       |116.1  |    |     

CBS-QB3    |97.3   |     |     |-1.127|       |71.3   |    |     

G3MP2B3    |93.9   |371.2|365.0| 0.903|89.9   |114.9  |20.8|77.1 

G3MP2B3+   |93.8   |     |     | 0.906|       |114.9  |    |     

G4MP2      |93.2   |371.4|365.4|-1.063|88.9   |68.7   |20.1|31.9 

M062X/Def2T|97.1   |372.6|365.5| 0.668|89.2   |112.8  |23.8|75.6 

B3/6-311++G|98.5   |     |     | 1.100|       |124.0  |    |     

++++++++++++++++++++++++++++++++

uracil..Ag-

C4H4AgN2O2  mw:218.933

Core ion CAS: Z-19498-54-5 Solvent: 66-22-8 fg:201 cnt:9123

HOF(solv)= -72.4/0.6 neut 94PED/   

----

17WAN/XU     Datum: EA=2.18(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ar..pyrazine-.

C4H4ArN2  mw:120.000

Core ion CAS: Z-34512-20-4 Solvent: 7440-37-1 fg:305 cnt:6265

HOF(solv)=0.0 Defn

----

02SON/LEE    Datum: EA=0.025(10) eV LPES p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [pyrazar.zcf]

G3MP2B3    |47.7   |  0.7| -2.8| 11.7|       |48.4   | 0.046

M062X/Def2T|48.8   |  0.6| -2.8| 11.2|       |49.4   |-0.116

++++++++++++++++++++++++++++++++

(Ar)2..pyrazine-.

C4H4Ar2N2  mw:159.963 fg:305 cnt:6266

HOF(solv)=0.0 Defn

----

02SON/LEE    Datum: EA=0.058(10) eV LPES p:8

DaffH(AH)=  0.8/0.3 dEA

++++++++++++++++++++++++++++++++

(Ar)3..pyrazine-.

C4H4Ar3N2  mw:199.925 fg:305 cnt:6267

HOF(solv)=0.0 Defn

----

02SON/LEE    Datum: EA=0.092(10) eV LPES p:8

DaffH(AH)=  0.8/0.3 dEA

++++++++++++++++++++++++++++++++

(Ar)4..pyrazine-.

C4H4Ar4N2  mw:239.888 fg:305 cnt:6268

HOF(solv)=0.0 Defn

----

02SON/LEE    Datum: EA=0.125(10) eV LPES p:8

DaffH(AH)=  0.8/0.3 dEA

++++++++++++++++++++++++++++++++

(Ar)5..pyrazine-.

C4H4Ar5N2  mw:279.850 fg:305 cnt:6269

HOF(solv)=0.0 Defn

----

02SON/LEE    Datum: EA=0.152(10) eV LPES p:8

DaffH(AH)=  0.6/0.3 dEA

++++++++++++++++++++++++++++++++

(Ar)6..pyrazine-.

C4H4Ar6N2  mw:319.812 fg:305 cnt:6270

HOF(solv)=0.0 Defn

----

02SON/LEE    Datum: EA=0.177(10) eV LPES p:8

DaffH(AH)=  0.6/0.3 dEA

++++++++++++++++++++++++++++++++

(Ar)7..pyrazine-.

C4H4Ar7N2  mw:359.775 fg:305 cnt:6271

HOF(solv)=0.0 Defn

----

02SON/LEE    Datum: EA=0.204(10) eV LPES p:8

DaffH(AH)=  0.6/0.3 dEA

++++++++++++++++++++++++++++++++

(Ar)8..pyrazine-.

C4H4Ar8N2  mw:399.737 fg:305 cnt:6272

HOF(solv)=0.0 Defn

----

02SON/LEE    Datum: EA=0.231(10) eV LPES p:8

DaffH(AH)=  0.6/0.3 dEA

++++++++++++++++++++++++++++++++

(Ar)9..pyrazine-.

C4H4Ar9N2  mw:439.699 fg:305 cnt:6273

HOF(solv)=0.0 Defn

----

02SON/LEE    Datum: EA=0.257(10) eV LPES p:8

DaffH(AH)=  0.6/0.3 dEA

++++++++++++++++++++++++++++++++

(Ar)10..pyrazine-.

C4H4Ar10N2  mw:479.662 fg:305 cnt:6274

HOF(solv)=0.0 Defn

----

02SON/LEE    Datum: EA=0.282(10) eV LPES p:8

DaffH(AH)=  0.6/0.3 dEA

++++++++++++++++++++++++++++++++

arsolide-

C4H4As  mw:126.953 Anion CAS: Z-159331-74-5 fg:58 cnt:3494 BDE(A-H)= 80.7/7.8 D-EA           

DacidS=26.0/2.0 Stat | 

----

94SUN/PAN    Datum: DacidG= 331.0/3.0 IMRB p:8

DacidH(AH)= 338.8/3.1 G+TS

Between FCH2CO2H and MeCHClCO2H. Structure: As analog of pyrrole. Probably C protonation. Composite computational methods(18BAR/) indicate an acidity ca. 5 kcal/mol stronger, and a Bond Dissociation Energy ca. 8 kcal/mol weaker.

----

94SUN/PAN    Datum: EA=< 2.27 eV IMRB [52.4 kcal] p:6

Electron transfer to NO2 observed.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [arsol.zaf]

CBS-QB3    |26.2   |333.3|326.0|      |58.6   |       |24.6|     

G3MP2B3    |23.7   |333.6|326.3| 2.094|57.3   |72.2   |24.2|66.9 

G3MP2B3+   |23.6   |333.4|326.1| 2.101|57.3   |72.1   |24.5|66.9 

G4MP2      |23.9   |333.4|326.1| 2.061|57.6   |71.5   |24.5|66.0 

M062X/Def2T|33.1   |334.1|326.9| 1.841|63.8   |75.7   |24.1|64.1 

B3/6-311++G|40.7   |334.9|328.0| 2.010|73.1   |87.2   |23.1|66.2 

++++++++++++++++++++++++++++++++

uracil..Au-

C4H4AuN2O2  mw:308.994

Core ion CAS: Z-19498-55-6 Solvent: 66-22-8 fg:24 cnt:11089

HOF(solv)= -72.4/0.6 neut 94PED/   

----

12CAO/XU     Datum: EA=3.27(8) eV LPES p:8

Vertical Detachment Energy:3.37(8) eV.

++++++++++++++++++++++++++++++++

uracil..Au2-

C4H4Au2N2O2  mw:505.961

Core ion CAS: Z-66525-34-6 Solvent: 66-22-8 fg:24 cnt:11289

HOF(solv)= -72.4/0.6 neut 94PED/   

----

14CAO/XU     Datum: EA=2.54(8) eV LPES p:8

Vertical Detachment Energy:2.71(8) eV.

++++++++++++++++++++++++++++++++

BiC4H4N-

C4H4BiN  mw:275.015 Anion CAS: Z-1433998-37-8 fg:24 cnt:8471

----

13SUN/SUN    Datum: EA=1.45(7) eV LPES p:8

Authors' calculations imply that metal is attached at the N.

++++++++++++++++++++++++++++++++

Bi2C4H4N-

C4H4Bi2N  mw:483.996 Anion CAS: Z-1433998-39-0 fg:24 cnt:8472

----

13SUN/SUN    Datum: EA=2.25(7) eV LPES p:8

Authors' calculations imply that metal is attached at the N.

++++++++++++++++++++++++++++++++

Bi3C4H4N-

C4H4Bi3N  mw:692.976 Anion CAS: Z-1433998-40-3 fg:24 cnt:8473

----

13SUN/SUN    Datum: EA=1.90(7) eV LPES p:8

Authors' calculations imply that metal is attached at the N.

++++++++++++++++++++++++++++++++

(HCN)4..Br-

C4H4BrN4  mw:186.962 fg:483 cnt:3861

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 3.8/2.2 TDAs | HOF(A-)=16.5/2.8 AfIN p:8

DaffH(X..Y-)= 10.4/1.0 TDAs

++++++++++++++++++++++++++++++++

((CF2H)2O)2..Cl-

C4H4ClF8O2  mw:270.978 fg:482 cnt:5330

HOF(solv)=-261.0/2.0 Calc 18BAR/   

----

01BOG/LEE    Datum: DaffG= 11.3/1.0 TDAs | HOF(A-)=-571.6/2.9 AfIN p:9

DaffH(X..Y-)= 21.4/0.4 TDAs

----

01CLE/LUO    Datum: DaffH= 21.0/1.4 PEPI p:8

++++++++++++++++++++++++++++++++

(HCN)4..Cl-

C4H4ClN4  mw:143.013 fg:482 cnt:3853

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 4.2/2.2 TDAs | HOF(A-)=61.7/2.8 AfIN p:8

DaffH(X..Y-)= 11.2/1.0 TDAs

++++++++++++++++++++++++++++++++

uracil..Pt(Cl)6=

C4H4Cl6N2O2Pt  mw:516.806

Core ion CAS: Z-16871-54-8 Solvent: 66-22-8 fg:24 cnt:9593

HOF(solv)= -72.4/0.6 neut 94PED/   

----

15SEN/MAT    Datum: EA=2.35(3) eV LPES p:8

Vertical Detachment Energy:2.42(1) eV.

++++++++++++++++++++++++++++++++

H2O..5-fluoro-uracilide-

C4H4FN2O3  mw:147.021

Core ion CAS: N-303068-28-2 Solvent: 7732-18-5 fg:293 cnt:8881

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WIN/       Datum: DaffG= 5.0/1.0 TDAs | HOF(A-)=-46.8 AfIN p:8

DaffH(X..Y-)= 9.7/0.5 TDAs

++++++++++++++++++++++++++++++++

CH2=C(CF3)CH2-

C4H4F3  mw:109.027 Anion CAS: Z-83268-52-4 fg:81 cnt:839

HOF(AH)= -151.6/1.0 GpAd 93SP    |

DacidS=22.0/1.4 Stat |  S(A-)=79.5/1.7 Acid |  S(AH)=83.5/1.0 GpAd 93SP

----

84BAR/BUR #  Datum: DacidG= 367.4/2.0 IMRE | HOF(A-)=-143.3/2.3 Acid p:9

DacidH(AH)= 374.0/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [allylq.zaf]

CBS-QB3    |-148.1 |379.2|371.0| 1.067|-161.6 |-123.9 |27.5|89.8 

G3MP2B3    |-148.8 |378.5|370.2| 1.193|-160.1 |-121.7 |27.9|90.5 

G3MP2B3+   |-149.0 |378.4|370.3| 1.195|-160.2 |-121.7 |27.1|90.6 

G4MP2      |-147.6 |378.3|369.6| 1.095|-158.7 |-122.8 |28.9|88.0 

M062X/Def2T|-149.7 |377.4|369.5| 1.101|-162.4 |-124.5 |26.3|90.0 

B3/6-311++G|-127.9 |375.2|367.2| 1.170|-135.8 |-101.2 |27.0|86.7 

++++++++++++++++++++++++++++++++

CF3CH2CH2CO2-

C4H4F3O2  mw:141.017 Anion CAS: Z-112219-62-2 fg:38 cnt:2347

HOF(A.)= -200.4/3.2 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -261.3/1.0 GpAd 93SP    |

DacidS=23.5/1.0 Stat |  S(A-)=96.1/1.4 Acid |  S(AH)=98.6/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 329.5/2.8 CIDC | HOF(A-)=-290.5/3.0 Acid p:9

DacidH(AH)= 336.5/2.8 G+TS EA(ev)= 3.907

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qjjco2.zaf]

CBS-QB3    |-305.1 |337.0|329.9| 3.810|-276.4 |-217.1 |23.9|111.4

G3MP2B3    |-301.5 |338.2|331.4| 3.924|-272.5 |-210.9 |22.8|113.7

G3MP2B3+   |-301.7 |338.0|330.0| 3.826|-272.5 |-213.4 |26.9|111.2

G4MP2      |-299.4 |338.2|331.2| 3.663|-270.4 |-214.7 |23.4|107.8

M062X/Def2T|-303.8 |338.1|329.5| 3.818|-277.2 |-215.6 |28.7|113.7

B3/6-311++G|-273.3 |334.8|326.5| 3.735|-240.8 |-187.1 |28.0|105.8

++++++++++++++++++++++++++++++++

CF3SO2CH=CHCH2-

C4H4F3O2S  mw:172.989 Anion CAS: A-61795-20-8 fg:72 cnt:1258

DacidS=23.7/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 336.2/2.0 IMRE | HOF(A-)=-244.4/3.7 Acid p:9

DacidH(AH)= 343.3/2.1 G+TS

Acid = CF3SO2CH2CH=CH2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tfxv.zaf]

CBS-QB3    |-242.0 |337.7|330.7|      |-213.9 |       |23.5|     

G3MP2B3    |-236.6 |335.8|329.0| 2.861|-205.2 |-170.6 |22.7|86.8 

G3MP2B3+   |-236.3 |338.5|331.4| 2.851|-207.6 |-170.5 |23.9|89.2 

G4MP2      |-238.2 |338.1|331.0| 2.681|-209.1 |-176.3 |23.6|84.9 

M062X/Def2T|-237.0 |335.8|329.2| 2.816|-208.1 |-171.9 |22.1|88.3 

B3/6-311++G|-169.8 |336.3|329.2| 2.786|-138.8 |-105.5 |23.7|85.4 

++++++++++++++++++++++++++++++++

(CF3)2C(Me)OH..F-

C4H4F7O  mw:201.016

Core ion CAS: Z-16984-48-8 Solvent: 1515-14-6 fg:481 cnt:1050

HOF(solv)=-381.0/3.0 Est3          
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 37.9/2.0 IMRE | HOF(A-)=-486.4/3.7 AfIN p:4

DaffH(X..Y-)= 46.0/2.1 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate  .DELTA.affG of ca. 47 to 39 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [q2crohf.zcf]

CBS-QB3    |-503.3 | 56.5| 49.4| 23.9|-387.8 |-59.0  

G3MP2B3    |-495.6 | 52.4| 45.1| 24.2|-383.1 |-60.1  

G4MP2      |-490.7 | 50.9| 43.2| 26.0|-377.7 |-62.0  

M062X/Def2T|-500.7 | 66.8| 60.6| 20.9|-387.9 |-45.9  

B3/6-311++G|-451.5 | 46.1| 50.0| 21.8|-333.5 |-61.5  

++++++++++++++++++++++++++++++++

uracil..I-

C4H4IN2O2  mw:238.932

Core ion CAS: Z-20461-54-5 Solvent: 66-22-8 fg:484 cnt:9530

HOF(solv)= -72.4/0.6 neut 94PED/   

----

13KIN/YAN    Datum: EA=4.11(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(HCN)4..I-

C4H4IN4  mw:234.949 fg:484 cnt:3865

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 3.2/2.2 TDAs | HOF(A-)=30.8/2.8 AfIN p:8

DaffH(X..Y-)= 9.2/1.0 TDAs

++++++++++++++++++++++++++++++++

Kr..uracil-.

C4H4KrN2O2  mw:195.939

Core ion CAS: Z-42052-10-8 Solvent: 7439-90-9 fg:320 cnt:4574

HOF(solv)=0.0 Defn

----

98HEN/LYA    Datum: EA=0.101(7) eV LPES p:8

++++++++++++++++++++++++++++++++

MoC4H4-

C4H4Mo  mw:149.937 Anion CAS: Z-871820-61-0 fg:24 cnt:9502

----

18SCH/TOP    Datum: EA=1.50(10) eV LPES p:8

Vertical Detachment Energy:1.75(1) eV.

++++++++++++++++++++++++++++++++

pyrrolide-

C4H4N  mw:66.035 Anion CAS: Z-23303-09-5 fg:51 cnt:667

HOF(A.)=  68.3/2.2 D+AH          | BDE(A-H)= 94.5/4.2 D-EA           

HOF(AH)=  25.9/0.1  94PED/       |

DacidS=26.0/3.0 Stat |  S(A-)=64.7/3.2 Acid |  S(AH)=64.7/1.0  69BEN/CRU

----

22ZHA/YUA2   Datum: EA=2.1433(3) eV LPEI p:9

----

04GIA/ICH    Datum: EA=2.145(10) eV LPES p:9

----

79BAR/SCO #  Datum: DacidG= 350.9/2.0 IMRE | HOF(A-)=18.9/2.2 Acid p:9

DacidH(AH)= 358.7/2.2 G+TS

----

78CUM/KEB    Datum: DacidG= 351.8/2.0 IMRE p:8

DacidH(AH)= 359.6/2.2 G+TS

----

75RIC/STE3   Datum: EA=2.39(13) eV PD   [55.1(30) kcal] p:7
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS2   Datum: DacidH(AH)= 358.6/5.0 EIAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrr.zaf]

W1U        |18.1   |359.5|351.9| 2.160|24.4   |67.9   |25.5|95.6 

CBS-QB3    |19.8   |358.7|351.1| 2.204|26.8   |70.7   |25.5|95.9 

G3MP2B3    |17.7   |358.9|351.3| 2.226|26.0   |69.1   |25.2|95.2 

G3MP2B3+   |17.6   |358.9|351.4| 2.225|25.9   |69.0   |25.3|95.2 

G4MP2      |17.1   |358.6|351.1| 2.192|25.7   |67.8   |25.4|94.2 

M062X/Def2T|19.2   |360.3|352.8| 2.109|23.5   |67.9   |25.3|96.5 

B3/6-311++G|28.7   |359.6|352.1| 2.115|36.4   |77.6   |25.3|93.3 

++++++++++++++++++++++++++++++++

CH2=CHCHCN-

C4H4N  mw:66.035 Anion CAS: Z-53246-39-2 fg:67 cnt:1579

HOF(A.)=  66.6/4.0 D+AH          | BDE(A-H)= 81.0/4.0 Est3 91DAH/KAS 

HOF(AH)=  37.7/0.3  94PED/       |

DacidS=24.0/3.0 Stat | 

----

06LUN/MO     Datum: DacidG= 349.9/3.0 IMRB | HOF(A-)=29.1/3.1 Acid p:8

DacidH(AH)= 357.1/3.1 G+TS EA(ev)= 1.628

Acid CH3CH=CHCN. Between MeSH, EtSH.

----

93CHO/DAH    Datum: DacidG= 351.7/3.0 IMRB p:8

DacidH(AH)= 358.9/3.1 G+TS

Acid: CH2=CHCH2CN.

----

91DAH/KAS    Datum: DacidG= 356.3/5.0 IMRB p:7

DacidH(AH)= 363.5/5.1 G+TS EA(ev)= 1.350

Between MeCHO, HCONH2. Reprotonation site uncertain.
###### the following are "below the line": evaluated as not accurate ####

----

80DAW/NIB    Datum: DacidG=<365.0/2.0 IMRB p:4

Acid: CH2=CHCH2CN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchcn-e.zaf]

W1U        |28.8   |356.0|348.6| 1.720|38.6   |68.4   |25.0|81.9 

CBS-QB3    |31.1   |355.5|348.1| 1.680|41.3   |69.8   |25.0|80.6 

G3MP2B3    |27.3   |356.2|348.7| 1.808|38.3   |68.9   |25.1|82.7 

G3MP2B3+   |27.1   |356.1|348.6| 1.814|38.2   |68.8   |25.1|82.8 

G4MP2      |27.9   |356.2|348.7| 1.772|39.0   |68.8   |25.0|81.9 

M062X/Def2T|27.6   |352.6|345.2| 1.809|39.7   |69.3   |24.9|81.7 

B3/6-311++G|33.1   |349.8|342.3| 1.799|50.6   |74.5   |25.1|76.0 

++++++++++++++++++++++++++++++++

1-CN-cyclopropanide-

C4H4N  mw:66.035 Anion CAS: Z-76510-29-7 fg:67 cnt:756

HOF(AH)=  44.0/0.2  82FUC/HAL    |

DacidS=25.5/3.0 Stat |  S(A-)=70.2/3.2 Acid |  S(AH)=70.7/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 367.8/2.0 IMRE | HOF(A-)=53.7/2.2 Acid p:9

DacidH(AH)= 375.4/2.2 G+TS

Acid: cyanocyclopropane.

----

94PEE/DEK    Datum: DacidG= 368.1/2.0 IMRE p:8

DacidH(AH)= 375.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cncp.zaf]

W1U        |56.1   |378.1|370.5| 1.703|43.9   |95.7   |25.6|104.0

CBS-QB3    |58.0   |377.5|369.9| 1.690|46.2   |97.3   |25.7|103.2

G3MP2B3    |55.3   |377.9|370.2| 1.763|44.6   |96.2   |25.8|103.7

G3MP2B3+   |54.8   |377.5|369.8| 1.780|44.5   |96.1   |25.8|103.7

G4MP2      |55.0   |377.4|369.7| 1.760|44.7   |95.9   |25.8|103.2

M062X/Def2T|53.1   |376.3|368.7| 1.668|41.5   |91.8   |25.6|102.4

B3/6-311++G|64.3   |375.1|367.4| 1.621|56.4   |102.0  |25.8|97.6 

++++++++++++++++++++++++++++++++

CH2=C(CN)CH2-

C4H4N  mw:66.035 Anion CAS: Z-83268-51-3 fg:81 cnt:830

HOF(AH)=  31.0/1.0  80WIL/BAE    |

DacidS=22.0/1.4 Stat | 

----

84BAR/BUR #  Datum: DacidG= 364.1/2.0 IMRE | HOF(A-)=36.0/3.0 Acid p:9

DacidH(AH)= 370.7/2.0 G+TS DaffH(X..Y-)= 26.2/3.0 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [allylcn.zaf]

W1U        |42.3   |372.8|365.0| 1.336|35.4   |72.8   |26.0|89.5 

CBS-QB3    |44.6   |372.6|364.6| 1.317|37.7   |74.5   |26.9|89.0 

G3MP2B3    |39.8   |372.0|363.4| 1.467|35.0   |73.1   |28.8|90.2 

G3MP2B3+   |39.7   |372.1|364.4| 1.457|34.8   |73.0   |25.9|90.3 

G4MP2      |40.2   |371.8|363.2| 1.432|35.6   |72.7   |28.9|89.2 

M062X/Def2T|43.9   |371.5|363.8| 1.336|37.1   |74.5   |25.7|89.5 

B3/6-311++G|49.4   |370.2|362.4| 1.382|46.5   |80.9   |25.9|86.6 

++++++++++++++++++++++++++++++++

1-NC-cyclopropanide-

C4H4N  mw:66.035 Anion CAS: Z-89155-61-3 fg:83 cnt:9755

DacidS=25.2/3.0 Calc | 

----

92PEE/       Datum: DacidG= 371.7/2.7 IMRE p:7

DacidH(AH)= 379.2/2.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cprnc.zaf]

W1U        |83.5   |382.0|374.5| 1.600|67.4   |120.5  |25.1|105.3

CBS-QB3    |84.9   |381.6|374.1| 1.604|69.1   |122.1  |25.1|105.1

G3MP2B3    |81.9   |381.3|373.8| 1.692|67.8   |121.0  |25.1|105.3

G3MP2B3+   |81.7   |381.2|373.7| 1.693|67.7   |120.9  |25.2|105.3

G4MP2      |80.7   |380.7|373.3| 1.670|67.2   |119.4  |25.0|104.3

M062X/Def2T|79.3   |381.5|374.1| 1.486|62.5   |113.8  |25.0|103.4

B3/6-311++G|92.4   |380.2|372.7| 1.499|79.5   |127.1  |25.2|99.7 

++++++++++++++++++++++++++++++++

2-pyrrolide-

C4H4N  mw:66.035 Anion CAS: Z-918962-85-3 fg:87 cnt:11509

----

22ZHA/YUA2   Datum: EA=1.669(3) eV LPEI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrr2.zaf]

W1U        |54.9   |396.4|388.6| 1.611|24.4   |92.2   |26.0|119.9

CBS-QB3    |56.9   |395.8|388.0| 1.653|26.8   |95.1   |26.3|120.4

G3MP2B3    |54.0   |395.2|387.4| 1.710|26.0   |93.5   |26.2|119.6

G3MP2B3+   |54.1   |395.4|387.6| 1.698|25.9   |93.4   |26.0|119.6

G4MP2      |53.2   |394.7|386.9| 1.665|25.7   |91.7   |26.1|118.1

M062X/Def2T|57.3   |398.5|390.7| 1.413|23.5   |89.9   |25.9|118.5

B3/6-311++G|65.5   |396.4|388.2| 1.604|36.4   |102.7  |27.3|118.4

++++++++++++++++++++++++++++++++

succinimidate-

C4H4NO2  mw:98.025 Anion CAS: Z-28627-67-0 fg:48 cnt:700

HOF(AH)= -86.0/2.0  69BEN/CRU    |

DacidS=24.7/1.0 Stat | 

----

78CUM/KEB    Datum: DacidG= 338.0/2.0 IMRE | HOF(A-)=-106.3/2.8 Acid p:9

DacidH(AH)= 345.4/2.0 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

73COO/COM    Datum: DacidH(AH)= 329.7/4.6 EIAE p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [succimid.zaf]

CBS-QB3    |-112.7 |342.5|334.9| 4.074|-89.4  |-18.4  |25.4|123.1

G3MP2B3    |-111.7 |343.1|335.7| 4.201|-87.6  |-14.4  |25.0|125.3

G3MP2B3+   |-111.8 |343.1|335.7| 4.204|-87.8  |-14.5  |25.0|125.3

G4MP2      |-110.8 |343.1|335.7| 4.140|-86.7  |-15.1  |24.8|123.8

M062X/Def2T|-112.2 |343.8|336.7| 4.150|-91.3  |-16.3  |23.7|127.1

B3/6-311++G|-96.5  |342.9|335.4| 3.944|-72.1  |-5.2   |24.9|119.0

++++++++++++++++++++++++++++++++

NCCH=C(OMe)O-

C4H4NO2  mw:98.025 Anion CAS: Z-44595-61-1 fg:66 cnt:2129

HOF(AH)= -62.0/2.0 GpAd 93SP     |

DacidS=21.1/2.0 Calc |  S(A-)=86.7/2.2 Acid |  S(AH)=91.6/1.0 GpAd 93SP

----

04MIS/MAT    Datum: DacidG= 334.5/2.0 IMRE | HOF(A-)=-86.9/2.9 Acid p:9

DacidH(AH)= 340.8/2.1 G+TS

Composite computational methods (18BAR/) indicate the keto form of the acid is more stable.

----

88TAF/ABB    Datum: DacidG= 334.3/2.0 IMRE p:8

DacidH(AH)= 340.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncche-za.zaf]

CBS-QB3    |-86.7  |339.8|333.6| 2.777|-60.8  |-22.6  |20.8|90.3 

G3MP2B3    |-86.5  |340.9|334.6| 2.817|-60.3  |-21.5  |21.4|90.9 

G3MP2B3+   |-86.7  |340.9|334.4| 2.821|-60.3  |-21.5  |21.7|90.9 

G4MP2      |-85.0  |341.0|334.7| 2.733|-58.9  |-22.0  |21.1|89.0 

M062X/Def2T|-89.7  |337.2|329.9| 2.846|-62.2  |-23.9  |24.5|90.4 

B3/6-311++G|-72.8  |336.2|330.1| 2.811|-41.8  |-7.9   |20.7|86.0 

++++++++++++++++++++++++++++++++

1,3-diazine-.

C4H4N2  mw:80.038 Anion CAS: Z-34512-21-5 fg:105 cnt:370

HOF(A.)=  45.3/0.2  12VER/EME    |
###### the following are "below the line": evaluated as not accurate ####

----

75NEN/SCH    Datum: EA==0.00 eV ETS  | HOF(A-)=45.3/0.2 R-EA p:4

Pyrimidine. The authors estimate the electron affinity as 0 eV, based on solution phase electrochemical correlations. Composite computational methods(18BAR/) indicate an electron affinity of at ca. -0.2 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [diaz13.zzf]

CBS-QB3    |49.8   |     |     |-0.199|       |44.8   |    |     

G3MP2B3    |49.0   |     |     |-0.185|       |44.4   |    |     

G3MP2B3+   |49.1   |     |     |-0.190|       |44.3   |    |     

G4MP2      |47.4   |     |     |-0.111|       |44.5   |    |     

M062X/Def2T|50.8   |     |     |-0.377|       |41.7   |    |     

B3/6-311++G|56.8   |     |     |-0.127|       |53.4   |    |     

++++++++++++++++++++++++++++++++

1,2-diazine-.

C4H4N2  mw:80.038 Anion CAS: Z-34512-22-6 fg:105 cnt:369

HOF(A.)=  67.0/0.2  12VER/EME    |

----

03SUE/LIU    Datum: EA=0.0120 eV EFD  | HOF(A-)=66.7/0.2 R-EA p:8
###### the following are "below the line": evaluated as not accurate ####

----

75NEN/SCH    Datum: EA=0.25 eV ETS  p:4

Pyridazine. electron affinity estimated as 0.25 eV based on solution phase electrochemical correlations.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [diaz12.zzf]

CBS-QB3    |67.5   |     |     |-0.018|       |66.8   |    |     

G3MP2B3    |67.3   |     |     |-0.016|       |66.6   |    |     

G3MP2B3+   |67.3   |     |     |-0.019|       |66.5   |    |     

G4MP2      |65.5   |     |     | 0.050|       |66.4   |    |     

M062X/Def2T|68.9   |     |     |-0.148|       |65.1   |    |     

B3/6-311++G|74.2   |     |     | 0.090|       |76.0   |    |     

++++++++++++++++++++++++++++++++

1,4-diazine-.

C4H4N2  mw:80.038 Anion CAS: Z-34512-20-4 fg:105 cnt:368

HOF(A.)=  48.6/0.4  12VER/EME    | BDE(A-H)= 103.0/2.0  97KIE/ZHA    

HOF(AH)=  -2.3/2.0 R-DH          |

----

75NEN/SCH    Datum: EA=>0.40 eV ETS  | HOF(A-)=<39.4/0.4 R-EA p:6

Pyrazine. electron affinity estimated as 0.124 eV based on soln phase electrochemical correlations. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [diaz14.zzf]

CBS-QB3    |48.2   |     |     | 0.020|       |48.5   |    |     

G3MP2B3    |48.4   |     |     | 0.017|       |48.6   |    |     

G3MP2B3+   |48.3   |     |     | 0.020|       |48.5   |    |     

G4MP2      |46.9   |     |     | 0.086|       |48.7   |    |     

M062X/Def2T|49.4   |     |     |-0.134|       |46.1   |    |     

B3/6-311++G|55.6   |     |     | 0.087|       |57.4   |    |     

++++++++++++++++++++++++++++++++

succinonitrile-.

C4H4N2  mw:80.038 Anion CAS: Z-38135-06-7 fg:102 cnt:6352

HOF(A.)=  50.1/0.2  94PED/       |

----

19LIU/CIB2   Datum: EA=0.018(5) eV LPES p:8

Dipole bound anion. Anti conformer.

----

19LIU/CIB2   Datum: EA=0.135(5) eV LPES p:8

Dipole bound anion. gauche conformer.

----

04DES/BOU    Datum: EA=0.108(10) eV Rydb p:8

Dipole bound anion. gauche conformer.

----

04DES/BOU    Datum: EA=0.020(2) eV Rydb p:8

Dipole bound anion. Anti conformer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncjjcn-a.zzf]

CBS-QB3    |68.4   |     |     |-0.675|       |51.6   |    |     

G3MP2B3    |66.9   |     |     |-0.717|       |49.1   |    |     

G3MP2B3+   |66.6   |     |     |-0.711|       |49.0   |    |     

G4MP2      |66.6   |     |     |-0.668|       |50.0   |    |     

M062X/Def2T|64.4   |     |     |-0.589|       |49.8   |    |     

B3/6-311++G|65.0   |     |     |-0.052|       |62.6   |    |     

++++++++++++++++++++++++++++++++

4-thiouracil-.

C4H4N2OS  mw:128.005 Anion CAS: Z-930765-82-5 fg:120 cnt:8029

----

11LI_/CHE    Datum: EA=1.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [suracil.zzf]

CBS-QB3    |-34.8  |     |     | 0.860|       |-15.6  |    |     

G3MP2B3    |-31.6  |     |     | 0.777|       |-14.2  |    |     

G3MP2B3+   |-31.9  |     |     | 0.785|       |-14.4  |    |     

G4MP2      |-34.3  |     |     | 0.904|       |-14.0  |    |     

M062X/Def2T|-35.0  |     |     | 0.706|       |-19.4  |    |     

B3/6-311++G|-17.0  |     |     | 0.898|       |3.1    |    |     

++++++++++++++++++++++++++++++++

uracil-.

C4H4N2O2  mw:112.028 Anion CAS: Z-42052-10-8 fg:120 cnt:4101

HOF(A.)= -72.4/0.6  94PED/       |

----

98SCH/WEI    Datum: EA=0.086(8) eV LPES | HOF(A-)=-74.4/0.6  p:9

----

25CLA/BUR    Datum: EA=0.08(2) eV LPES p:8

The EA is for a non-valence isomer.

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25CLA/BUR    Datum: EA=0() eV [ eV] p:8

Extrapolated from Arn..uracil-. and (N2)n..uracil-. EAs.

----

99DES/ABD    Datum: EA=0.075(20) eV Rydb p:8

----

96HEN/LYA    Datum: EA=0.093(7) eV LPES p:8

98AFL/GAL: vertical attachment electron affinity = -0.22 eV.

----

96DES/ABD    Datum: EA=0.054(35) eV Rydb p:8

----

08BAC/KLO    Datum: EA=2.4(1) eV LPES p:7

Stated electron affinity is the Vertical Detachment Energy. Likely not the canonical tautomer.

----

07LI_/BOW    Datum: EA=2.49(10) eV LPES p:7

Valence state of rare tautomer(N3-H to C5) inferred from calculations.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [uracil.zzf]

CBS-QB3    |-73.6  |     |     | 0.051|       |-72.9  |    |     

G3MP2B3    |-70.6  |     |     | 0.011|       |-70.8  |    |     

G3MP2B3+   |-71.1  |     |     | 0.027|       |-70.9  |    |     

G4MP2      |-73.3  |     |     | 0.160|       |-70.0  |    |     

M062X/Def2T|-76.1  |     |     |-0.024|       |-77.1  |    |     

B3/6-311++G|-61.5  |     |     | 0.210|       |-57.0  |    |     

++++++++++++++++++++++++++++++++

Xe..uracil-.

C4H4N2O2Xe  mw:243.932

Core ion CAS: Z-42052-10-8 Solvent: 7440-63-3 fg:320 cnt:4575

HOF(solv)=0.0 Defn

----

98HEN/LYA    Datum: EA=0.111(7) eV LPES p:8

++++++++++++++++++++++++++++++++

2,4-dithiouracil-.

C4H4N2S2  mw:143.982 Anion CAS: Z-930765-83-6 fg:120 cnt:8030

----

11LI_/CHE    Datum: EA=1.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s2uracil.zzf]

CBS-QB3    |17.2   |     |     | 1.142|       |42.9   |    |     

G3MP2B3    |19.7   |     |     | 1.071|       |43.6   |    |     

G3MP2B3+   |19.5   |     |     | 1.071|       |43.5   |    |     

G4MP2      |16.7   |     |     | 1.185|       |43.3   |    |     

M062X/Def2T|17.7   |     |     | 0.989|       |39.9   |    |     

B3/6-311++G|38.5   |     |     | 1.183|       |65.0   |    |     

++++++++++++++++++++++++++++++++

pyrimidine..NO-

C4H4N3O  mw:110.036

Core ion CAS: Z-14967-78-3 Solvent: 289-95-2 fg:492 cnt:5982

HOF(solv)=  45.3/0.2 neut 12VER/EME

----

02LEB/SCH    Datum: EA=0.75(10) eV LPES p:9

DaffH(AH)=  16.7/2.3 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [13diazno.zaf]

CBS-QB3    |51.7   | 13.6|  2.2| 38.3|44.8   |20.4   | 1.402

G3MP2B3    |51.6   | 14.7|  3.3| 38.2|44.4   |21.9   | 1.645

G3MP2B3+   |51.5   | 14.6|  3.2| 38.1|44.3   |21.8   | 1.643

G4MP2      |50.9   | 16.1|  4.6| 38.4|44.5   |22.5   | 1.559

M062X/Def2T|53.8   | 11.9|  0.7| 37.6|41.7   |23.9   | 1.217

B3/6-311++G|60.8   |  6.3| -5.0| 38.0|53.4   |13.7   | 1.366

++++++++++++++++++++++++++++++++

cytosinide(N1)-

C4H4N3O  mw:110.036 Anion CAS: N-19224-69-2 fg:93 cnt:6910

HOF(AH)= -14.2/2.4  80SAB/       |

----

07PAR/SHE    Datum: EA=3.307(15) eV LPES p:9

Anion at N1.

----

19ZHU/QIA    Datum: EA=3.06(5) eV PVMI p:8

----

06CHE/HER    Datum: DacidH(AH)= 339.0/3.0 EIAE p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cytosin1.zaf]

CBS-QB3    |-37.5  |344.8|337.5| 3.010|-16.5  |32.2   |24.5|100.8

G3MP2B3    |-37.1  |345.0|337.5| 3.213|-14.9  |37.2   |25.0|104.2

G3MP2B3+   |-37.2  |345.0|337.7| 3.209|-15.0  |37.0   |24.6|104.2

G4MP2      |-36.7  |345.2|337.7| 3.094|-14.6  |34.9   |24.9|101.6

M062X/Def2T|-39.3  |346.7|339.6| 3.076|-21.3  |32.0   |23.9|105.3

B3/6-311++G|-25.9  |346.1|338.7| 3.005|-4.7   |43.6   |24.6|100.4

++++++++++++++++++++++++++++++++

cytosinide(M-H at -NH2)

C4H4N3O  mw:110.036 Anion CAS: Z-73082-38-9 fg:93 cnt:10189

----

19ZHU/QIA    Datum: EA=3.0471(5) eV PVMI p:8

-NH-, and the H is Z to N1.

----

19ZHU/QIA    Datum: EA=3.0870(5) eV PVMI p:8

-NH-, and the H is E to N3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cytosin7.zaf]

CBS-QB3    |-29.2  |353.0|345.3| 3.075|-16.5  |41.6   |25.8|110.3

G3MP2B3    |-29.3  |352.8|344.4| 3.171|-14.9  |43.7   |28.2|110.7

G3MP2B3+   |-29.4  |352.8|344.8| 3.170|-15.0  |43.6   |26.9|110.7

G4MP2      |-29.1  |352.7|344.9| 3.062|-14.6  |41.4   |26.2|108.2

M062X/Def2T|-30.8  |355.2|347.7| 3.046|-21.3  |39.5   |25.2|112.9

B3/6-311++G|-17.3  |354.7|346.7| 2.994|-4.7   |51.6   |26.8|108.4

++++++++++++++++++++++++++++++++

(3,3'-diamino-4,4'-azoxyfurazan)-. {DAAF}

C4H4N8O3  mw:212.041 Anion CAS: N-78644-89-0 fg:102 cnt:11047

----

16ZEN/BER    Datum: EA=2.70(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [daaf.zzf]

CBS-QB3    |85.2   |     |     | 2.351|       |139.4  |    |     

G3MP2B3    |99.1   |     |     | 2.118|       |147.9  |    |     

M062X/Def2T|90.9   |     |     | 2.309|       |144.2  |    |     

B3/6-311++G|111.2  |     |     | 2.501|       |168.8  |    |     

++++++++++++++++++++++++++++++++

O2C(CH2)2CO2=

C4H4O4  mw:116.012 Anion CAS: Z-56-14-4 fg:37 cnt:8647 BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -242.9/3.1 hfa 16HOU/VAL|

----

14DEN/HOU    Datum: EA==0.00(5) eV LPES | HOF(A-)=-182.0/4.1 Acid p:8

DacidH(AH)= 426.6/2.7 D-EA

At 20 K.

----

04MIN/MUC    Datum: EA==0.05(45) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj2a.zdf]

G3MP2B3    |-174.4 |432.2|423.0| 0.011|-239.4 |-173.9 |30.8|117.6

M062X/Def2T|-169.3 |436.7|427.1|-0.358|-241.3 |-177.0 |32.2|116.4

M062X/Def2T|-169.3 |436.6|427.0|-0.358|-241.3 |-177.1 |32.4|116.3

B3/6-311++G|-155.1 |428.9|419.0|-0.445|-216.7 |-165.1 |33.0|103.7

++++++++++++++++++++++++++++++++

(CO2)2..MeOH..CO2-.

C4H4O7  mw:163.996 fg:100 cnt:11776

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

99TSU/SAE    Datum: EA=2.47(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is CO2-.

++++++++++++++++++++++++++++++++

(HO2CCO2H)2-.

C4H4O8  mw:179.991 Anion CAS: Z-1141927-46-9 fg:302 cnt:9122

HOF(solv)=-173.0/1.1 neut 94PED/   

----

17KEO/RYD    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:3.3(1) eV. May be proton-transfered dimer.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [oxalic2.zzf]

CBS-QB3    |-393.5 | 28.8| 20.5| 28.0|-178.2 |-186.4 | 5.059

G3MP2B3    |-386.3 | 28.3| 19.7| 28.9|-175.4 |-182.5 | 1.428

G3MP2B3+   |-387.1 | 28.9| 20.7| 27.3|-175.6 |-182.6 | 5.065

G4MP2      |-388.5 | 31.2| 22.5| 29.1|-173.7 |-183.6 | 5.270

M062X/Def2T|-392.0 | 29.3| 21.0| 27.7|-177.6 |-185.1 | 5.123

B3/6-311++G|-358.9 |     |     |     |       |       | 5.608

++++++++++++++++++++++++++++++++

phospholide-

C4H4P  mw:83.006 Anion CAS: Z-55219-61-9 fg:58 cnt:3493 BDE(A-H)= 94.5/4.2 D-EA           

DacidS=24.6/1.0 Stat | 

----

94SUN/PAN    Datum: DacidG= 331.0/3.0 IMRB p:8

DacidH(AH)= 338.3/3.0 G+TS

Between FCH2CO2H and MeCHClCO2H. Structure: P analog of pyrrole. Probably C protonation.

----

94SUN/PAN    Datum: EA=< 2.27 eV IMRB [52.4 kcal] p:6

Electron transfer to NO2 observed.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phosphol.zaf]

W1U        |10.8   |337.5|330.5| 2.191|39.1   |61.4   |23.5|74.4 

CBS-QB3    |11.1   |336.1|329.1| 2.229|40.8   |62.7   |23.4|74.0 

G3MP2B3    |9.0    |336.8|329.9| 2.231|39.4   |60.7   |23.3|73.4 

G3MP2B3+   |8.9    |336.8|329.8| 2.234|39.3   |60.6   |23.3|73.4 

G4MP2      |8.6    |336.8|329.8| 2.201|39.0   |59.5   |23.3|72.6 

M062X/Def2T|11.2   |336.8|329.9| 2.115|39.2   |60.2   |23.1|73.1 

B3/6-311++G|26.7   |337.2|330.3| 2.152|56.8   |76.5   |23.3|71.9 

++++++++++++++++++++++++++++++++

MeCCCH2-

C4H5  mw:53.040 Anion CAS: Z-65114-66-1 fg:82 cnt:4907

HOF(AH)=  34.8/0.3  94PED/       |

DacidS=25.2/2.0 Stat | 

----

01GAL/DEC    Datum: DacidG= 381.7/2.0 IMRE | HOF(A-)=58.3/2.1 Acid p:8

DacidH(AH)= 389.2/2.1 G+TS

Acid: MeCCMe.

----

99DEV/VAN    Datum: DacidG= 381.5/3.2 IMRE p:7

DacidH(AH)= 389.0/3.3 G+TS

Measured vs. pyridine.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jccr.zaf]

W1U        |57.7   |385.8|377.8| 0.652|37.8   |73.1   |26.9|87.4 

CBS-QB3    |60.2   |385.6|377.6|      |40.4   |       |27.0|     

G3MP2B3    |55.9   |385.3|377.3| 0.750|37.8   |73.6   |27.1|87.9 

G3MP2B3+   |55.7   |385.3|377.3| 0.753|37.6   |73.5   |27.0|87.9 

G4MP2      |56.2   |385.0|376.9| 0.737|38.4   |73.0   |27.1|86.7 

M062X/Def2T|59.7   |386.2|378.3| 0.571|38.1   |73.1   |26.6|87.1 

B3/6-311++G|62.4   |384.2|376.2| 0.675|45.5   |78.3   |26.9|84.9 

++++++++++++++++++++++++++++++++

cyclobuten-1-ide-

C4H5  mw:53.040 Anion CAS: Z-83352-72-1 fg:86 cnt:2773

HOF(A.)=  97.6/3.5 D+AH          | BDE(A-H)= 112.5/2.5 D-EA 06TIA/FAT

HOF(AH)=  37.5/0.4  94PED/       |

DacidS=27.3/2.0 Stat |  S(A-)=64.2/2.0 Acid |  S(AH)=62.9/0.3  69STU/WES

----

06TIA/FAT    Datum: EA=0.932(87) eV [21.5(20) kcal] p:8

----

06TIA/FAT    Datum: DacidH(AH)= 404.6/1.5 CIDC | HOF(A-)=76.4/1.5 Acid p:8

DacidG(AH)= 396.5/1.6 H-TS

----

86KAS/FIL    Datum: DacidG= 389.0/5.0 IMRB p:6

DacidH(AH)= 397.1/5.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbuen1.zaf]

W1U        |75.3   |404.0|396.2| 0.930|37.1   |96.7   |26.2|111.6

CBS-QB3    |78.0   |403.2|395.4| 0.950|40.6   |99.9   |26.1|111.4

G3MP2B3    |74.3   |402.8|394.6| 1.023|38.7   |97.8   |27.5|111.2

G3MP2B3+   |74.1   |402.8|395.1| 1.025|38.5   |97.7   |26.1|111.3

G4MP2      |73.6   |402.3|394.5| 0.995|38.5   |96.5   |26.1|110.1

M062X/Def2T|79.8   |405.5|397.8| 0.782|39.0   |97.8   |26.0|110.8

B3/6-311++G|85.9   |403.2|395.0| 0.951|50.0   |107.8  |27.4|109.9

++++++++++++++++++++++++++++++++

CH2=CHCH=CH-

C4H5  mw:53.040 Anion CAS: Z-65114-68-3 fg:86 cnt:3190

HOF(AH)=  26.3/0.2  94PED/       |

DacidS=27.4/2.0 Stat |  S(A-)=68.0/2.0 Acid |  S(AH)=66.6/0.3  69STU/WES

----

95DEV/DEK    Datum: DacidG= 391.3/3.0 IMRB | HOF(A-)=60.1/3.1 Acid p:6

DacidH(AH)= 399.5/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchch-tc.zaf]

W1U        |60.2   |400.4|392.9| 1.074|25.6   |85.1   |25.2|111.6

CBS-QB3    |62.9   |400.2|392.6| 1.080|28.5   |87.9   |25.5|111.5

G3MP2B3    |58.4   |400.1|392.5| 1.222|25.5   |86.6   |25.2|113.2

G3MP2B3+   |58.2   |400.1|392.5| 1.227|25.3   |86.6   |25.3|113.4

G4MP2      |58.3   |399.5|392.0| 1.184|25.9   |85.7   |25.3|111.8

M062X/Def2T|64.4   |400.8|393.2| 0.965|28.3   |86.7   |25.3|110.5

B3/6-311++G|66.2   |398.6|391.1| 1.141|34.9   |92.6   |25.2|109.8

++++++++++++++++++++++++++++++++

CH2=C=CMe-

C4H5  mw:53.040 Anion CAS: Z-86768-87-8 fg:86 cnt:4906

HOF(AH)=  38.8/0.1  94PED/       |

DacidS=27.3/2.0 Stat | 

----

99DEV/VAN    Datum: DacidG= 376.2/2.0 IMRE | HOF(A-)=57.4/2.1 Acid p:7

DacidH(AH)= 384.3/2.1 G+TS

Relative to .DELTA.acidH(MeOH)= 375 kcal/mol. Acid: MeCH=C=CH2. Likely not a clean equilibrium, reprotonating to MeCCMe - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rccj-v.zaf]

W1U        |57.7   |385.8|377.8| 0.652|37.8   |73.1   |26.9|87.4 

CBS-QB3    |60.2   |385.6|377.6|      |40.4   |       |27.0|     

G3MP2B3    |55.9   |385.3|377.3| 0.750|37.8   |73.6   |27.1|87.9 

G3MP2B3+   |55.7   |385.3|377.3| 0.753|37.6   |73.5   |27.0|87.9 

G4MP2      |56.2   |385.0|376.9|      |38.4   |       |27.1|     

M062X/Def2T|59.7   |386.2|378.3| 0.571|38.1   |73.1   |26.6|87.1 

B3/6-311++G|62.4   |384.2|376.2| 0.675|45.5   |78.3   |26.9|84.9 

++++++++++++++++++++++++++++++++

bicyclo[1.1.0]butanide-

C4H5  mw:53.040 Anion CAS: Z-96666-81-8 fg:88 cnt:2115

HOF(A.)= 103.1/12.2 D+AH         | BDE(A-H)= 103.2/8.6 D-EA          

HOF(AH)=  51.9/0.2  94PED/       |

DacidS=27.4/2.0 Stat | 

----

88KAS/CHO    Datum: DacidG= 391.0/4.0 IMRB | HOF(A-)=85.4/4.0 Acid p:8

DacidH(AH)= 399.2/4.0 G+TS

Acidity between NH3, Me2NH, near nPrNH2.

----

88KAS/CHO    Datum: EA=0.763(330) eV [17.6(76) kcal] p:7

Between O2 and SO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcba.zaf]

W1U        |84.9   |398.4|390.7| 1.260|52.3   |114.0  |25.9|113.8

CBS-QB3    |87.0   |397.5|389.7| 1.309|55.2   |117.1  |25.9|114.0

G3MP2B3    |83.4   |396.6|388.9| 1.389|54.0   |115.4  |25.9|113.5

G3MP2B3+   |83.2   |396.6|388.9| 1.389|53.8   |115.3  |25.8|113.6

G4MP2      |82.3   |396.1|388.4| 1.349|53.3   |113.4  |25.9|112.2

M062X/Def2T|82.8   |399.9|392.2| 1.106|47.6   |108.3  |25.7|112.8

B3/6-311++G|97.5   |398.5|390.8| 1.186|66.2   |124.8  |25.8|110.7

++++++++++++++++++++++++++++++++

cyclobuten-3-ide-

C4H5  mw:53.040 Anion CAS: Z-60211-42-9 fg:80 cnt:6866 BDE(A-H)= 91.1/3.0 D-EA 06TIA/FAT 

HOF(AH)=  37.5/0.4  94PED/       |

DacidS=26.2/2.0 Calc | 

----

06TIA/FAT    Datum: DacidG= 393.0/0.9 IMRE | HOF(A-)=72.6/1.1 Acid p:9

DacidH(AH)= 400.8/1.1 G+TS

----

06TIA/FAT    Datum: EA=0.17(9) eV [3.9(20) kcal] p:8

----

06TIA/FAT    Datum: DacidH(AH)= 402.1/1.5 CIDC p:7

DacidG(AH)= 394.3/1.6 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbuen3.zaf]

W1U        |72.5   |401.2|393.4| 0.148|37.1   |75.9   |26.2|90.9 

CBS-QB3    |75.9   |401.1|393.3| 0.146|40.6   |79.3   |26.0|90.8 

G3MP2B3    |71.8   |400.3|392.6| 0.259|38.7   |77.8   |26.0|91.2 

G3MP2B3+   |71.2   |400.0|392.1| 0.283|38.5   |77.7   |26.2|91.4 

G4MP2      |70.9   |399.6|391.9| 0.258|38.5   |76.9   |26.1|90.5 

M062X/Def2T|76.8   |402.5|394.6| 0.065|39.0   |78.2   |26.4|91.3 

B3/6-311++G|81.9   |399.2|390.9| 0.170|50.0   |85.8   |27.6|87.9 

++++++++++++++++++++++++++++++++

CH2=CDC(=CH2)-

C4H4D  mw:54.046 Anion CAS: Z-170752-36-0 fg:86 cnt:3189

HOF(AH)=  26.3/0.2  94PED/       |

DacidS=24.0/3.0 Stat | 

----

95DEV/DEK    Datum: DacidG= 388.9/0.5 IMRE | HOF(A-)=56.7/1.1 Acid p:9

DacidH(AH)= 396.1/1.0 G+TS

++++++++++++++++++++++++++++++++

cytosine..Ag-

C4H5AgN3O  mw:217.949

Core ion CAS: Z-19498-54-5 Solvent: 71-30-7 fg:201 cnt:9125

HOF(solv)= -14.2/2.4 neut 80SAB/   

----

17WAN/XU     Datum: EA=2.04(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

cytosine..Au-

C4H5AuN3O  mw:308.010

Core ion CAS: Z-19498-55-6 Solvent: 65-46-3 fg:24 cnt:11091

HOF(solv)= -14.2/2.4 neut 80SAB/   

----

12CAO/XU     Datum: EA=3.06(8) eV LPES p:8

Vertical Detachment Energy:3.23(8) eV.

++++++++++++++++++++++++++++++++

cytosine..Au2-

C4H5Au2N3O  mw:504.977

Core ion CAS: Z-66525-34-6 Solvent: 65-46-3 fg:24 cnt:11291

HOF(solv)= -14.2/2.4 neut 80SAB/   

----

14CAO/XU     Datum: EA=2.48(8) eV LPES p:8

Vertical Detachment Energy:2.67(8) eV.

++++++++++++++++++++++++++++++++

pyrrole..Cl-

C4H5ClN  mw:102.012

Core ion CAS: Z-16887-00-6 Solvent: 109-97-7 fg:482 cnt:1411

HOF(solv)=  25.9/0.1 neut 94PED/   

----

84LAR/MCM2   Datum: DaffG= 11.8/2.0 IMRE | HOF(A-)=7.1/2.0 AfIN p:9

DaffH(X..Y-)= 18.8/2.0 G+TS

----

82FRE/IKU    Datum: DaffG= 14.0 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pyrrcl.zcf]

CBS-QB3    |-51.4  | 21.5| 14.6| 23.0|26.8   |-56.7  

G3MP2B3    |-51.2  | 21.1| 14.2| 23.0|26.0   |-56.1  

G3MP2B3+   |-51.1  | 20.9| 14.1| 22.9|25.9   |-56.1  

G4MP2      |-50.6  | 21.3| 14.4| 23.1|25.7   |-55.0  

M062X/Def2T|-48.8  | 23.9| 17.6| 21.1|23.5   |-48.4  

B3/6-311++G|-39.8  |  8.4| 12.9| 21.6|36.4   |-56.9  

++++++++++++++++++++++++++++++++

cystosine..Pt(Cl)6=

C4H5Cl4N3OPt  mw:445.885

Core ion CAS: Z-16871-54-8 Solvent: 71-30-7 fg:24 cnt:9595

----

15SEN/MAT    Datum: EA=2.28(3) eV LPES p:8

Vertical Detachment Energy:2.36(1) eV.

++++++++++++++++++++++++++++++++

pyrrole..F-

C4H5FN  mw:86.041

Core ion CAS: Z-16984-48-8 Solvent: 109-97-7 fg:481 cnt:1035

HOF(solv)=  25.9/0.1 neut 94PED/   

----

83LAR/MCM    Datum: DaffG= 26.6/2.0 IMRE | HOF(A-)=-67.7/2.1 AfIN p:7

DaffH(X..Y-)= 34.2/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pyrrf.zcf]

CBS-QB3    |-75.6  | 43.4| 37.0| 21.5|26.8   |-59.0  

G3MP2B3    |-76.3  | 42.2| 35.7| 22.0|26.0   |-60.1  

G3MP2B3+   |-75.4  | 41.2| 33.9| 24.3|25.9   |-60.1  

G4MP2      |-76.4  | 40.1| 33.5| 22.3|25.7   |-62.0  

M062X/Def2T|-74.6  | 52.2| 45.4| 23.0|23.5   |-45.9  

B3/6-311++G|-65.7  | 30.2| 33.8| 23.0|36.4   |-61.5  

++++++++++++++++++++++++++++++++

CF3CH2OH..CF3CH2O-

C4H5F6O2  mw:199.020

Core ion CAS: Z-24265-37-0 Solvent: 75-89-8 fg:232 cnt:11568

HOF(solv)=-212.3/0.2 neut 94PED/   

----

22KOS/RAH    Datum: DaffG= 19.8/4.4 IMRE p:6

Anchored to .DELTA.affG for EtOH..EtO- in 86MEO/SIE2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tfe2h.zcf]

CBS-QB3    |-471.2 | 36.2| 25.7| 35.2|-214.6 |-220.5 

G3MP2B3    |-463.3 | 33.4| 24.5| 30.0|-212.7 |-217.2 

G3MP2B3+   |-463.2 | 33.0| 24.2| 29.6|-212.7 |-217.5 

G4MP2      |-460.0 | 34.3| 24.3| 33.5|-209.6 |-216.1 

M062X/Def2T|-471.5 | 39.5| 29.8| 32.4|-214.4 |-217.7 

B3/6-311++G|-424.8 | 34.2| 24.8| 31.6|-189.5 |-201.0 

++++++++++++++++++++++++++++++++

pyrrole..I-

C4H5IN  mw:193.947

Core ion CAS: Z-20461-54-5 Solvent: 109-97-7 fg:484 cnt:9653

HOF(solv)=  25.9/0.1 neut 94PED/   

----

10MBA/VAN    Datum: EA=3.72(2) eV PVMI p:8

++++++++++++++++++++++++++++++++

EtCCN-.

C4H5N  mw:67.043 Anion CAS: N-918626-10-5 fg:117 cnt:513
###### the following are "below the line": evaluated as not accurate ####

----

76DAW/JEN    Datum: HOF(A-)=<91.0 IMRB p:3

O- + nPrCN ->. Composite computational methods(18BAR/) indicate a dfH(A-) of ca. 57 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etccn.zaf]

W1U        |56.6   |     |     | 1.784|       |98.1   |    |     

CBS-QB3    |58.5   |     |     | 1.784|       |99.9   |    |     

G3MP2B3    |56.0   |     |     | 1.848|       |98.9   |    |     

G3MP2B3+   |55.8   |     |     | 1.854|       |98.8   |    |     

G4MP2      |55.0   |     |     | 1.946|       |100.1  |    |     

M062X/Def2T|58.2   |     |     | 1.645|       |96.3   |    |     

B3/6-311++G|60.8   |     |     | 1.725|       |100.9  |    |     

++++++++++++++++++++++++++++++++

CH2=C(CN)CH3-.

C4H5N  mw:67.043 Anion CAS: Z-358621-84-8 fg:102 cnt:3454

HOF(A.)=  31.0/1.0  80WIL/BAE    | BDE(A-H)= 43.1/2.3 R-AH           

HOF(AH)=  40.0/2.0 d+ah          |

----

94DES/ABD    Datum: EA=0.1453 eV EFD  | HOF(A-)=27.7/1.0  p:7

DacidH(AH)= 353.4/2.1 D-EA

Electron affinity: 6.3 meV. Dipole-bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jccnr.zzf]

W1U        |41.1   |363.4|356.2|-0.223|43.5   |35.4   |24.3|44.0 

CBS-QB3    |43.2   |363.5|356.7|-0.219|45.4   |37.7   |23.0|44.4 

G3MP2B3    |41.2   |364.1|357.2|-0.252|44.4   |35.0   |23.0|42.7 

G3MP2B3+   |40.4   |363.4|355.0|-0.212|44.2   |34.8   |28.1|42.8 

G4MP2      |40.1   |363.6|356.6|-0.175|43.7   |35.6   |23.4|44.1 

M062X/Def2T|42.9   |362.8|355.1|-0.221|44.8   |37.1   |26.1|44.5 

B3/6-311++G|45.7   |361.8|353.6| 0.065|51.2   |46.5   |27.3|47.4 

++++++++++++++++++++++++++++++++

O2CCH2CH(NH2)CO2=

C4H5NO4  mw:131.023 Anion CAS: Z-63-71-8 fg:36 cnt:8648

----

14DEN/HOU    Datum: EA=0.05(5) eV LPES p:8

At 20 K.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2nh2dcj2.zdf]

CBS-QB3    |-177.1 |     |     |-0.393|       |-185.6 |    |     

G3MP2B3    |-174.6 |428.4|419.9|-0.325|-235.8 |-181.7 |28.5|106.2

G3MP2B3+   |-175.0 |428.0|419.7|-0.323|-235.8 |-182.0 |28.1|106.0

M062X/Def2T|-169.2 |432.7|424.2|-0.695|-237.2 |-184.7 |28.5|104.6

M062X/Def2T|-169.2 |     |     |-0.695|       |-184.7 |    |     

B3/6-311++G|-152.5 |425.9|417.6|-0.717|-211.2 |-168.6 |28.1|94.7 

++++++++++++++++++++++++++++++++

3-Me-pyrazolide-

C4H5N2  mw:81.046 Anion CAS: Z-183244-74-8 fg:51 cnt:1253

HOF(AH)=  33.5/0.6  08RIB/FIG    |

DacidS=26.0/2.0 Stat | 

----

91TAF/       Datum: DacidG= 348.3/2.0 IMRE | HOF(A-)=23.9/2.2 Acid p:9

DacidH(AH)= 356.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pz3r.zaf]

G3MP2B3    |22.1   |355.4|347.9| 2.817|33.9   |87.3   |25.2|105.5

G3MP2B3+   |21.9   |355.4|347.6| 2.825|33.8   |87.2   |25.9|105.6

G4MP2      |21.4   |355.4|347.8| 2.751|33.3   |85.1   |25.4|103.9

M062X/Def2T|23.7   |356.9|349.3| 2.712|31.5   |86.4   |25.4|107.1

B3/6-311++G|33.3   |356.4|348.8| 2.710|44.1   |95.9   |25.7|103.9

++++++++++++++++++++++++++++++++

4-Me-pyrazolide-

C4H5N2  mw:81.046 Anion CAS: A-7554-65-6 fg:51 cnt:1252

HOF(AH)=  36.0/3.0 Est1          |

DacidS=24.6/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 347.4/2.0 IMRE | HOF(A-)=25.0/3.7 Acid p:9

DacidH(AH)= 354.7/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pz4r.zaf]

G3MP2B3    |24.5   |355.6|347.7| 2.832|36.1   |90.1   |26.5|106.1

G3MP2B3+   |24.3   |355.6|347.6| 2.838|36.0   |90.0   |26.8|106.2

G4MP2      |23.8   |355.6|347.2| 2.784|35.3   |88.3   |28.2|105.0

M062X/Def2T|26.3   |357.1|349.8|      |33.9   |       |24.6|     

B3/6-311++G|35.7   |356.6|348.5| 2.709|46.3   |98.4   |27.4|104.2

++++++++++++++++++++++++++++++++

MeCN..CH2CN-

C4H5N2  mw:81.046

Core ion CAS: Z-21438-99-3 Solvent: 75-05-8 fg:267 cnt:1826

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88MEO/   2   Datum: DaffG= 8.8/1.0 TDAs | HOF(A-)=5.2/1.0 AfIN p:8

DaffH(X..Y-)= 12.8/1.0 TDAs

----

88HIR/MIZ    Datum: DaffG= 8.9 TDAs p:6

DaffH(X..Y-)= 15.7 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnjcn2.zcf]

CBS-QB3    |32.0   | 14.1|  6.1| 26.8|18.4   |27.7   

G3MP2B3    |28.8   | 13.8|  5.4| 26.1|17.4   |25.2   

G3MP2B3+   |28.2   | 14.1|  7.5| 22.0|17.3   |25.0   

G4MP2      |29.6   | 13.7|  5.8| 26.4|17.7   |25.5   

M062X/Def2T|29.7   | 15.7|  7.7| 27.1|18.1   |27.4   

B3/6-311++G|35.5   | 12.8|  5.3| 25.3|22.0   |26.4   

++++++++++++++++++++++++++++++++

N-Me-5-pyrazolide-

C4H5N2  mw:81.046 Anion CAS: Z-950500-89-7 fg:87 cnt:6955

HOF(A.)= 111.0/1.3 D+AH          | BDE(A-H)= 117.7/0.7 D-EA          

HOF(AH)=  45.3/1.0 Est3          |

DacidS=23.7/0.5 Calc | 

----

07VIL/GIA    Datum: EA=2.054(6) eV LPES p:9

----

07VIL/GIA    Datum: DacidG= 376.9/0.7 kfkr | HOF(A-)=63.6/1.2 Acid p:9

DacidH(AH)= 384.0/0.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pz1r5.zaf]

CBS-QB3    |58.0   |385.0|377.6| 2.108|38.8   |106.8  |24.7|120.1

G3MP2B3    |56.9   |384.6|377.2| 2.147|39.5   |106.5  |24.7|119.1

G3MP2B3+   |56.8   |384.6|377.5| 2.147|39.4   |106.4  |23.9|119.1

G4MP2      |55.9   |384.3|377.1|      |38.8   |       |24.3|     

M062X/Def2T|59.1   |387.1|379.6| 1.893|36.7   |102.9  |25.1|118.3

B3/6-311++G|68.2   |385.6|378.6| 2.044|49.9   |115.4  |23.3|117.6

++++++++++++++++++++++++++++++++

N-Me-5-imidazolide-

C4H5N2  mw:81.046 Anion CAS: Z-950500-90-0 fg:87 cnt:6956

HOF(A.)= 101.1/1.5 D+AH          | BDE(A-H)= 120.3/1.0 D-EA          

HOF(AH)=  32.9/1.0  20FRE/RIB    |

DacidS=26.5/0.5 Calc | 

----

07VIL/GIA    Datum: EA=1.987(8) eV LPES p:9

----

07VIL/GIA    Datum: DacidG= 380.2/1.0 kfkr | HOF(A-)=55.4/1.4 Acid p:9

DacidH(AH)= 388.1/1.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nr5imid.zaf]

CBS-QB3    |51.4   |387.5|378.8| 2.034|29.7   |98.3   |29.2|120.7

G3MP2B3    |50.3   |387.3|378.9| 2.064|30.3   |97.9   |27.9|119.8

G3MP2B3+   |50.1   |387.1|378.7| 2.070|30.1   |97.8   |28.3|119.7

G4MP2      |49.3   |386.9|378.5| 1.998|29.6   |95.4   |27.9|117.9

M062X/Def2T|51.5   |389.5|381.7| 1.833|26.7   |93.8   |26.3|119.3

B3/6-311++G|61.8   |388.1|380.0| 1.961|41.0   |107.1  |27.3|118.2

++++++++++++++++++++++++++++++++

(HCN)2..MeCO2-

C4H5N2O2  mw:113.036 fg:234 cnt:3871

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 10.6/2.2 TDAs | HOF(A-)=23.0/2.0 AfIN p:8

DaffH(X..Y-)= 16.6/1.0 TDAs

++++++++++++++++++++++++++++++++

H2O..uracilide-

C4H5N2O3  mw:129.031

Core ion CAS: N-51446-22-1 Solvent: 7732-18-5 fg:293 cnt:8875

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WIN/       Datum: DaffG= 5.7/1.0 TDAs | HOF(A-)=-68.1/0.5 AfIN p:8

DaffH(X..Y-)= 10.3/0.5 TDAs

++++++++++++++++++++++++++++++++

cytosine-.

C4H5N3O  mw:111.044 Anion CAS: Z-34480-97-2 fg:120 cnt:4596

HOF(A.)= -14.2/2.4  80SAB/       |

----

98SCH/WEI    Datum: EA=0.230(8) eV LPES | HOF(A-)=-19.5/2.4  p:9

Amino-oxo form. Dipole bound state.

----

07LI_/BOW    Datum: EA=2.34(10) eV LPES p:8

Valence state of rare tautomer(H from NH-2 to C-5), inferred based on calculations.

----

98SCH/WEI    Datum: EA=0.085(8) eV LPES p:8

Amino-hydroxy form. Dipole bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cytosine.zzf]

CBS-QB3    |-14.5  |     |     |-0.075|       |-16.5  |    |     

G3MP2B3    |-12.7  |     |     |-0.080|       |-14.9  |    |     

G3MP2B3+   |-13.0  |     |     |-0.078|       |-15.0  |    |     

G4MP2      |-15.7  |     |     | 0.057|       |-14.6  |    |     

M062X/Def2T|-15.5  |     |     |-0.240|       |-21.3  |    |     

B3/6-311++G|-4.0   |     |     |-0.021|       |-4.7   |    |     

++++++++++++++++++++++++++++++++

H2O..{HCN}3..CN-

C4H5N4O  mw:125.047 fg:485 cnt:4029

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

89MEO/SPE    Datum: DaffG= 3.4/1.4 TDAs | HOF(A-)=-5.6/3.2 AfIN p:8

DaffH(X..Y-)= 9.4/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

2-CHO-1-cyclopropanide-

C4H5O  mw:69.035 Anion CAS: Z-157556-36-0 fg:92 cnt:3596

HOF(AH)= -13.0/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat |  S(A-)=73.8/2.2 Acid |  S(AH)=73.8/1.0 GpAd 93SP

----

94BAS/PET    Datum: DacidG= 382.0/5.0 IMRB | HOF(A-)=11.1/5.1 Acid p:7

DacidH(AH)= 389.8/5.0 G+TS

Between D2O and PhF. Cis and trans anions do not interconvert and have same expt. acidity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpr2cho.zaf]

W1U        |8.4    |391.4|383.9| 1.380|-17.1  |40.4   |25.0|109.6

CBS-QB3    |9.7    |390.6|383.2| 1.418|-15.2  |42.5   |25.0|109.9

G3MP2B3    |7.6    |390.4|382.9| 1.468|-15.6  |41.6   |25.0|109.3

G3MP2B3+   |7.4    |390.3|382.9| 1.470|-15.7  |41.5   |25.1|109.3

G4MP2      |7.3    |390.0|382.6| 1.411|-15.5  |40.0   |25.0|107.7

M062X/Def2T|8.2    |391.7|384.3| 1.252|-18.8  |37.2   |24.9|108.2

B3/6-311++G|19.7   |389.3|381.9| 1.384|-2.4   |51.7   |25.1|106.2

++++++++++++++++++++++++++++++++

CH2=C(CH=CH2)O-

C4H5O  mw:69.035 Anion CAS: Z-125251-12-9 fg:63 cnt:1142 BDE(A-H)= 93.0/2.4 D-EA           

HOF(AH)= -33.0/2.0  79VAJ/HAR    |

DacidS=22.7/2.0 Stat |  S(A-)=93.1/2.2 Acid |  S(AH)=96.4/1.0 GpAd 93SP

----

86BAR/KIP #  Datum: DacidG= 356.5/2.0 IMRE | HOF(A-)=-35.4/2.9 Acid p:9

DacidH(AH)= 363.3/2.1 G+TS

----

21DOB/THO    Datum: EA=1.88(5) eV LPES p:8

Vertical Detachment Energy:2.00(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcvo.zaf]

W1U        |-29.6  |364.2|357.4| 2.000|-28.0  |16.8   |22.9|96.9 

CBS-QB3    |-27.7  |364.1|357.2| 1.975|-26.1  |18.1   |23.1|96.3 

G3MP2B3    |-30.5  |363.9|356.4| 2.077|-27.2  |17.6   |25.4|96.9 

G3MP2B3+   |-30.6  |363.9|357.1| 2.081|-27.3  |17.6   |23.0|97.1 

G4MP2      |-29.9  |363.8|356.9| 2.014|-26.5  |16.8   |23.3|95.4 

M062X/Def2T|-26.4  |364.1|357.3| 1.910|-25.8  |17.9   |23.1|95.9 

B3/6-311++G|-19.6  |362.2|355.4| 2.009|-14.5  |27.0   |22.9|93.6 

++++++++++++++++++++++++++++++++

CH2=CHCH=CHO-

C4H5O  mw:69.035 Anion CAS: Z-35731-43-2 fg:62 cnt:1143

HOF(AH)= -24.0/0.3  94PED/       |

DacidS=22.3/1.0 Stat |  S(A-)=75.9/1.4 Acid |  S(AH)=79.6/1.0 GpAd 93SP

----

86BAR/KIP #  Datum: DacidG= 348.1/2.0 IMRE | HOF(A-)=-35.0/2.1 Acid p:9

DacidH(AH)= 354.8/2.0 G+TS

Acid: CH3CH=CHCHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchchcho.zaf]

W1U        |-36.1  |355.7|348.8| 1.890|-26.0  |7.5    |23.3|85.6 

CBS-QB3    |-34.3  |355.6|348.6| 1.852|-24.1  |8.5    |23.4|84.7 

G3MP2B3    |-36.7  |355.7|348.1| 1.962|-25.2  |8.6    |25.7|85.9 

G3MP2B3+   |-36.9  |355.6|348.6| 1.970|-25.3  |8.5    |23.6|86.0 

G4MP2      |-36.1  |355.7|348.8| 1.907|-24.6  |8.0    |23.4|84.7 

M062X/Def2T|-35.0  |353.7|346.7| 1.904|-24.0  |8.9    |23.3|85.1 

B3/6-311++G|-29.5  |351.8|344.8| 1.957|-14.1  |15.6   |23.6|81.8 

++++++++++++++++++++++++++++++++

CH2=C(CHO)CH2-

C4H5O  mw:69.035 Anion CAS: Z-86046-89-1 fg:81 cnt:1314

HOF(AH)= -28.0/0.2  79VAJ/HAR    |

DacidS=23.4/3.0 Stat |  S(A-)=76.8/3.2 Acid |  S(AH)=79.4/1.0 GpAd 93SP

----

84BAR/BUR #  Datum: DacidG= 370.2/3.0 IMRB | HOF(A-)=-16.5/3.1 Acid p:8

DacidH(AH)= 377.2/3.1 G+TS

----

84KLE/NIB    Datum: DacidG= 369.0/3.0 IMRB p:6

DacidH(AH)= 376.0/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [allylcho.zaf]

W1U        |-12.5  |380.1|372.3| 1.053|-26.7  |11.5   |26.0|90.3 

CBS-QB3    |-10.5  |380.2|372.2| 1.032|-25.0  |12.8   |26.8|89.9 

G3MP2B3    |-14.2  |379.0|370.5| 1.178|-26.0  |12.4   |28.6|90.6 

G3MP2B3+   |-14.1  |379.2|371.6| 1.159|-26.2  |12.3   |25.5|90.6 

G4MP2      |-13.8  |378.8|370.5| 1.129|-25.5  |11.7   |27.8|89.3 

M062X/Def2T|-9.2   |380.0|372.4| 0.999|-24.5  |13.6   |25.5|90.3 

B3/6-311++G|-3.1   |377.4|369.8| 1.097|-13.3  |22.0   |25.5|87.3 

++++++++++++++++++++++++++++++++

CH2=C(Me)CO-

C4H5O  mw:69.035 Anion CAS: A2-78-85-3 fg:85 cnt:1789

HOF(AH)= -28.0/0.2  79VAJ/HAR    |

DacidS=26.0/3.0 Stat |  S(A-)=79.4/3.2 Acid |  S(AH)=79.4/1.0 GpAd 93SP
###### the following are "below the line": evaluated as not accurate ####

----

84KLE/NIB    Datum: DacidG= 369.0/3.0 IMRB p:3

DacidH(AH)= 376.8/3.1 G+TS

Acid: 2-methylpropenal. Possibly reprotonates to dimethyl ketene?  Composite computational methods(18BAR/) indicate a .DELTA.acidH of 396 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2allylco.zaf]

W1U        |3.3    |395.8|387.5| 0.414|-26.7  |12.6   |27.9|91.4 

CBS-QB3    |5.2    |395.9|387.6| 0.402|-25.0  |14.3   |27.8|91.3 

G3MP2B3    |2.4    |395.6|387.4| 0.438|-26.0  |12.3   |27.6|90.5 

G3MP2B3+   |1.2    |394.6|386.1| 0.489|-26.2  |12.2   |28.5|90.5 

G4MP2      |2.1    |394.8|386.5| 0.401|-25.5  |11.2   |27.8|88.8 

M062X/Def2T|7.1    |396.3|387.4| 0.313|-24.5  |14.0   |29.9|90.6 

B3/6-311++G|11.9   |392.4|383.9| 0.511|-13.3  |23.5   |28.5|88.8 

++++++++++++++++++++++++++++++++

1-CHO-cyclopropanide-

C4H5O  mw:69.035 Anion CAS: Z-84148-61-8 fg:62 cnt:3185

HOF(AH)= -13.0/1.0 GpAd 93SP     |

DacidS=24.0/2.0 Stat |  S(A-)=71.8/2.2 Acid |  S(AH)=73.8/1.0 GpAd 93SP

----

93CHO/DAH    Datum: DacidG= 368.7/2.0 IMRE | HOF(A-)=-2.8/2.3 Acid p:7

DacidH(AH)= 375.9/2.1 G+TS

Barrier for opening to CH2=C(CHO)CH2-: 29 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cprcho.zaf]

W1U        |-4.0   |379.0|371.0|      |-17.1  |       |26.6|     

CBS-QB3    |-2.8   |378.1|370.3| 1.710|-15.2  |36.8   |26.3|104.1

G3MP2B3    |-4.1   |378.7|370.7| 1.767|-15.6  |36.7   |26.8|104.4

G3MP2B3+   |-4.5   |378.4|370.5| 1.779|-15.7  |36.7   |26.4|104.5

G4MP2      |-3.5   |379.3|370.9| 1.693|-15.5  |35.6   |28.1|103.3

M062X/Def2T|-5.4   |378.1|369.8| 1.608|-18.8  |31.8   |28.0|102.7

B3/6-311++G|5.1    |374.8|366.9| 1.693|-2.4   |44.3   |26.4|98.8 

++++++++++++++++++++++++++++++++

cyclobutanone enolate-

C4H5O  mw:69.035 Anion CAS: Z-67592-89-6 fg:63 cnt:713

HOF(A.)=  23.0/6.7 D+AH          | BDE(A-H)= 95.1/5.0 D-EA           

HOF(AH)= -21.0/2.0  73ROC/RAD    |

DacidS=27.3/3.0 Stat | 

----

93BRI/BER    Datum: EA=1.801(8) eV LPD  p:9

----

78ZIM/JAC    Datum: EA=1.84(7) eV PD   [42.5(15) kcal] p:8

----

88BRI/SQU    Datum: DacidG= 359.0/4.0 IMRB | HOF(A-)=-19.5/4.6 Acid p:7

DacidH(AH)= 367.1/4.1 G+TS

Between Me2C=NOH, EtCHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbuone.zaf]

W1U        |-22.2  |366.8|360.6| 1.763|-23.2  |18.6   |21.0|93.8 

CBS-QB3    |-20.7  |366.1|359.3| 1.772|-21.0  |20.3   |22.7|93.4 

G3MP2B3    |-22.0  |366.5|360.2| 1.807|-21.3  |19.8   |21.1|93.2 

G3MP2B3+   |-22.4  |366.2|359.7| 1.820|-21.4  |19.7   |22.0|93.2 

G4MP2      |-21.6  |366.5|359.8| 1.753|-21.0  |18.9   |22.4|92.0 

M062X/Def2T|-19.2  |367.0|359.9| 1.647|-21.5  |18.9   |23.7|92.5 

B3/6-311++G|-10.1  |365.5|359.1| 1.723|-8.4   |29.7   |21.5|90.2 

++++++++++++++++++++++++++++++++

MeCH=CHCO2-

C4H5O2  mw:85.030 Anion CAS: Z-41824-21-9 fg:34 cnt:2174

HOF(A.)= -25.8/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -86.7/1.0 GpAd 93SP     |

DacidS=23.5/3.0 Stat |  S(A-)=80.0/3.2 Acid |  S(AH)=82.5/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 339.1/2.0 IMRE | HOF(A-)=-106.3/2.4 Acid p:9

DacidH(AH)= 346.1/2.2 G+TS EA(ev)= 3.490

----

21GIB/CON    Datum: EA=3.2(1) eV PEPI p:8

----

90GRA/SCH    Datum: DacidG= 337.3/2.8 CIDC p:8

DacidH(AH)= 344.3/2.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchchco2.zaf]

CBS-QB3    |-106.6 |345.6|337.9| 3.369|-86.4  |-28.8  |25.7|109.7

G3MP2B3    |-107.0 |346.5|339.2| 3.500|-86.3  |-26.2  |24.5|112.2

G3MP2B3+   |-107.1 |346.5|338.8| 3.372|-86.5  |-29.3  |25.9|109.3

G4MP2      |-106.2 |346.3|338.6| 3.321|-85.4  |-29.6  |25.8|107.9

M062X/Def2T|-104.2 |347.4|339.8| 3.393|-86.9  |-25.9  |25.7|113.2

B3/6-311++G|-92.7  |345.3|337.5| 3.213|-70.7  |-18.6  |26.0|104.3

++++++++++++++++++++++++++++++++

cPrCO2-

C4H5O2  mw:85.030 Anion CAS: Z-18917-09-4 fg:34 cnt:2175

HOF(A.)= -16.2/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -77.1/1.0 GpAd 93SP     |

DacidS=23.5/3.0 Stat |  S(A-)=75.8/3.2 Acid |  S(AH)=78.3/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 339.0/2.0 IMRE | HOF(A-)=-96.8/2.4 Acid p:9

DacidH(AH)= 346.0/2.2 G+TS EA(ev)= 3.495

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cprco2.zaf]

CBS-QB3    |-99.8  |345.3|337.9| 3.398|-79.4  |-21.4  |24.9|110.1

G3MP2B3    |-99.5  |346.3|339.2| 3.529|-78.6  |-18.0  |23.7|112.6

G3MP2B3+   |-99.6  |346.2|338.7| 3.415|-78.7  |-20.8  |25.3|110.0

G4MP2      |-99.2  |346.0|338.6| 3.355|-78.1  |-21.8  |25.1|108.4

M062X/Def2T|-101.2 |346.9|339.4| 3.406|-83.4  |-22.5  |25.0|113.0

B3/6-311++G|-83.2  |344.6|337.1| 3.238|-60.6  |-8.5   |25.3|104.2

++++++++++++++++++++++++++++++++

CH2=C(Me)CO2-

C4H5O2  mw:85.030 Anion CAS: Z-18358-13-9 fg:34 cnt:2343

HOF(A.)= -27.1/3.0 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -88.0/0.5  84BOU/HOP    |

DacidS=23.5/1.0 Stat |  S(A-)=79.9/1.4 Acid |  S(AH)=82.4/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 337.1/2.8 CIDC | HOF(A-)=-109.6/2.9 Acid p:9

DacidH(AH)= 344.1/2.8 G+TS EA(ev)= 3.577

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2alylco2.zaf]

CBS-QB3    |-108.6 |343.6|335.9|      |-86.4  |       |26.0|     

G3MP2B3    |-109.0 |344.6|337.3| 3.540|-86.4  |-27.2  |24.4|111.2

G3MP2B3+   |-109.2 |344.5|336.8| 3.540|-86.5  |-27.4  |26.0|111.2

G4MP2      |-108.2 |344.4|336.6| 3.401|-85.4  |-29.7  |25.9|107.8

M062X/Def2T|-106.3 |344.9|337.6| 3.499|-86.5  |-25.4  |24.5|113.2

B3/6-311++G|-93.2  |342.8|335.0| 3.305|-68.7  |-16.9  |26.1|103.9

++++++++++++++++++++++++++++++++

HO2C(CH2)2CO2-

C4H5O4  mw:117.019 Anion CAS: Z-13479-42-0 fg:37 cnt:6602

HOF(A.)= -136.0/3.9 D+AH         | BDE(A-H)= 117.4/3.1 D-EA          

HOF(AH)= -196.7/0.8  94PED/      |

DacidS=14.1/3.0 CIDC |  S(A-)=83.1/3.2 Acid |  S(AH)=95.0/1.0 GpAd 93SP

----

16HOU/VAL    Datum: EA=4.70(10) eV LPES | HOF(A-)=-244.2/3.2 Acid p:9

DacidG(AH)= 314.0/3.3 H-TS| DacidH(AH)= 318.2/3.1 D-EA

----

06WOO/WAN    Datum: EA=4.64(5) eV LPES p:8

----

05KUM/PRA    Datum: DacidG= 317.3/2.0 CIDC | HOF(A-)=-239.8/2.2 Acid p:8

DacidH(AH)= 322.6/2.0 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj2c.zaf]

CBS-QB3    |-242.1 |319.8|312.9| 4.734|-196.1 |-132.4 |23.1|115.8

G3MP2B3    |-239.4 |324.4|318.3| 4.707|-196.7 |-130.6 |20.6|118.2

M062X/Def2T|-241.3 |319.4|312.6| 4.623|-196.0 |-134.3 |22.8|113.8

B3/6-311++G|-216.7 |318.6|311.6| 4.494|-168.0 |-112.7 |23.6|107.4

++++++++++++++++++++++++++++++++

H2O..cis-HO2CCH=CHCO2-

C4H5O5  mw:133.014

Core ion CAS: Z-18610-42-9 Solvent: 7732-18-5 fg:237 cnt:3235

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.0/0.3 IMRE p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [maleicw.zcf]

G3MP2B3    |-283.0 | 11.8|  3.1| 29.2|-57.6  |-213.5 

G3MP2B3+   |-282.9 | 12.1|  3.9| 27.6|-57.6  |-213.2 

M062X/Def2T|-281.2 | 13.0|  4.6| 28.2|-53.6  |-214.5 

B3/6-311++G|-258.0 | 12.0|  3.8| 27.8|-54.2  |-191.8 

++++++++++++++++++++++++++++++++

H2O..tr-HO2CCH=CHCO2-

C4H5O5  mw:133.014

Core ion CAS: Z-18610-40-7 Solvent: 7732-18-5 fg:237 cnt:3236

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.3/0.3 IMRE | HOF(A-)=-72.1/0.3 AfIN p:8

DaffH(X..Y-)= 14.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fumaricw.zcf]

G3MP2B3    |-270.3 | 15.7|  6.4| 31.0|-57.6  |-197.1 

G3MP2B3+   |-270.5 | 16.1|  7.4| 28.9|-57.6  |-196.8 

G4MP2      |-268.0 | 14.9|  4.9| 33.6|-57.5  |-195.5 

M062X/Def2T|-267.8 | 17.4|  8.4| 30.2|-53.6  |-196.7 

++++++++++++++++++++++++++++++++

CH2=C(CH2)2-.

C4H6  mw:54.048 Anion CAS: Z-157402-49-8 fg:118 cnt:3584

HOF(A.)=  70.6/3.3 D+AH          | BDE(A-H)= 86.3/2.0 D-EA           

HOF(AH)=  28.9/2.0  77LIA/AUS    |

----

96WEN/HU     Datum: EA=0.431(6) eV LPES p:8

Singlet 16.1/0.1 kcal/mol higher in energy than the triplet.

----

96WEN/HU     Datum: DacidG= 390.0/2.0 IMRB | HOF(A-)=53.2/2.8 Acid p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tmm.zaf]

W1U        |59.7   |394.6|384.6| 0.426|30.9   |68.6   |33.4|89.8 

CBS-QB3    |63.0   |394.6|386.5| 0.401|34.2   |71.3   |27.1|89.2 

G3MP2B3    |60.0   |394.1|386.5| 0.474|33.2   |70.2   |25.3|89.2 

G3MP2B3+   |60.0   |394.1|386.4| 0.470|33.1   |70.2   |25.7|89.2 

G4MP2      |58.6   |394.0|383.9| 0.554|31.8   |70.5   |33.9|90.9 

M062X/Def2T|65.2   |394.6|386.9| 0.280|35.2   |71.0   |25.8|87.9 

B3/6-311++G|64.9   |392.2|386.2| 0.426|40.0   |74.1   |20.1|86.2 

++++++++++++++++++++++++++++++++

(MeCN)2..Br-

C4H6BrN2  mw:160.972 fg:483 cnt:3916

HOF(A.)=  62.7/0.8               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 6.6/1.3 TDAs | HOF(A-)=-39.0/0.7 AfIN p:8

DaffH(X..Y-)= 11.7/0.4 TDAs

----

96MAR/PER    Datum: EA=4.404(15) eV LPES | HOF(A-)=-38.8/0.7 AfIN p:7

DaffH(AH)=  11.5/0.5 dEA

----

72YAM/KEB    Datum: DaffG= 5.8 TDAs | HOF(A-)=-39.1/0.6 AfIN p:6

DaffH(X..Y-)= 11.8 TDAs

++++++++++++++++++++++++++++++++

EtCHBrCO2-

C4H6BrO2  mw:164.956 Anion CAS: Z-75974-46-8 fg:38 cnt:1221

HOF(A.)= -50.8/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -111.7/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat | 

----

89CAL/REN    Datum: DacidG= 329.8/2.0 IMRE | HOF(A-)=-140.6/2.3 Acid p:9

DacidH(AH)= 336.8/2.1 G+TS EA(ev)= 3.894

----

85CAL/MCM    Datum: DacidG= 329.4/2.0 IMRE p:6

DacidH(AH)= 336.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etxbrco2.zaf]

CBS-QB3    |-142.9 |335.4|327.7| 2.913|-112.5 |-74.3  |25.9|90.3 

G3MP2B3    |-137.0 |336.8|329.6| 2.819|-106.6 |-70.7  |24.1|88.0 

G3MP2B3+   |-137.5 |336.5|328.7| 2.838|-106.8 |-70.8  |26.1|88.1 

G4MP2      |-135.9 |336.8|329.1|      |-105.5 |       |25.6|     

M062X/Def2T|-135.5 |336.3|328.5| 2.748|-107.1 |-71.1  |26.1|88.1 

B3/6-311++G|-118.4 |333.6|325.8| 2.719|-84.8  |-54.5  |26.4|82.4 

++++++++++++++++++++++++++++++++

(MeOCF3)2..Cl-

C4H6ClF6O2  mw:234.997 fg:482 cnt:5329

HOF(solv)=-211.0/5.0 Est5          

----

01BOG/LEE    Datum: DaffG= 5.6/1.0 TDAs | HOF(A-)=-448.3/7.1 AfIN p:9

DaffH(X..Y-)= 12.7/0.4 TDAs

++++++++++++++++++++++++++++++++

(MeCN)2..Cl-

C4H6ClN2  mw:117.023 fg:482 cnt:3909

HOF(A.)=  66.0/1.2               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 7.6/1.2 TDAs | HOF(A-)=7.7/1.1 AfIN p:8

DaffH(X..Y-)= 12.5/0.4 TDAs

----

96MAR/PER    Datum: EA=4.863(15) eV LPES | HOF(A-)=8.2/1.2 AfIN p:7

DaffH(AH)=  12.0/0.5 dEA

----

72YAM/KEB    Datum: DaffG= 6.6 TDAs | HOF(A-)=8.0/1.0 AfIN p:6

DaffH(X..Y-)= 12.2 TDAs

++++++++++++++++++++++++++++++++

EtCHClCO2-

C4H6ClO2  mw:121.006 Anion CAS: Z-15302-85-9 fg:38 cnt:642

HOF(A.)= -56.1/4.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -117.0/3.0 Est3         |

DacidS=22.0/1.0 Stat | 

----

89CAL/REN    Datum: DacidG= 330.5/2.0 IMRE | HOF(A-)=-145.6/3.6 Acid p:9

DacidH(AH)= 337.1/2.0 G+TS EA(ev)= 3.883

The .DELTA.fH(AH) from Group Additivity in 93SP is seriously in error. - JEB.

----

78CUM/KEB    Datum: DacidG= 330.9/2.0 IMRE p:8

DacidH(AH)= 337.5/2.0 G+TS

See also 74YAM/KEB2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etxclcox.zaf]

G3MP2B3    |-147.8 |336.9|329.4|      |-117.4 |       |25.1|     

G3MP2B3+   |-148.3 |336.5|328.8|      |-117.6 |       |25.8|     

M062X/Def2T|-146.2 |336.9|329.4| 3.822|-118.5 |-57.9  |25.3|112.6

M062X/Def2T|-146.3 |336.9|329.2| 3.878|-118.5 |-56.1  |25.7|114.5

B3/6-311++G|-126.9 |333.6|325.9| 2.723|-93.3  |-64.0  |25.8|81.4 

++++++++++++++++++++++++++++++++

MeCHClCH2CO2-

C4H6ClO2  mw:121.006 Anion CAS: Z-77242-32-1 fg:38 cnt:643

HOF(A.)= -62.4/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -123.3/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat |  S(A-)=92.3/3.2 Acid |  S(AH)=94.8/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 334.8/2.0 IMRE | HOF(A-)=-147.2/2.4 Acid p:9

DacidH(AH)= 341.8/2.2 G+TS EA(ev)= 3.677

See also 74YAM/KEB2.

----

78CUM/KEB    Datum: DacidG= 334.9/2.0 IMRE p:8

DacidH(AH)= 341.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rxcljco2.zaf]

CBS-QB3    |-153.2 |336.2|328.6| 3.018|-123.7 |-82.2  |25.6|93.6 

G3MP2B3    |-151.2 |337.4|329.8| 2.963|-121.4 |-81.5  |25.4|92.0 

G3MP2B3+   |-151.7 |337.1|329.3| 2.989|-121.5 |-81.2  |26.0|92.4 

G4MP2      |-150.4 |337.4|329.9| 2.846|-120.7 |-83.4  |25.2|89.4 

M062X/Def2T|-150.2 |336.9|329.4| 2.869|-122.4 |-82.8  |25.3|91.7 

B3/6-311++G|-131.0 |333.6|325.9| 2.804|-97.4  |-64.9  |25.9|84.6 

++++++++++++++++++++++++++++++++

Cl(CH2)3CO2-

C4H6ClO2  mw:121.006 Anion CAS: Z-75974-45-7 fg:38 cnt:641

HOF(A.)= -58.0/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -118.9/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat |  S(A-)=92.3/3.2 Acid |  S(AH)=94.8/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 338.7/2.0 IMRE | HOF(A-)=-138.9/2.4 Acid p:9

DacidH(AH)= 345.7/2.2 G+TS EA(ev)= 3.508

----

78CUM/KEB    Datum: DacidG= 338.4/2.0 IMRE p:8

DacidH(AH)= 345.4/2.2 G+TS

See also 74YAM/KEB2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clj3co2.zaf]

G3MP2B3    |-146.9 |340.8|333.2| 3.870|-120.6 |-57.5  |25.7|115.2

M062X/Def2T|-143.6 |341.4|333.4| 3.684|-120.3 |-58.5  |26.9|113.9

B3/6-311++G|-125.5 |338.1|329.8|      |-96.3  |       |27.7|     

++++++++++++++++++++++++++++++++

HOCH2CCCH2OH..Cl-

C4H6ClO2  mw:121.006

Core ion CAS: Z-16887-00-6 Solvent: 110-65-6 fg:482 cnt:3491

HOF(solv)= -36.9/1.0 GpAd 93SP     

----

95ZHA/BEG    Datum: DaffG= 18.0/1.0 TDAs | HOF(A-)=-65.8/1.5 AfIN p:8

DaffH(X..Y-)= 28.9/1.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hojcx2cl.zcf]

CBS-QB3    |-105.2 | 20.4| 13.9| 21.6|-28.1  |-56.7  

G3MP2B3    |-104.6 | 20.2| 13.8| 21.4|-28.3  |-56.1  

G3MP2B3+   |-104.6 | 20.0| 14.0| 20.1|-28.4  |-56.1  

G4MP2      |-102.5 | 20.4| 13.9| 21.8|-27.2  |-55.0  

M062X/Def2T|-101.2 | 24.4| 17.0| 24.9|-28.3  |-48.4  

B3/6-311++G|-86.5  |  8.2| 13.2| 19.7|-10.5  |-56.9  

++++++++++++++++++++++++++++++++

[Fe4S4Cl2(OAc)2]=

C4H6Cl2Fe4O4S4  mw:539.593 Anion CAS: Z-727731-38-6 fg:24 cnt:10287

----

04FU_/YAN    Datum: EA=1.04(9) eV LPES p:8

Vertical Detachment Energy:1.29(6) eV.

++++++++++++++++++++++++++++++++

(MeCN)2..F-

C4H6FN2  mw:101.052 fg:481 cnt:3903

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 10.8/3.4 TDAs | HOF(A-)=-65.6/2.6 AfIN p:8

DaffH(X..Y-)= 17.7/1.5 TDAs

----

72YAM/KEB    Datum: DaffG= 8.5 TDAs | HOF(A-)=-60.8/2.1 AfIN p:6

DaffH(X..Y-)= 12.9 TDAs

++++++++++++++++++++++++++++++++

(FCH2)2CHOH..CN-

C4H6F2NO  mw:122.042

Core ion CAS: Z-57-12-5 Solvent: 453-13-4 fg:485 cnt:1694

HOF(solv)=-148.1/1.0 GpAd 93SP     

----

87LAR/MCM    Datum: DaffG= 15.8/2.3 IMRE | HOF(A-)=-157.4/3.2 AfIN p:9

DaffH(X..Y-)= 26.0/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fj2xohcn.zcf]

CBS-QB3    |-159.8 | 20.4| 12.4| 26.6|-156.0 |16.5   

G3MP2B3    |-158.4 | 19.4| 11.2| 27.7|-153.4 |14.5   

G3MP2B3+   |-162.1 | 23.0| 15.2| 26.3|-153.5 |14.5   

G4MP2      |-157.0 | 19.2| 11.2| 26.6|-151.9 |14.1   

M062X/Def2T|-161.4 | 25.0| 16.8| 27.8|-154.7 |18.4   

B3/6-311++G|-142.7 | 23.4| 15.7| 25.8|-135.5 |16.2   

++++++++++++++++++++++++++++++++

CF3C(Me)2O-

C4H6F3O  mw:127.038 Anion CAS: Z-90624-30-9 fg:32 cnt:560

HOF(A.)= -176.1/3.6 D+AH         | BDE(A-H)= 107.0/3.0 Est4          

HOF(AH)= -231.0/2.0 Est3         |

DacidS=22.0/1.0 Stat |  S(A-)=88.3/1.4 Acid |  S(AH)=92.3/1.0 GpAd 93SP

----

85CAL/MCM #  Datum: DacidG= 353.5/2.0 IMRE | HOF(A-)=-236.6/2.8 Acid p:9

DacidH(AH)= 360.1/2.0 G+TS EA(ev)= 2.625

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tfer2.zaf]

CBS-QB3    |-240.5 |361.3|353.5| 2.866|-236.1 |-174.6 |26.0|113.6

G3MP2B3    |-237.6 |362.3|354.6| 2.737|-232.7 |-174.6 |25.9|110.2

G3MP2B3+   |-237.8 |362.2|354.6| 2.846|-232.8 |-172.2 |25.6|112.7

G4MP2      |-235.8 |362.0|354.2| 2.717|-230.6 |-173.3 |26.0|109.4

M062X/Def2T|-236.6 |363.1|355.3| 2.629|-234.9 |-176.0 |26.0|111.0

B3/6-311++G|-209.4 |358.4|350.9| 2.800|-200.5 |-144.9 |25.3|107.8

++++++++++++++++++++++++++++++++

(MeCN)2..UO2F4=

C4H6F4N2O2U  mw:428.088 fg:22 cnt:8189

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

12DAU/SU 2   Datum: EA=2.15(5) eV LPES p:8

Vertical Detachment Energy:2.55(5) eV.

++++++++++++++++++++++++++++++++

F2CHCH2OH..CF3CH2O-

C4H6F5O2  mw:181.029

Core ion CAS: Z-24265-37-0 Solvent: 359-13-7 fg:232 cnt:11567

HOF(solv)=-148.3/1.0 GpAd 93SP     

----

22KOS/RAH    Datum: DaffG= 17.9/4.4 IMRE p:6

Anchored to .DELTA.affG for EtOH..EtO- in 86MEO/SIE2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [zhjohojq.zcf]

CBS-QB3    |-410.2 | 32.3| 22.3| 33.5|-157.4 |-220.5 

G3MP2B3    |-403.4 | 31.6| 21.2| 34.8|-154.7 |-217.2 

G3MP2B3+   |-403.1 | 30.8| 22.4| 28.4|-154.8 |-217.5 

G4MP2      |-400.3 | 30.7| 20.2| 35.1|-153.5 |-216.1 

M062X/Def2T|-409.2 | 34.9| 24.8| 33.9|-156.6 |-217.7 

B3/6-311++G|-370.2 | 29.4| 20.9| 28.4|-139.8 |-201.0 

++++++++++++++++++++++++++++++++

[Fe2S2(OAc)2]-

C4H6Fe2O4S2  mw:293.841 Anion CAS: Z-849794-36-1 fg:24 cnt:11335

----

05FU_/YAN    Datum: EA=2.80(15) eV LPES p:8

Vertical Detachment Energy:3.20(15) eV.

++++++++++++++++++++++++++++++++

(MeCN)2..I-

C4H6IN2  mw:208.958 fg:484 cnt:3641

HOF(A.)=  60.7/2.1               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 4.9/0.8 TDAs | HOF(A-)=-31.3/2.0 AfIN p:8

DaffH(X..Y-)= 10.4/0.2 TDAs

----

96MAR/PER    Datum: EA=4.019(15) eV LPES | HOF(A-)=-32.0/2.1 AfIN p:7

DaffH(AH)=  11.1/0.5 dEA

----

95DES/BAI    Datum: EA=4.02(1) eV LPES | HOF(A-)=-32.0/2.1 AfIN p:7

DaffH(AH)=  11.1/0.4 dEA

Vertical Detachment Energy:2.25(8) eV.

----

72YAM/KEB    Datum: DaffG= 4.3 TDAs | HOF(A-)=-31.4/2.0 AfIN p:6

DaffH(X..Y-)= 10.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ncrircn.zc0]

M062X/Def2T|-28.8  |  9.4|  5.4| 13.5|18.1   |-37.4  | 3.995

++++++++++++++++++++++++++++++++

H2O..uracil..I-

C4H6IN2O3  mw:256.943 fg:484 cnt:10849

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18KUN/LI     Datum: EA=4.40(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Me2CCN-

C4H6N  mw:68.051 Anion CAS: Z-42117-14-6 fg:67 cnt:757

HOF(A.)=  40.0/2.0 D+AH          | BDE(A-H)= 86.5/2.0  82MCM/GOL     

HOF(AH)=   5.6/0.3  94PED/       |

DacidS=24.2/3.0 Stat |  S(A-)=74.4/3.2 Acid |  S(AH)=76.2/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 367.9/2.0 IMRE | HOF(A-)=15.0/2.4 Acid p:9

DacidH(AH)= 375.1/2.2 G+TS EA(ev)= 1.083 DaffH(X..Y-)= 50.7/2.4 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2ccn.zaf]

W1U        |18.6   |378.6|370.3| 1.075|5.8    |43.5   |27.9|89.8 

CBS-QB3    |20.4   |378.0|369.7| 1.078|8.1    |45.4   |28.0|89.4 

G3MP2B3    |18.6   |379.2|370.3| 1.115|6.6    |44.4   |29.9|89.9 

G3MP2B3+   |17.4   |378.2|370.2| 1.151|6.4    |44.2   |27.0|89.9 

G4MP2      |18.9   |379.1|370.5| 1.069|7.0    |43.7   |28.7|88.7 

M062X/Def2T|19.8   |376.2|367.9| 1.078|8.3    |44.8   |27.8|88.5 

B3/6-311++G|25.4   |373.5|365.5| 1.051|19.2   |51.2   |27.0|84.1 

++++++++++++++++++++++++++++++++

Me2CO..CN-

C4H6NO  mw:84.045

Core ion CAS: Z-57-12-5 Solvent: 67-64-1 fg:485 cnt:1714

HOF(solv)= -51.9/0.2 neut 94PED/   

----

87LAR/MCM    Datum: DaffG= 8.0/2.3 IMRE | HOF(A-)=-49.9/3.0 AfIN p:9

DaffH(X..Y-)= 14.7/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcorcn.zcf]

G3MP2B3    |-47.7  | 10.7|  2.0| 29.1|-51.5  |14.5   

B3/6-311++G|-36.9  |     |     |     |       |       

++++++++++++++++++++++++++++++++

H2O..pyrrolide-

C4H6NO  mw:84.045

Core ion CAS: Z-23303-09-5 Solvent: 7732-18-5 fg:251 cnt:2086

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88MEO/   2   Datum: DaffG= 8.8/1.0 TDAs | HOF(A-)=-73.5/1.0 AfIN p:8

DaffH(X..Y-)= 15.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wpyrr.zcf]

CBS-QB3    |-54.5  | 16.1|  9.4| 22.5|-58.2  |19.8   

G3MP2B3    |-55.6  | 15.6|  7.8| 26.0|-57.6  |17.7   

G3MP2B3+   |-55.8  | 15.8|  7.7| 27.1|-57.6  |17.6   

G4MP2      |-55.7  | 15.3|  7.4| 26.7|-57.5  |17.1   

M062X/Def2T|-51.9  | 17.4|  9.5| 26.7|-53.6  |19.2   

B3/6-311++G|-42.3  | 16.8|  9.2| 25.6|-54.2  |28.7   

++++++++++++++++++++++++++++++++

MeOCH2CHCN-

C4H6NO  mw:84.045 Anion CAS: Z-180058-39-3 fg:67 cnt:2315

HOF(A.)=  18.9/2.2 D+AH          | BDE(A-H)= 90.0/2.0 Est2           

HOF(AH)= -19.0/1.0 GpAd 93SP     |

DacidS=25.5/1.0 Stat |  S(A-)=86.4/1.4 Acid |  S(AH)=86.9/1.0 GpAd 93SP

----

80BAR/       Datum: DacidG= 367.1/2.0 IMRE | HOF(A-)=-10.0/2.5 Acid p:9

DacidH(AH)= 374.7/2.0 G+TS EA(ev)= 1.253 DaffH(X..Y-)= 22.6/2.5 A-IN

Composite computational methods(18BAR/) indicate an acidity ca. 7 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rojchcn.zaf]

CBS-QB3    |-16.6  |367.4|359.8| 1.748|-18.3  |23.7   |25.6|94.1 

G3MP2B3    |-17.5  |368.2|360.5| 1.803|-18.5  |24.1   |25.6|94.7 

G3MP2B3+   |-17.8  |368.1|360.4| 1.809|-18.7  |23.9   |25.6|94.7 

G4MP2      |-16.8  |368.1|360.4| 1.735|-17.7  |23.2   |25.6|93.0 

M062X/Def2T|-17.6  |366.4|358.4| 1.722|-19.3  |22.2   |26.6|93.5 

B3/6-311++G|-6.8   |363.8|356.1| 1.800|-3.3   |34.7   |25.7|90.2 

++++++++++++++++++++++++++++++++

MeCON=C(Me)O-

C4H6NO2  mw:100.040 Anion CAS: Z-93588-74-0 fg:48 cnt:699

HOF(AH)= -102.7/1.0  69BEN/CRU   |

DacidS=23.3/3.0 Stat |  S(A-)=58.5/3.6 Acid |  S(AH)=61.2/2.0 Est

----

78CUM/KEB    Datum: DacidG= 339.8/2.0 IMRE | HOF(A-)=-121.6/2.4 Acid p:9

DacidH(AH)= 346.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ac2n-k.zaf]

CBS-QB3    |-118.3 |347.8|339.9| 3.473|-100.4 |-38.0  |26.6|114.5

G3MP2B3    |-116.9 |348.7|340.5| 3.454|-98.4  |-36.9  |27.7|113.6

G3MP2B3+   |-117.2 |348.6|340.9| 3.458|-98.5  |-37.1  |25.6|113.5

G4MP2      |-116.0 |348.8|340.7| 3.333|-97.7  |-38.9  |27.3|110.9

M062X/Def2T|-117.3 |348.9|341.6| 3.372|-101.5 |-39.2  |24.7|114.5

B3/6-311++G|-104.0 |347.3|339.8| 3.344|-84.0  |-26.5  |25.1|109.5

++++++++++++++++++++++++++++++++

MeCN..MeCO2-

C4H6NO2  mw:100.040

Core ion CAS: Z-71-50-1 Solvent: 75-05-8 fg:234 cnt:2070

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88MEO/       Datum: DaffG= 9.4/1.0 TDAs | HOF(A-)=3.2/1.0 AfIN p:8

DaffH(X..Y-)= 14.8/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnrco2.zcf]

CBS-QB3    |-120.4 | 16.3|  9.0| 24.5|18.4   |-122.6 

G3MP2B3    |-120.0 | 16.0|  7.7| 25.6|17.4   |-121.4 

G3MP2B3+   |-120.2 | 16.0|  9.6| 21.4|17.3   |-121.5 

G4MP2      |-118.8 | 15.5|  8.5| 23.4|17.7   |-121.1 

M062X/Def2T|-118.3 | 17.7|  9.8| 26.5|18.1   |-118.7 

B3/6-311++G|-107.0 | 14.9|  6.9| 26.9|22.0   |-114.0 

++++++++++++++++++++++++++++++++

azetidine-2-CO2-

C4H6NO2  mw:100.040 Anion CAS: Z-1383430-02-1 fg:36 cnt:8206

----

12WEB/MUE    Datum: DacidH(AH)= 340.6/3.1 CIDC p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [azetico2.zaf]

G3MP2B3    |-87.2  |344.9|337.4| 2.397|-64.8  |-30.7  |25.2|86.2 

G3MP2B3+   |-87.4  |344.8|337.4| 2.397|-65.0  |-30.7  |24.7|86.4 

G4MP2      |-86.8  |344.8|337.3|      |-64.4  |       |25.1|     

M062X/Def2T|-85.1  |346.0|338.4| 2.210|-66.5  |-33.2  |25.5|85.4 

B3/6-311++G|-69.8  |343.0|335.7| 2.230|-45.5  |-17.0  |24.6|80.7 

++++++++++++++++++++++++++++++++

1-amino-1-cyclopropyl-CO2-

C4H6NO2  mw:100.040 Anion CAS: Z-149441-00-9 fg:36 cnt:8744

HOF(AH)= -73.8 GpAd 93SP         |

DacidS=23.2/1.2 CIDC | 

----

15MUE/TOU    Datum: DacidH(AH)= 340.6/1.9 CIDC | HOF(A-)=-98.9/1.9 Acid p:8

DacidG(AH)= 333.7/1.9 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpraa.zaf]

CBS-QB3    |-100.3 |339.7|332.1|      |-74.3  |       |25.7|     

G3MP2B3    |-99.3  |340.7|333.1| 2.915|-72.9  |-30.9  |25.5|94.1 

G3MP2B3+   |-99.6  |340.6|332.7| 2.927|-73.0  |-31.4  |26.7|93.7 

G4MP2      |-98.9  |340.9|333.4| 2.792|-72.6  |-33.3  |25.1|91.5 

M062X/Def2T|-100.7 |341.6|333.8| 2.776|-77.6  |-35.6  |26.3|94.1 

B3/6-311++G|-81.3  |339.6|331.5| 2.736|-53.6  |-18.4  |26.9|87.3 

++++++++++++++++++++++++++++++++

1-NO2-cyclobutanide-

C4H6NO2  mw:100.040 Anion CAS: Z-83705-44-6 fg:70 cnt:9750

HOF(AH)=  -2.2/2.0  93SP         |

DacidS=20.3/2.0 Stat |  S(A-)=77.9/2.8 Acid |  S(AH)=83.6/2.0  93SP

----

94PEE/DEK    Datum: DacidG= 350.9 IMRE | HOF(A-)=-11.0/2.0 Acid p:8

DacidH(AH)= 356.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbuno2.zaf]

CBS-QB3    |-11.8  |357.6|350.2| 2.238|-3.7   |40.0   |24.9|95.8 

G3MP2B3    |-9.4   |359.1|351.8| 2.261|-1.4   |42.8   |24.7|96.3 

G3MP2B3+   |-9.9   |358.8|351.5| 2.282|-1.5   |42.8   |24.7|96.4 

G4MP2      |-9.6   |358.9|350.8|      |-1.3   |       |27.0|     

M062X/Def2T|-7.7   |357.2|349.9| 2.135|-0.2   |41.6   |24.3|93.9 

B3/6-311++G|2.7    |353.6|346.0| 2.225|16.4   |54.1   |25.5|89.8 

++++++++++++++++++++++++++++++++

MeSCH2COCH=NO-

C4H6NO2S  mw:132.012 Anion CAS: Z-120714-26-3 fg:39 cnt:2724

DacidS=22.0/0.2 Stat | 

----

91BOU/JAU    Datum: DacidG= 330.1/2.3 IMRE p:9

DacidH(AH)= 336.7/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsjcoxno.zaf]

CBS-QB3    |-50.1  |340.9|332.7| 2.388|-25.3  |5.0    |27.4|82.4 

G3MP2B3    |-48.6  |342.2|333.9| 2.484|-23.6  |8.7    |27.9|84.5 

G4MP2      |-48.9  |342.0|333.9| 2.356|-23.7  |5.5    |27.1|81.3 

M062X/Def2T|-41.9  |346.7|337.7| 2.023|-23.9  |4.7    |30.1|80.8 

B3/6-311++G|-24.5  |343.1|334.4| 2.083|-0.2   |25.0   |29.1|77.3 

++++++++++++++++++++++++++++++++

HN=C(CO2Et)O-

C4H6NO3  mw:116.035 Anion CAS: A-617-36-7 fg:48 cnt:1240

DacidS=23.5/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 344.6/2.0 IMRE p:9

DacidH(AH)= 351.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [eoocconh.zaf]

CBS-QB3    |-150.4 |353.5|345.4|      |-138.2 |       |26.9|     

G3MP2B3    |-148.8 |353.6|345.6| 3.415|-135.2 |-70.0  |26.7|117.3

G3MP2B3+   |-149.0 |353.4|345.7| 3.438|-135.3 |-69.6  |25.8|117.7

G4MP2      |-147.5 |353.4|345.4| 3.309|-133.7 |-71.1  |26.7|114.7

M062X/Def2T|-147.8 |355.5|347.3| 3.263|-138.7 |-72.4  |27.5|118.4

B3/6-311++G|-130.8 |353.3|345.7| 3.303|-116.8 |-54.5  |25.5|114.4

++++++++++++++++++++++++++++++++

MeSOCH2COCH=NO-

C4H6NO3S  mw:148.007 Anion CAS: Z-120714-27-4 fg:39 cnt:2725

DacidS=22.0/0.2 Stat | 

----

91BOU/JAU    Datum: DacidG= 325.0/3.0 IMRE p:9

DacidH(AH)= 331.6/3.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsojcoox.zaf]

CBS-QB3    |-90.6  |326.1|319.0| 2.870|-51.0  |-24.2  |24.1|78.9 

G3MP2B3    |-87.7  |327.4|320.3| 2.962|-48.0  |-19.2  |23.8|80.9 

G3MP2B3+   |-87.8  |327.5|320.4| 2.961|-48.1  |-19.3  |23.9|80.8 

G4MP2      |-88.6  |327.4|320.4| 2.799|-48.9  |-23.8  |23.7|77.2 

M062X/Def2T|-85.8  |326.1|318.9| 2.772|-47.2  |-21.8  |23.8|77.5 

B3/6-311++G|-55.0  |322.0|314.7| 2.927|-9.8   |12.6   |24.7|74.5 

++++++++++++++++++++++++++++++++

HO2CCH2CH(NH2)CO2- (L-Aspartic acid)

C4H6NO4  mw:132.030 Anion CAS: Z-44809-12-3 fg:36 cnt:6932

HOF(AH)= -186.9/2.0 GpAd 93SP    |

DacidS=22.5/1.6 CIDC | 

----

07LI_/MAT    Datum: DacidG= 315.3/3.3 IMRB | HOF(A-)=-230.6/3.9 Acid p:8

DacidH(AH)= 322.0/3.3 G+TS

Authors' calculations indicate cyclized (H-bonded) anion.

----

07JON/BER    Datum: DacidG= 314.5/4.4 CIDC p:7

DacidH(AH)= 321.5/3.4 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aspartic.zaf]

CBS-QB3    |-238.8 |316.8|309.3|      |-189.8 |       |25.1|     

G3MP2B3    |-235.8 |318.1|310.5| 3.548|-186.7 |-152.4 |25.3|86.3 

G3MP2B3+   |-235.8 |318.1|310.4| 3.548|-186.8 |-152.4 |25.9|86.5 

G4MP2      |-234.0 |318.4|311.0| 3.373|-185.2 |-154.6 |24.8|82.7 

M062X/Def2T|-237.2 |316.8|309.5| 3.481|-189.3 |-155.4 |24.3|86.0 

B3/6-311++G|-211.2 |316.3|308.6| 3.343|-160.2 |-132.5 |25.9|79.8 

++++++++++++++++++++++++++++++++

MeSO2CH2COCH=NO-

C4H6NO4S  mw:164.002 Anion CAS: Z-120714-28-5 fg:39 cnt:2726

DacidS=22.0/0.2 Stat | 

----

91BOU/JAU    Datum: DacidG= 323.4/2.0 IMRE p:9

DacidH(AH)= 330.0/2.0 G+TS

Authors say AM1 calculations imply oximate anion. Composite computational methods(18BAR/) indicate the carbanion between CO and SO2 is 12 kcal/mol more stable than the oximate.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rso2xcox.zaf]

G3MP2B3    |-145.2 |319.9|313.3| 4.133|-97.9  |-49.6  |22.1|100.4

G3MP2B3+   |-145.1 |320.0|313.2|      |-97.9  |       |22.7|     

G4MP2      |-147.6 |320.4|313.9| 3.938|-100.8 |-56.4  |22.0|96.5 

M062X/Def2T|-142.0 |318.8|312.5| 3.954|-96.2  |-50.6  |21.3|97.7 

B3/6-311++G|-86.0  |318.5|311.9| 3.914|-37.2  |4.6    |22.2|93.9 

++++++++++++++++++++++++++++++++

pyrrole..HS-

C4H6NS  mw:100.023

Core ion CAS: Z-15035-72-0 Solvent: 109-97-7 fg:203 cnt:2077

HOF(solv)=  25.9/0.1 neut 94PED/   

----

88MEO/       Datum: DaffG= 15.7/1.0 TDAs | HOF(A-)=-16.4/1.0 AfIN p:8

DaffH(X..Y-)= 23.0/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pyrrsh.zcf]

CBS-QB3    |-14.7  | 20.5| 13.2| 24.7|26.8   |-21.1  

G3MP2B3    |-15.9  | 20.6| 13.3| 24.5|26.0   |-21.3  

G3MP2B3+   |-15.8  | 20.5| 13.2| 24.4|25.9   |-21.3  

G4MP2      |-15.6  | 21.3| 13.9| 24.8|25.7   |-20.0  

M062X/Def2T|-12.2  | 23.3| 15.5| 26.1|23.5   |-12.5  

B3/6-311++G|-1.8   | 18.8| 12.1| 22.3|36.4   |-19.4  

++++++++++++++++++++++++++++++++

H2O..pyrazine-.

C4H6N2O  mw:98.049

Core ion CAS: Z-34512-20-4 Solvent: 7732-18-5 fg:305 cnt:6276

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=0.34(5) eV LPES p:8

Vertical Detachment Energy:0.66(5) eV.

----

02SON/LEE    Datum: EA=0.470(10) eV LPES p:8

DaffH(AH)=  1.6/0.2 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [pyrazw.zcf]

CBS-QB3    |-24.9  | 14.9|  7.1| 26.3|-58.2  |48.2   | 0.490

G3MP2B3    |-24.3  | 15.1|  7.6| 25.2|-57.6  |48.4   | 0.504

G3MP2B3+   |-24.7  | 15.4|  7.8| 25.7|-57.6  |48.3   | 0.487

G4MP2      |-26.3  | 15.6|  8.0| 25.7|-57.5  |46.9   | 0.598

M062X/Def2T|-20.5  | 16.2|  8.6| 25.5|-53.6  |49.4   | 0.345

B3/6-311++G|-14.1  | 15.6|  8.0| 25.5|-54.2  |55.6   | 0.568

++++++++++++++++++++++++++++++++

H2O..pyrimidine-.

C4H6N2O  mw:98.049

Core ion CAS: Z-34512-21-5 Solvent: 7732-18-5 fg:305 cnt:8713

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

14KEL/XU     Datum: EA=0.230(25) eV LPES p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [13diazw.zcf]

G3MP2B3    |-22.8  | 14.2|  6.7| 25.3|-57.6  |49.0   | 0.265

M062X/Def2T|-18.8  | 15.9|  7.9| 27.1|-53.6  |50.8   | 0.129

++++++++++++++++++++++++++++++++

H2O..pyridazine-.

C4H6N2O  mw:98.049

Core ion CAS: Z-34512-22-6 Solvent: 7732-18-5 fg:305 cnt:9997

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=0.40(5) eV LPES p:8

DaffH(AH)=  8.9/1.2 dEA

Vertical Detachment Energy:0.53(5) eV.

++++++++++++++++++++++++++++++++

EtO2CCHN2-.

C4H6N2O2  mw:114.043 Anion CAS: Z-110970-02-0 fg:102 cnt:1805

----

86MCD/CHO    Datum: EA=0.854(87) eV [19.7(20) kcal] p:7

----

86MCD/CHO    Datum: DacidG= 346.2/4.0 IMRB p:6

Between H2S, cyclopentadiene. May be dissociative protonation.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [n2chco2e.zzf]

CBS-QB3    |-49.6  |     |     | 0.693|       |-33.8  |    |     

G3MP2B3    |-46.7  |322.4|315.5| 0.645|-1.9   |-31.9  |23.1|22.0 

G3MP2B3+   |-46.9  |     |     | 0.649|       |-32.1  |    |     

G4MP2      |-49.2  |     |     | 0.782|       |-31.3  |    |     

M062X/Def2T|-51.1  |321.4|314.9| 0.641|-7.8   |-36.4  |21.8|23.5 

B3/6-311++G|-39.1  |317.4|310.6| 0.935|10.8   |-17.6  |22.8|23.7 

++++++++++++++++++++++++++++++++

(MeCN)2..O2-.

C4H6N2O2  mw:114.043 fg:491 cnt:4057

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

73YAM/PAY    Datum: DaffG= 7.7/0.4 TDAs | HOF(A-)=-4.9/1.8 AfIN p:7

DaffH(X..Y-)= 14.2/0.7 TDAs

++++++++++++++++++++++++++++++++

H2S..uracil-.

C4H6N2O2S  mw:146.016

Core ion CAS: Z-42052-10-8 Solvent: 7783-06-4 fg:320 cnt:10069

HOF(solv)=  -4.9/0.1 neut 89GUR/VEY

----

03HAR/BAC    Datum: EA=1.9(2) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Likely a proton-transfered complex.

++++++++++++++++++++++++++++++++

H2O..uracil-.

C4H6N2O3  mw:130.038

Core ion CAS: Z-42052-10-8 Solvent: 7732-18-5 fg:320 cnt:4598

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

25CLA/BUR    Datum: EA=0.255(20) eV LPES p:8

The EA is for a non-valence isomer. The valence isomer has EA = 0.48 eV. Vertical Detachment Energy:0.24(5) eV.

----

07EUS/WAN2   Datum: EA=0.34(5) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:0.94(5) eV.

----

98SCH/WEI    Datum: EA=0.37(10) eV LPES p:7

DaffH(AH)=  6.5/2.3 dEA

----

03HAR/BAC    Datum: EA=0.9(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2O..cytosinide-

C4H6N3O2  mw:128.047

Core ion CAS: N-19224-69-2 Solvent: 7732-18-5 fg:294 cnt:8877

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WIN/       Datum: DaffG= 5.7/1.0 TDAs | HOF(A-)=-68.5/0.5 AfIN p:8

DaffH(X..Y-)= 10.7/0.5 TDAs

++++++++++++++++++++++++++++++++

cyclobutanone-.

C4H6O  mw:70.042 Anion CAS: Z-159249-65-7 fg:102 cnt:3455

HOF(A.)= -21.0/2.0  73ROC/RAD    |

----

03HAM/DIR    Datum: EA=0.0017(1) eV Rydb p:7

----

94DES/ABD    Datum: EA=0.0231 eV EFD  | HOF(A-)=-21.5/2.0  p:7

Electron affinity: 1.0 meV. Dipole-bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbuone.zzf]

CBS-QB3    |-4.9   |     |     |-0.695|       |-21.0  |    |     

G3MP2B3    |-2.5   |     |     |-0.814|       |-21.3  |    |     

G3MP2B3+   |-4.0   |     |     |-0.760|       |-21.4  |    |     

G4MP2      |-3.7   |     |     |-0.744|       |-21.0  |    |     

M062X/Def2T|1.7    |     |     |-1.006|       |-21.5  |    |     

B3/6-311++G|2.6    |     |     |-0.481|       |-8.4   |    |     

++++++++++++++++++++++++++++++++

2,3-butanedione-.

C4H6O2  mw:86.037 Anion CAS: Z-16469-90-2 fg:102 cnt:371

HOF(A.)= -78.2/0.3  94PED/       |

----

87KEB/CHO    Datum: EA=0.69(10) eV TDEq | HOF(A-)=-94.1/2.3 R-EA p:9

----

19DAU/WAL    Datum: EA=<0.7(1) eV LPES p:8

Vertical Detachment Energy:1.12(5) eV. Triplet neutral is <2.35 eV up.

----

21DOB/THO    Datum: EA=1.18(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.
###### the following are "below the line": evaluated as not accurate ####

----

66COM/CHR    Datum: EA=1.1 eV ES   p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcocor.zzf]

W1U        |-97.1  |     |     | 0.730|       |-80.2  |    |     

CBS-QB3    |-97.5  |     |     | 0.779|       |-79.3  |    |     

G3MP2B3    |-95.8  |     |     | 0.734|       |-78.7  |    |     

G3MP2B3+   |-96.0  |     |     | 0.740|       |-78.9  |    |     

G4MP2      |-96.9  |     |     | 0.820|       |-77.8  |    |     

M062X/Def2T|-96.8  |     |     | 0.785|       |-78.6  |    |     

B3/6-311++G|-86.9  |     |     | 1.042|       |-62.9  |    |     

++++++++++++++++++++++++++++++++

MeCOCH2CO2H-.

C4H6O3  mw:102.032 Anion CAS: N-541-50-4 fg:102 cnt:8807

HOF(A.)= -142.5/2.0 GpAd 93SP    |

----

15KEO/GUT    Datum: EA=2.3(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy; structure may be MeC(.)OHCH2CO2-. Authors estimate the adiabatic electron affinity as < 1.2 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcohyy.zzf]

CBS-QB3    |-149.5 |     |     | 0.469|       |-138.6 |    |     

G3MP2B3    |-147.5 |     |     | 0.460|       |-136.9 |    |     

G3MP2B3+   |-147.6 |     |     | 0.454|       |-137.1 |    |     

G4MP2      |-149.0 |     |     | 0.611|       |-134.7 |    |     

M062X/Def2T|-147.3 |     |     | 0.393|       |-138.2 |    |     

B3/6-311++G|-129.3 |     |     | 0.537|       |-116.9 |    |     

++++++++++++++++++++++++++++++++

MeCOCOMe..O2-.

C4H6O4  mw:118.027

Core ion CAS: Z-11062-77-4 Solvent: 431-03-8 fg:491 cnt:11469

HOF(solv)= -78.2/0.3 neut 94PED/   

----

21DOB/MCG    Datum: EA=<2.0(1) eV LPES p:8

Vertical Detachment Energy:2.5(1) eV. The electron affinity is an upper limit due to poor Franck-Condon overlap.

++++++++++++++++++++++++++++++++

H2O..O2C(CH2)2CO2=

C4H6O5  mw:134.023 Anion CAS: Z-644944-81-0 fg:237 cnt:4397

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=0.44(41) eV LPES p:8

DaffH(AH)=  9.0/11.6 dEA

----

98DIN/WAN    Datum: EA=0.35(9) eV LPES | HOF(A-)=-247.9/4.7 AfIN p:7

DaffH(AH)=  8.1/2.4 dEA

Affinity is electron affinity difference from next lower solvated ion.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [dcj2w.zdf]

B3/6-311++G|-232.4 | 23.2| 14.2| 30.2|-54.2  |-155.1 | 0.077

++++++++++++++++++++++++++++++++

(H2O)3..cyclobutatetraone=

C4H6O7  mw:166.011

Core ion CAS: Z-28737-40-8 Solvent: 7732-18-5 fg:401 cnt:11870

----

25CAO/WAN    Datum: EA=-0.25(5) eV LPES p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [c4o4w3.zdf]

G3MP2B3    |-342.5 | 20.9| 11.6| 31.5|-57.6  |-263.9 |-0.259

++++++++++++++++++++++++++++++++

Me2C=CH-

C4H7  mw:55.055 Anion CAS: N-33825-33-1 fg:86 cnt:11892

----

90GRA/SQU    Datum: DaffH= p:5

DacidH(AH)=>391.0/3.7 CIDT

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2cch.zaf]

W1U        |37.6   |408.9|401.4|      |-5.5   |       |25.2|     

CBS-QB3    |40.2   |408.4|400.9| 0.753|-2.4   |57.7   |25.0|112.2

G3MP2B3    |36.8   |408.1|400.6| 0.813|-4.1   |55.7   |25.1|111.9

G3MP2B3+   |36.5   |408.1|400.5| 0.817|-4.4   |55.5   |25.3|112.0

G4MP2      |36.3   |407.6|400.1| 0.787|-4.1   |54.6   |25.2|110.8

M062X/Def2T|44.9   |411.5|403.8| 0.564|-1.9   |58.0   |25.7|112.0

B3/6-311++G|47.1   |408.1|400.6| 0.736|6.2    |64.1   |25.4|110.0

++++++++++++++++++++++++++++++++

CH2=C(Me)CH2-

C4H7  mw:55.055 Anion CAS: Z-64480-56-4 fg:81 cnt:827

HOF(A.)=  28.9/2.0  77LIA/AUS    | BDE(A-H)= 85.0/2.0 R-AH           

HOF(AH)=  -4.0/0.2  94PED/       |

DacidS=24.8/1.0 Stat |  S(A-)=69.0/1.0 Acid |  S(AH)=70.2/0.1 GpAd 93SP

----

96WEN/POL    Datum: EA=0.505(6) eV LPES p:9

DacidG(AH)= 383.0/2.3 H-TS| DacidH(AH)= 387.0/2.0 D-EA

----

84BAR/BUR    Datum: DacidG= 382.9/2.2 IMRE | HOF(A-)=20.6/2.2 Acid p:9

DacidH(AH)= 390.3/2.2 G+TS EA(ev)= 0.362

----

99WEN/HU     Datum: DacidH(AH)= 393.0/1.8 Endo p:8

DacidG(AH)= 385.6/1.8 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rallyl.zaf]

W1U        |20.3   |391.6|383.0| 0.502|-5.5   |30.9   |28.8|88.5 

CBS-QB3    |23.8   |392.0|383.5| 0.466|-2.4   |34.2   |28.4|88.7 

G3MP2B3    |20.0   |391.4|382.5| 0.579|-4.1   |33.2   |29.6|89.4 

G3MP2B3+   |19.6   |391.1|382.9| 0.597|-4.4   |33.1   |27.6|89.5 

G4MP2      |19.7   |391.0|382.7| 0.559|-4.1   |31.8   |27.8|88.0 

M062X/Def2T|25.0   |391.6|383.2| 0.451|-1.9   |35.2   |28.2|89.2 

B3/6-311++G|28.5   |389.6|381.4| 0.506|6.2    |40.0   |27.6|85.9 

++++++++++++++++++++++++++++++++

MeCH=CMe-(Z)

C4H7  mw:55.055 Anion CAS: Z-922189-84-2 fg:86 cnt:6869

HOF(AH)=  -1.7/0.2  94PED/       |

----

07WAL/BRA    Datum: DacidH(AH)= 409.0/2.0 Bran | HOF(A-)=41.6/2.0 Acid p:8

From (Z) isomer. Composite computational methods(18BAR/) indicate a bent (Z) anion, less stable by ca. 6 kcal/mol than the bent (E) anion from the (E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchcr-z.zaf]

W1U        |41.9   |410.7|402.9|      |-2.9   |       |26.0|     

CBS-QB3    |44.5   |410.0|402.3|      |0.2    |       |26.0|     

G3MP2B3    |41.2   |410.0|402.4| 0.550|-1.5   |54.0   |25.6|107.7

G3MP2B3+   |41.1   |410.1|402.2|      |-1.8   |       |26.2|     

G4MP2      |41.0   |409.5|401.8|      |-1.3   |       |25.8|     

M062X/Def2T|47.7   |412.2|404.5| 0.321|0.2    |55.7   |25.6|107.6

B3/6-311++G|50.3   |409.6|401.8| 0.507|8.0    |60.7   |26.3|104.8

++++++++++++++++++++++++++++++++

EtCH=CH-

C4H7  mw:55.055 Anion CAS: Z-125081-52-9 fg:86 cnt:2363

HOF(A.)=  59.1/0.2  15BUR/SIM    | BDE(A-H)= 111.2/0.2 R-AH          

HOF(AH)=  -0.1/0.1  15BUR/SIM    |

DacidS=26.0/1.0 Stat |  S(A-)=73.1/1.0 Acid |  S(AH)=73.1/0.3  69STU/WES

----

90GRA/SQU    Datum: DacidH(AH)= 408.0/3.5 CIDT | HOF(A-)=42.3/3.5 Acid p:7

DacidG(AH)= 400.3/3.5 H-TS  EA(eV)= 0.729

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etchch.zaf]

W1U        |38.9   |406.1|398.5| 0.808|-1.4   |57.6   |25.5|111.1

CBS-QB3    |41.6   |405.7|398.1|      |1.7    |       |25.5|     

G3MP2B3    |38.0   |405.4|397.9| 0.885|-0.2   |58.5   |25.4|110.8

G3MP2B3+   |37.7   |405.4|397.8| 0.889|-0.4   |58.3   |25.4|110.9

G4MP2      |37.7   |404.9|397.3| 0.859|       |57.6   |25.4|109.7

M062X/Def2T|45.2   |407.8|400.2| 0.631|2.1    |59.8   |25.4|109.9

B3/6-311++G|47.7   |405.1|397.5| 0.820|9.9    |66.7   |25.4|108.9

++++++++++++++++++++++++++++++++

cPrCH2-

C4H7  mw:55.055 Anion CAS: Z-38130-32-4 fg:88 cnt:2138

HOF(A.)=  54.1/2.2 D+AH          | BDE(A-H)= 100.5/2.0 Est2 90SEE/RUS

HOF(AH)=   5.7/1.0 GpAd 93SP     |

DacidS=28.2/2.0 Stat |  S(A-)=69.3/2.2 Acid |  S(AH)=67.1/1.0 GpAd 93SP

----

89DEP/GRO    Datum: DacidH(AH)= 410.5/2.0 Bran | HOF(A-)=50.5/2.3 Acid p:8

DacidG(AH)= 402.1/2.1 H-TS  EA(eV)= 0.156 DaffH(X..Y-)= 32.1/2.3 A-IN

----

90GRA/SQU    Datum: DacidH(AH)=>391.0/6.0 CIDT p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcpr.zaf]

W1U        |51.4   |412.8|405.1|-0.012|4.4    |51.2   |26.1|98.9 

CBS-QB3    |54.6   |412.9|405.2|-0.019|7.5    |54.3   |25.9|98.9 

G3MP2B3    |51.8   |412.4|404.7| 0.041|6.6    |52.9   |25.9|98.5 

G3MP2B3+   |51.0   |411.8|404.0| 0.077|6.3    |52.8   |26.2|98.6 

G4MP2      |51.0   |411.9|404.2| 0.015|6.2    |51.5   |25.8|97.4 

M062X/Def2T|55.6   |416.1|408.3|-0.244|4.2    |50.1   |26.1|98.0 

B3/6-311++G|61.4   |411.2|403.4|-0.017|17.4   |61.1   |26.2|95.8 

++++++++++++++++++++++++++++++++

1-Me-cyclopropanide-

C4H7  mw:55.055 Anion CAS: Z-109322-59-0 fg:88 cnt:2139

HOF(AH)=   5.7/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat |  S(A-)=67.1/2.2 Acid |  S(AH)=67.1/1.0 GpAd 93SP

----

89DEP/GRO    Datum: DacidH(AH)= 409.2/2.0 Bran | HOF(A-)=49.2/2.3 Acid p:8

DacidG(AH)= 401.5/2.1 H-TS DaffH(X..Y-)= 33.4/2.3 A-IN

----

90GRA/SQU    Datum: DacidH(AH)= 413.0/3.5 CIDT p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpr1r.zaf]

W1U        |48.6   |410.1|402.5| 0.420|4.4    |58.5   |25.6|106.3

CBS-QB3    |51.1   |409.3|401.7| 0.456|7.5    |61.8   |25.5|106.4

G3MP2B3    |48.4   |409.1|401.5| 0.516|6.6    |60.5   |25.6|106.1

G3MP2B3+   |47.9   |408.7|401.1| 0.531|6.3    |60.3   |25.6|106.1

G4MP2      |47.4   |408.4|400.7| 0.494|6.2    |59.0   |25.6|104.9

M062X/Def2T|51.5   |411.9|404.4| 0.215|4.2    |56.7   |25.4|104.5

B3/6-311++G|59.2   |409.0|401.4| 0.344|17.4   |67.3   |25.5|102.0

++++++++++++++++++++++++++++++++

2-Me-1-cyclopropanide-

C4H7  mw:55.055 Anion CAS: N-118299-38-0 fg:88 cnt:2358

HOF(A.)=  59.6/1.4 D+AH          | BDE(A-H)= 106.0/1.0 Est2          

HOF(AH)=   5.7/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat |  S(A-)=67.1/2.2 Acid |  S(AH)=67.1/1.0 GpAd 93SP

----

90GRA/SQU    Datum: DacidH(AH)= 411.0/5.0 CIDT | HOF(A-)=51.0/5.1 Acid p:7

DacidG(AH)= 403.3/5.0 H-TS  EA(eV)= 0.373

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpr2r.zaf]

W1U        |49.3   |410.7|403.0| 0.527|4.4    |61.5   |26.0|109.2

CBS-QB3    |51.8   |410.1|402.3| 0.561|7.5    |64.8   |26.0|109.4

G3MP2B3    |49.1   |409.7|401.9| 0.617|6.6    |63.3   |26.1|108.9

G3MP2B3+   |48.7   |409.5|401.8| 0.626|6.3    |63.1   |26.0|108.9

G4MP2      |48.2   |409.1|401.3| 0.588|6.2    |61.8   |26.1|107.6

M062X/Def2T|51.8   |412.3|404.4| 0.347|4.2    |59.8   |26.3|107.7

B3/6-311++G|60.1   |409.9|402.1| 0.483|17.4   |71.2   |26.0|105.9

++++++++++++++++++++++++++++++++

cyclobutanide-

C4H7  mw:55.055 Anion CAS: Z-60211-41-8 fg:88 cnt:2132

HOF(A.)=  51.2/1.0 D+AH          | BDE(A-H)= 96.5/1.0  82MCM/GOL     

HOF(AH)=   6.6/0.3  94PED/       |

DacidS=30.1/2.0 Stat |  S(A-)=67.5/2.0 Acid |  S(AH)=63.4/0.3  69STU/WES

----

89DEP/GRO    Datum: DacidH(AH)= 417.4/2.0 Bran | HOF(A-)=58.3/2.1 Acid p:8

DacidG(AH)= 408.4/2.1 H-TS  EA(eV)=-0.317 DaffH(X..Y-)= 13.8/2.1 A-IN

----

92PEE/RAD    Datum: DacidH(AH)= 419.9/2.0 Bran p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbu.zaf]

W1U        |53.5   |414.6|407.1|-0.055|4.8    |52.6   |25.3|100.0

CBS-QB3    |56.3   |413.9|406.4|-0.011|8.1    |56.4   |25.3|100.4

G3MP2B3    |53.6   |413.7|405.4| 0.042|7.1    |55.0   |27.9|100.0

M062X/Def2T|59.7   |415.4|407.8|-0.244|9.0    |54.5   |25.5|97.6 

B3/6-311++G|64.5   |413.4|405.9|-0.101|18.4   |62.7   |25.2|96.4 

++++++++++++++++++++++++++++++++

MeCH=CMe-(E)

C4H7  mw:55.055 Anion CAS: Z-922189-84-2 fg:86 cnt:6868

HOF(A.)=  53.8/0.3  15BUR/SIM    | BDE(A-H)= 108.6/0.3 R-AH          

HOF(AH)=  -2.7/0.1  15BUR/SIM    |

----

07WAL/BRA    Datum: DacidH(AH)= 405.0/2.0 Bran | HOF(A-)=36.6/2.0 Acid p:8

EA(eV)= 0.746

From (E) isomer. Composite computational methods(18BAR/) indicate a bent (E) anion, ca. 6 kcal/mol more stable than the bent (Z) anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchcr-e.zaf]

W1U        |35.5   |405.4|397.8|      |-4.1   |       |25.7|     

CBS-QB3    |37.9   |404.7|397.1|      |-1.0   |       |25.5|     

G3MP2B3    |34.9   |404.8|397.2| 0.791|-2.7   |53.3   |25.3|108.1

G3MP2B3+   |34.4   |404.5|396.9|      |-2.9   |       |25.6|     

G4MP2      |34.6   |404.3|396.7|      |-2.5   |       |25.5|     

M062X/Def2T|42.2   |407.9|400.4| 0.529|-1.0   |55.1   |25.3|108.2

B3/6-311++G|43.3   |404.0|396.4| 0.762|6.6    |59.7   |25.5|105.2

++++++++++++++++++++++++++++++++

CH2=CHCH2CH2-

C4H7  mw:55.055 Anion CAS: Z-88032-19-3 fg:88 cnt:2140

HOF(A.)=  50.0/1.0  15BUR/SIM    | BDE(A-H)= 102.2/1.0 R-AH          

HOF(AH)=  -0.1/0.1  15BUR/SIM    |

DacidS=26.8/2.0 Stat |  S(A-)=73.9/2.0 Acid |  S(AH)=73.1/0.3  69STU/WES

----

89DEP/GRO    Datum: DacidH(AH)= 412.0/2.0 Bran | HOF(A-)=46.3/2.0 Acid p:8

DacidG(AH)= 404.0/2.1 H-TS  EA(eV)= 0.163 DaffH(X..Y-)= 14.7/2.0 A-IN

----

92PEE/RAD    Datum: DacidH(AH)= 413.2/4.8 Bran p:7

----

90GRA/SQU    Datum: DacidH(AH)=>387.0/6.0 CIDT p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jjv.zaf]

W1U        |47.1   |414.4|406.4| 0.050|-1.4   |48.4   |26.9|101.9

CBS-QB3    |50.5   |414.6|406.5| 0.051|1.6    |51.8   |27.3|102.2

G3MP2B3    |46.8   |414.2|406.6| 0.053|-0.2   |48.2   |25.6|100.6

G3MP2B3+   |43.7   |411.3|403.8| 0.170|-0.4   |47.8   |25.3|100.4

G4MP2      |46.5   |413.7|406.0| 0.039|       |47.6   |25.7|99.7 

M062X/Def2T|54.3   |416.9|409.0|-0.147|2.1    |50.9   |26.4|101.0

B3/6-311++G|53.1   |410.5|402.9| 0.158|9.9    |57.0   |25.4|99.2 

++++++++++++++++++++++++++++++++

CD2=C(CD3)CD2-

C4D7  mw:62.099 Anion CAS: N-176314-96-8 fg:81 cnt:4076

----

96WEN/POL    Datum: EA=0.493(6) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c4d7.zaf]

W1U        |8.0    |394.4|385.7|      |-20.6  |       |29.0|     

CBS-QB3    |14.5   |394.8|386.2| 0.445|-14.1  |24.3   |28.9|90.6 

G3MP2B3    |7.9    |395.0|387.0| 0.560|-19.0  |20.5   |26.8|92.5 

G4MP2      |10.3   |393.7|385.3| 0.539|-15.8  |21.9   |28.1|89.8 

M062X/Def2T|16.8   |394.3|386.2| 0.430|-12.4  |26.5   |27.1|91.4 

B3/6-311++G|46.6   |393.5|385.3|      |20.7   |       |27.7|     

++++++++++++++++++++++++++++++++

aspartic acid..Cu-.

C4H7CuNO4  mw:195.968

Core ion CAS: Z-19498-52-3 Solvent: 56-84-8 fg:201 cnt:9101

HOF(solv)=-186.9/2.0 GpAd 93SP     

----

10LI_/WAN    Datum: EA=1.6(1) eV LPES p:8

++++++++++++++++++++++++++++++++

Me2NOH..CF3CO2-

C4H7F3NO3  mw:174.038

Core ion CAS: Z-14477-72-6 Solvent: 5725-96-2 fg:238 cnt:8726

HOF(solv)= -16.0/2.0 GpAd 90STE/CHI

----

14WAN/KAS    Datum: EA=<3.90(10) eV LPES p:8

Vertical Detachment Energy:4.9(1) eV. electron affinity(complex) < electron affinity(free ion), likely due to hydrogen atom transfer in the neutral photodetached product.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [qco2honr.zcf]

CBS-QB3    |-321.8 |     |     |     |-16.5  |       | 2.801

G3MP2B3    |-315.6 | 12.6|  2.8| 32.7|-14.7  |-288.2 | 2.822

M062X/Def2T|-318.5 | 13.6|  3.5| 33.9|-14.0  |-290.9 | 2.606

B3/6-311++G|-288.7 | 12.4|  2.8| 32.3|-7.8   |-268.5 | 2.775

++++++++++++++++++++++++++++++++

F2CHCH2OH..F2CHCH2O-

C4H7F4O2  mw:163.039

Core ion CAS: Z-188018-88-4 Solvent: 359-13-7 fg:232 cnt:11566

HOF(solv)=-148.3/1.0 GpAd 93SP     

----

22KOS/RAH    Datum: DaffG= 19.7/4.3 IMRE p:6

Anchored to .DELTA.affG for EtOH..EtO- in 86MEO/SIE2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [zhjo2h.zcf]

CBS-QB3    |-347.5 | 33.3| 23.6| 32.6|-157.4 |-156.7 

G3MP2B3    |-341.8 | 32.6| 23.2| 31.8|-154.7 |-154.4 

G3MP2B3+   |-341.8 | 32.2| 23.6| 28.9|-154.8 |-154.8 

G4MP2      |-339.1 | 32.0| 22.3| 32.3|-153.5 |-153.6 

M062X/Def2T|-345.9 | 36.9| 27.7| 30.7|-156.6 |-152.4 

B3/6-311++G|-314.8 | 31.0| 22.4| 28.9|-139.8 |-144.0 

++++++++++++++++++++++++++++++++

2-Methylpropanenitrile-.

C4H7N  mw:69.058 Anion CAS: Z-166900-26-1 fg:102 cnt:6216

HOF(A.)=   5.6/0.3  94PED/       |

----

03HAM/DIR    Datum: EA=0.0117(2) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2chcn.zzf]

CBS-QB3    |34.1   |     |     |-1.112|       |8.1    |    |     

G3MP2B3    |36.9   |     |     |-1.301|       |6.6    |    |     

G3MP2B3+   |12.5   |     |     |-0.259|       |6.4    |    |     

G4MP2      |34.7   |     |     |-1.185|       |7.0    |    |     

M062X/Def2T|41.0   |     |     |-1.406|       |8.3    |    |     

B3/6-311++G|27.4   |     |     |-0.351|       |19.2   |    |     

++++++++++++++++++++++++++++++++

butanenitrile-.

C4H7N  mw:69.058 Anion CAS: Z-793606-48-1 fg:102 cnt:6217

HOF(A.)=   8.0/0.2  94PED/       |

----

03HAM/DIR    Datum: EA=0.0161(3) eV Rydb p:8

++++++++++++++++++++++++++++++++

H2NCOCH2CH(NH2)CO2- (L-Asparagine)

C4H7N2O3  mw:131.046 Anion CAS: Z-84061-73-4 fg:36 cnt:2841

HOF(A.)= -80.5/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -141.4/1.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat | 

----

07JON/BER    Datum: DacidH(AH)= 331.0/2.2 CIDC | HOF(A-)=-176.1/2.4 Acid p:8

DacidG(AH)= 324.2/2.3 H-TS  EA(eV)= 4.145

----

92OHA/BOW    Datum: DacidG= 324.8/3.0 CIDC p:7

DacidH(AH)= 331.7/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aspa.zaf]

G3MP2B3    |-181.6 |329.1|322.0|      |-143.5 |       |23.6|     

B3/6-311++G|-162.0 |327.1|319.8|      |-121.9 |-162.0 |24.5|11.9 

++++++++++++++++++++++++++++++++

H2NCOCH(NH2)CH2CO2- (L-Aspartamide)

C4H7N2O3  mw:131.046 Anion CAS: A-328-48-3 fg:36 cnt:6934

HOF(AH)= -141.4 GpAd 93SP        |

DacidS=26.0/3.0 Calc | 

----

07LI_/MAT    Datum: DacidG= 326.5/3.6 IMRB | HOF(A-)=-172.8/3.7 Acid p:8

DacidH(AH)= 334.3/3.7 G+TS

Authors' calculations indicate cyclized (H-bonded) anion; side chain acidic site.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aspam-o.zaf]

G3MP2B3    |-175.6 |335.0|327.6| 4.063|-143.4 |-81.4  |24.7|114.0

G3MP2B3+   |-175.8 |334.9|327.1| 3.963|-143.5 |-84.1  |26.0|111.6

G4MP2      |-174.7 |335.0|327.5| 2.922|-142.5 |-105.7 |25.2|88.9 

M062X/Def2T|-175.5 |335.6|327.9| 2.967|-146.4 |-105.6 |25.5|92.8 

B3/6-311++G|-156.6 |333.1|325.4| 3.699|-122.4 |-70.9  |26.0|103.7

++++++++++++++++++++++++++++++++

H2O..cytosine-.

C4H7N3O2  mw:129.054

Core ion CAS: Z-34480-97-2 Solvent: 7732-18-5 fg:320 cnt:4608

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98SCH/WEI    Datum: EA=0.32(10) eV LPES p:8

DaffH(AH)=  2.1/2.3 dEA

++++++++++++++++++++++++++++++++

EtCH=CHO-

C4H7O  mw:71.050 Anion CAS: Z-64724-02-3 fg:62 cnt:710

HOF(A.)= -12.5/2.1 D+AH          | BDE(A-H)= 89.0/2.0 Est2 90BOR/HAR 

HOF(AH)= -49.4/0.7  15BUR/SIM    |

DacidS=21.9/3.0 Stat |  S(A-)=78.5/3.1 Acid |  S(AH)=82.6/0.6  69BEN/CRU

----

01ALC/DEY    Datum: EA=1.64(2) eV LPES | HOF(A-)=-50.4/2.2 Acid p:8

DacidG(AH)= 358.3/2.3 H-TS| DacidH(AH)= 364.8/2.1 D-EA

DaffH(AH)=  61.0/2.2 A-IN

----

77ZIM/REE    Datum: EA=1.67(5) eV PD   [38.5(12) kcal] p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etchcho.zaf]

W1U        |-51.9  |364.6|357.2| 1.723|-50.7  |-12.1  |24.8|90.7 

CBS-QB3    |-50.2  |364.2|356.9| 1.719|-48.6  |-10.5  |24.3|90.3 

G3MP2B3    |-51.7  |364.4|357.3| 1.779|-48.9  |-10.5  |24.0|90.5 

G3MP2B3    |-51.7  |364.4|357.2| 1.756|-48.9  |-11.1  |24.0|89.9 

G3MP2B3+   |-52.0  |364.3|356.8| 1.792|-49.1  |-10.6  |25.2|90.6 

G4MP2      |-51.2  |364.5|357.3| 1.714|-48.6  |-11.6  |24.1|89.1 

M062X/Def2T|-48.0  |364.2|357.4| 1.604|-47.5  |-10.9  |22.7|88.8 

B3/6-311++G|-41.5  |361.7|354.4| 1.696|-35.9  |-2.3   |24.8|85.8 

++++++++++++++++++++++++++++++++

MeCH=CHCH2O-

C4H7O  mw:71.050 Anion CAS: Z-125251-09-4 fg:30 cnt:2333

HOF(A.)=  12.9/2.2 D+AH          | BDE(A-H)= 104.0/2.0 Est2          

HOF(AH)= -39.0/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=79.0/1.4 Acid |  S(AH)=83.0/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 367.2/2.8 CIDC | HOF(A-)=-30.9/3.0 Acid p:9

DacidH(AH)= 373.8/2.8 G+TS EA(ev)= 1.901 DaffH(X..Y-)= 41.6/3.0 A-IN

Mixture of cis and trans isomers.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchchjog.zaf]

W1U        |-30.0  |374.8|368.0| 1.907|-39.0  |14.1   |23.0|105.2

CBS-QB3    |-28.2  |374.0|367.1| 1.929|-36.4  |16.5   |23.1|105.0

G3MP2B3    |-29.5  |375.0|368.1| 1.893|-37.3  |14.3   |23.1|103.7

G3MP2B3+   |-30.0  |374.7|367.7| 1.904|-37.4  |14.0   |23.4|103.6

G4MP2      |-29.3  |374.8|367.9| 1.839|-36.8  |13.3   |23.1|102.2

M062X/Def2T|-24.9  |375.3|368.6| 1.718|-35.5  |14.9   |22.6|102.5

B3/6-311++G|-19.5  |371.4|364.4| 1.850|-23.6  |23.3   |23.3|99.0 

++++++++++++++++++++++++++++++++

MeCH=C(Me)O-

C4H7O  mw:71.050 Anion CAS: Z-64723-99-5 fg:63 cnt:715

HOF(A.)= -21.2/2.0 D+AH          | BDE(A-H)= 88.0/2.0 Est2 90BOR/HAR 

HOF(AH)= -57.1/0.1  15BUR/SIM    |

DacidS=22.6/3.0 Stat |  S(A-)=77.4/3.2 Acid |  S(AH)=80.8/1.0  69BEN/CRU

----

78CUM/KEB    Datum: DacidG= 361.3/2.0 IMRE | HOF(A-)=-54.7/2.2 Acid p:8

DacidH(AH)= 368.0/2.2 G+TS

Primary and secondary sites are of equal acidity by equilibration: 94CHY/BRI.

----

01ALC/DEY    Datum: EA=1.49(2) eV LPES p:7

----

77ZIM/REE    Datum: EA=1.67(5) eV PD   [38.6(12) kcal] p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchcroz.zaf]

W1U        |-55.5  |369.3|362.9|      |-58.9  |       |21.2|     

CBS-QB3    |-53.7  |368.8|362.4| 1.556|-56.8  |-17.6  |21.4|91.3 

G3MP2B3    |-54.9  |369.1|362.6| 1.605|-56.8  |-17.6  |21.8|91.3 

G3MP2B3+   |-55.2  |369.0|361.8| 1.619|-56.9  |-17.6  |24.1|91.4 

G4MP2      |-54.5  |369.1|362.5| 1.538|-56.4  |-18.8  |22.2|89.7 

M062X/Def2T|-51.6  |369.2|363.0| 1.436|-56.1  |-18.2  |20.9|90.0 

B3/6-311++G|-44.0  |367.2|360.1| 1.513|-44.0  |-9.0   |23.9|87.1 

++++++++++++++++++++++++++++++++

CH2=C(OMe)CH2-

C4H7O  mw:71.050 Anion CAS: Z-86046-88-0 fg:81 cnt:833

HOF(AH)= -34.3/1.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat |  S(A-)=77.5/2.2 Acid |  S(AH)=81.1/1.0 GpAd 93SP

----

84BAR/BUR    Datum: DacidG= 379.0/5.5 IMRB | HOF(A-)=-14.3/5.7 Acid p:6

DacidH(AH)= 385.7/5.5 G+TS DaffH(X..Y-)= 28.5/5.7 A-IN

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 380 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [allylor.zaf]

W1U        |-11.2  |387.6|379.7| 0.583|-33.0  |1.8    |26.5|86.9 

CBS-QB3    |-9.3   |387.9|380.1| 0.546|-31.5  |3.0    |26.2|86.6 

G3MP2B3    |-11.1  |387.8|380.1| 0.641|-31.7  |3.4    |25.8|87.2 

G3MP2B3+   |-12.0  |387.1|378.9| 0.685|-31.8  |3.4    |27.3|87.3 

G4MP2      |-10.7  |387.5|379.9| 0.589|-31.0  |2.7    |25.6|85.8 

M062X/Def2T|-10.0  |387.2|379.0| 0.562|-32.4  |2.6    |27.3|87.2 

B3/6-311++G|0.1    |385.2|377.0| 0.616|-17.8  |13.9   |27.4|83.8 

++++++++++++++++++++++++++++++++

MeCOCH2CH2-

C4H7O  mw:71.050 Anion CAS: Z-71695-01-7 fg:92 cnt:1876

HOF(A.)=  -9.2/2.0 D+AH          | BDE(A-H)= 100.5/2.0 Est2 90SEE/RUS

HOF(AH)= -57.1/0.1  15BUR/SIM    |

DacidS=25.2/2.0 Stat |  S(A-)=80.3/2.2 Acid |  S(AH)=81.1/1.0 GpAd 93SP

----

90GRA/SQU    Datum: DacidH(AH)= 401.0/4.0 CIDT | HOF(A-)=-21.8/4.5 Acid p:7

DacidG(AH)= 393.5/4.0 H-TS  EA(eV)= 0.568 DaffH(X..Y-)= 23.5/4.5 A-IN

----

88GRA/SQU    Datum: DacidH(AH)=<409.0 CIDT p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acjj.zaf]

W1U        |-28.9  |395.8|390.9| 0.825|-58.9  |-9.1   |16.4|101.9

CBS-QB3    |-27.7  |394.8|389.7| 0.884|-56.8  |-6.5   |17.1|102.4

G3MP2B3    |-28.4  |395.6|390.4| 0.873|-56.8  |-7.4   |17.6|101.5

G3MP2B3+   |-28.9  |395.3|389.9| 0.892|-56.9  |-7.4   |18.0|101.6

G4MP2      |-28.3  |395.3|389.9| 0.814|-56.4  |-8.6   |17.9|99.9 

M062X/Def2T|-26.0  |394.8|389.7| 0.778|-56.1  |-7.3   |17.0|100.9

B3/6-311++G|-15.0  |396.3|391.0| 0.744|-44.0  |3.1    |17.7|99.2 

++++++++++++++++++++++++++++++++

cPrCH2O-

C4H7O  mw:71.050 Anion CAS: Z-190324-14-2 fg:30 cnt:2332

HOF(A.)=  22.3/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -30.1/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=73.8/1.4 Acid |  S(AH)=77.8/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 367.5/2.8 CIDC | HOF(A-)=-21.7/3.6 Acid p:7

DacidH(AH)= 374.1/2.8 G+TS EA(ev)= 1.910 DaffH(X..Y-)= 43.4/3.6 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cprjo.zaf]

W1U        |-20.3  |377.2|370.0| 1.790|-31.7  |21.0   |24.1|104.8

CBS-QB3    |-18.8  |376.1|368.8| 1.829|-29.2  |23.5   |24.5|104.7

G3MP2B3    |-19.5  |377.0|369.8| 1.828|-29.3  |22.8   |24.4|104.2

G3MP2B3+   |-20.1  |376.6|369.4| 1.849|-29.5  |22.6   |24.2|104.2

G4MP2      |-19.7  |376.8|369.6| 1.764|-29.3  |21.1   |24.3|102.5

M062X/Def2T|-17.8  |378.6|371.4| 1.548|-31.7  |18.0   |24.4|101.8

B3/6-311++G|-7.2   |374.0|366.7| 1.717|-13.9  |32.5   |24.2|98.5 

++++++++++++++++++++++++++++++++

CH2=C(Et)O-

C4H7O  mw:71.050 Anion CAS: Z-64723-94-0 fg:63 cnt:714

HOF(A.)= -13.1/2.0 D+AH          | BDE(A-H)= 96.0/2.0 Est2 01BOU/CHA 

HOF(AH)= -57.1/0.1  15BUR/SIM    |

DacidS=22.8/3.0 Stat |  S(A-)=77.9/3.2 Acid |  S(AH)=81.1/1.0 GpAd 93SP

----

01ALC/DEY    Datum: EA=1.76(2) eV LPES | HOF(A-)=-53.7/2.1 R-EA p:8

DacidG(AH)= 362.2/2.3 H-TS| DacidH(AH)= 369.0/2.1 D-EA

Primary and secondary sites are of equal acidity by equilibration: 94CHY/BRI.

----

77ZIM/REE    Datum: EA=1.75(6) eV PD   [40.4(13) kcal] p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcetoc.zaf]

W1U        |-55.4  |369.3|363.4|      |-58.9  |       |19.7|     

CBS-QB3    |-53.6  |368.9|362.9| 1.768|-56.8  |-12.6  |20.1|96.3 

G3MP2B3    |-55.1  |368.9|362.1| 1.816|-56.8  |-13.0  |22.8|95.8 

G3MP2B3+   |-55.4  |368.7|362.3| 1.826|-56.9  |-13.1  |21.4|95.9 

G4MP2      |-54.5  |369.0|362.8| 1.749|-56.4  |-14.0  |20.8|94.5 

M062X/Def2T|-51.4  |369.3|363.3| 1.676|-56.1  |-12.6  |20.3|95.5 

B3/6-311++G|-43.6  |367.6|361.3| 1.765|-44.0  |-2.8   |21.3|93.3 

++++++++++++++++++++++++++++++++

CH2=CHCH(OMe)-

C4H7O  mw:71.050 Anion CAS: Z-70113-61-0 fg:80 cnt:2743

HOF(A.)=   2.3/4.1 D+AH          | BDE(A-H)= 81.0/4.0 Est3 91DAH/KAS 

HOF(AH)= -26.6/1.0 GpAd 93SP     |

DacidS=22.5/3.0 Stat |  S(A-)=78.8/3.2 Acid |  S(AH)=82.3/1.0 GpAd 93SP

----

91DAH/KAS    Datum: DacidG= 382.0/4.0 IMRB | HOF(A-)=-3.6/4.2 Acid p:8

DacidH(AH)= 388.7/4.1 G+TS EA(ev)= 0.255

Between H2O, furan. Reprotonation site uncertain.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchor.zaf]

W1U        |-5.6   |387.6|379.8| 0.306|-27.4  |1.3    |26.3|80.8 

CBS-QB3    |-3.8   |387.9|380.2| 0.272|-25.9  |2.5    |25.6|80.4 

G3MP2B3    |-5.6   |387.7|380.2| 0.373|-26.1  |3.0    |25.3|81.3 

G3MP2B3+   |-6.4   |387.1|378.7| 0.419|-26.3  |3.0    |28.1|81.4 

G4MP2      |-5.4   |387.3|379.7| 0.328|-25.6  |2.1    |25.5|79.8 

M062X/Def2T|-3.9   |386.9|379.1| 0.241|-26.1  |1.6    |26.1|79.8 

B3/6-311++G|4.7    |384.4|376.0| 0.316|-12.4  |11.7   |28.2|76.2 

++++++++++++++++++++++++++++++++

Me2C=CHO-

C4H7O  mw:71.050 Anion CAS: Z-77212-99-8 fg:62 cnt:5487

HOF(A.)= -18.6/3.0 D+AH          | BDE(A-H)= 85.0/3.0 Est3 90BOR/HAR 

HOF(AH)= -51.5/0.2  94PED/       |

DacidS=24.5/2.0 Stat |  S(A-)=77.9/2.0 Acid |  S(AH)=79.4 GpAd 93SP

----

01ALC/DEY    Datum: EA=1.38(2) eV LPES | HOF(A-)=-50.5/2.5 Acid p:8

DacidG(AH)= 359.5/3.1 H-TS| DacidH(AH)= 366.8/2.5 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2ccho.zaf]

W1U        |-52.8  |365.2|358.2|      |-52.2  |       |23.4|     

CBS-QB3    |-51.4  |364.7|357.7| 1.467|-50.3  |-17.4  |23.3|85.1 

G3MP2B3    |-52.2  |365.5|358.6| 1.510|-50.6  |-17.2  |23.2|85.4 

G3MP2B3+   |-52.7  |365.2|358.1| 1.524|-50.7  |-17.4  |24.1|85.5 

G4MP2      |-51.9  |365.6|358.6| 1.444|-50.3  |-18.4  |23.3|84.0 

M062X/Def2T|-49.3  |364.4|357.2| 1.346|-49.0  |-18.1  |24.1|83.0 

B3/6-311++G|-42.1  |361.8|354.7| 1.429|-36.6  |-9.0   |24.0|79.8 

++++++++++++++++++++++++++++++++

CH2=CHCH(Me)O-

C4H7O  mw:71.050 Anion CAS: Z-149879-27-6 fg:30 cnt:9898

HOF(A.)=  16.2/2.2 D+AH          | BDE(A-H)= 105.7/2.0 Est2          

HOF(AH)= -37.4/1.0 GpAd 93SP     |

DacidS=22.0/0.7 Stat | 

----

19PAT/MAN    Datum: EA=2.06(3) eV PVMI | HOF(A-)=-31.3/2.3 Acid p:9

DacidG(AH)= 365.2/2.1 H-TS| DacidH(AH)= 371.8/2.1 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vxro-0.zaf]

W1U        |-33.8  |373.6|366.5|      |-41.5  |       |23.9|     

CBS-QB3    |-32.3  |372.7|365.6| 2.073|-39.2  |15.7   |24.0|107.0

G3MP2B3    |-33.8  |373.6|366.5| 2.040|-40.2  |13.4   |23.9|105.7

G3MP2B3+   |-34.2  |373.4|366.2| 2.043|-40.4  |13.1   |24.0|105.6

G4MP2      |-33.4  |373.3|366.2| 1.985|-39.6  |12.5   |23.8|104.2

M062X/Def2T|-28.0  |374.6|367.5| 1.854|-37.8  |15.0   |23.7|104.9

B3/6-311++G|-21.5  |370.8|363.7| 1.987|-25.0  |24.4   |23.9|101.6

++++++++++++++++++++++++++++++++

CH2=CHCH2CH2O-

C4H7O  mw:71.050 Anion CAS: Z-69747-13-3 fg:30 cnt:9899

HOF(A.)=  16.5/2.2 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -35.9/1.0 GpAd 93SP     |

DacidS=22.0/0.7 Est2 | 

----

19PAT/MAN    Datum: EA=1.96(3) eV PVMI | HOF(A-)=-27.9/1.6 Acid p:9

DacidG(AH)= 366.3/2.1 H-TS| DacidH(AH)= 373.7/1.2 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vjjo-g.zaf]

W1U        |-29.1  |374.3|367.3|      |-37.6  |       |23.4|     

CBS-QB3    |-27.5  |373.3|366.4| 1.976|-35.0  |18.3   |23.1|105.4

G3MP2B3    |-28.9  |374.4|367.5| 1.956|-36.1  |16.4   |23.3|104.6

G3MP2B3+   |-29.6  |373.9|366.8| 1.988|-36.3  |16.4   |23.6|104.8

G4MP2      |-28.5  |374.3|367.4| 1.896|-35.6  |15.4   |23.2|103.2

M062X/Def2T|-23.7  |375.1|368.2| 1.746|-34.1  |16.7   |23.1|102.9

B3/6-311++G|-18.4  |370.4|363.4| 1.899|-21.5  |25.6   |23.6|99.2 

++++++++++++++++++++++++++++++++

iPrCO2-

C4H7O2  mw:87.045 Anion CAS: Z-5711-69-3 fg:34 cnt:1580

HOF(A.)= -53.5/3.1 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -114.4/0.8  99RIB/FER   |

DacidS=23.5/2.0 Stat |  S(A-)=79.9/2.2 Acid |  S(AH)=82.4/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 339.0/2.0 IMRE | HOF(A-)=-134.1/2.2 Acid p:9

DacidH(AH)= 346.0/2.1 G+TS EA(ev)= 3.495

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iprco2.zaf]

CBS-QB3    |-134.8 |345.9|338.5| 3.343|-115.0 |-57.6  |25.0|109.5

G3MP2B3    |-134.5 |346.7|339.2| 3.365|-114.0 |-56.8  |25.3|109.3

G3MP2B3+   |-134.8 |346.6|339.0| 3.372|-114.1 |-57.0  |25.5|109.3

G4MP2      |-133.3 |347.1|339.4| 3.280|-113.2 |-57.6  |25.5|107.7

M062X/Def2T|-131.6 |347.0|339.3| 3.384|-113.9 |-53.4  |25.9|112.6

B3/6-311++G|-118.0 |344.4|336.9| 3.218|-95.2  |-43.7  |25.4|103.6

++++++++++++++++++++++++++++++++

nPrCO2-

C4H7O2  mw:87.045 Anion CAS: Z-461-55-2 fg:34 cnt:628

HOF(A.)= -56.8/3.1 D+AH          | BDE(A-H)= 109.0/4.3 D-EA          

HOF(AH)= -113.7/0.6  94PED/      |

DacidS=23.5/3.0 Stat |  S(A-)=84.1/3.2 Acid |  S(AH)=86.6/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 339.5/2.0 IMRE | HOF(A-)=-132.9/2.3 Acid p:9

DacidH(AH)= 346.5/2.2 G+TS

----

05WAN/WOO3   Datum: EA=3.30(3) eV LPES p:8

The stated EA is at 300K. At 70 K, no change.

----

99NOR/MCM    Datum: DacidH(AH)= 346.8/2.0 TDEq p:8

----

78CUM/KEB    Datum: DacidG= 339.5/2.0 IMRE p:8

DacidH(AH)= 346.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nprco2ag.zaf]

G3MP2B3    |-133.5 |346.7|339.4| 3.380|-113.0 |-55.4  |24.6|109.7

G3MP2B3+   |-133.7 |346.6|339.0| 3.390|-113.1 |-55.5  |25.4|109.8

M062X/Def2T|-130.9 |     |     |-0.167|       |-70.6  |    |     

B3/6-311++G|-117.8 |     |     | 3.232|       |-43.1  |    |     

++++++++++++++++++++++++++++++++

CH2=CHOCH2CH2O-

C4H7O2  mw:87.045 Anion CAS: Z-125251-10-7 fg:32 cnt:2335

HOF(A.)= -17.8/2.2 D+AH          | BDE(A-H)= 104.0/2.0 Est2          

HOF(AH)= -69.7/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=90.0/1.4 Acid |  S(AH)=94.0/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 363.1/2.8 CIDC | HOF(A-)=-65.7/3.6 Acid p:7

DacidH(AH)= 369.7/2.8 G+TS EA(ev)= 2.079 DaffH(X..Y-)= 42.4/3.6 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vojjo-g.zaf]

CBS-QB3    |-66.9  |365.8|360.4|      |-67.0  |       |18.1|     

G3MP2B3    |-66.7  |367.0|361.5| 2.282|-66.5  |-13.9  |18.5|104.7

G3MP2B3+   |-67.1  |366.8|361.6| 2.305|-66.6  |-13.8  |17.5|104.9

G4MP2      |-65.7  |367.0|361.9|      |-65.5  |       |17.1|     

M062X/Def2T|-64.1  |367.7|361.7| 2.059|-67.1  |-16.6  |20.1|102.6

B3/6-311++G|-52.7  |363.7|358.0| 2.187|-49.2  |-2.2   |19.2|99.1 

++++++++++++++++++++++++++++++++

CH2=C(OEt)O-

C4H7O2  mw:87.045 Anion CAS: Z-62290-59-9 fg:66 cnt:4295

HOF(A.)= -60.1/2.0 D+AH          | BDE(A-H)= 98.0/2.0 Est2           

HOF(AH)= -106.0/0.1  94PED/      |

DacidS=22.6/1.0 Stat |  S(A-)=83.2/1.4 Acid |  S(AH)=86.6/1.0  69STU/WES

----

98HAA/GIB    Datum: DacidG= 365.0/4.0 IMRE | HOF(A-)=-100.0/4.0 Acid p:8

DacidH(AH)= 371.7/4.0 G+TS EA(ev)= 1.728

From transesterification equilibria.
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS    Datum: DacidH(AH)= 368.9/1.2 EIAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jco2et.zaf]

CBS-QB3    |-100.0 |373.3|366.8| 1.697|-107.5 |-60.8  |21.9|98.9 

G3MP2B3    |-99.7  |373.5|366.8| 1.724|-106.0 |-59.9  |22.3|98.2 

G3MP2B3+   |-99.9  |373.4|366.4| 1.732|-106.1 |-60.0  |23.4|98.2 

G4MP2      |-98.8  |373.4|366.9| 1.637|-105.0 |-60.9  |22.0|96.2 

M062X/Def2T|-99.6  |372.4|365.6| 1.638|-107.3 |-61.7  |22.9|97.7 

B3/6-311++G|-85.2  |371.6|364.7| 1.697|-89.5  |-46.0  |23.2|95.6 

++++++++++++++++++++++++++++++++

EtOCH2CO2-

C4H7O3  mw:103.040 Anion CAS: Z-60154-71-4 fg:38 cnt:2182

HOF(A.)= -81.8/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -142.7/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat |  S(A-)=91.9/3.2 Acid |  S(AH)=94.4/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 335.0/2.0 IMRE | HOF(A-)=-166.4/2.4 Acid p:9

DacidH(AH)= 342.0/2.2 G+TS EA(ev)= 3.668

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etojco2.zaf]

CBS-QB3    |-163.4 |342.4|335.5| 3.510|-140.0 |-82.3  |23.0|109.8

G3MP2B3    |-161.2 |343.5|337.6| 3.613|-137.5 |-77.7  |20.1|111.9

G3MP2B3+   |-161.5 |343.4|336.6| 3.521|-137.7 |-80.1  |23.0|109.7

G4MP2      |-160.2 |343.8|336.3| 3.426|-136.8 |-81.1  |25.0|107.8

M062X/Def2T|-160.0 |344.5|338.1| 3.469|-139.8 |-79.8  |21.2|112.1

B3/6-311++G|-143.0 |341.2|334.0| 3.382|-116.9 |-64.9  |24.0|104.1

++++++++++++++++++++++++++++++++

MeCHO..MeCO2-

C4H7O3  mw:103.040

Core ion CAS: Z-71-50-1 Solvent: 75-07-0 fg:234 cnt:2068

HOF(solv)= -39.6/0.4 neut 15BUR/SIM

----

88MEO/       Datum: DaffG= 9.8/2.0 TDAs | HOF(A-)=-55.9/1.1 AfIN p:8

DaffH(X..Y-)= 16.3/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rchorco2.zcf]

CBS-QB3    |-176.5 | 13.9|  5.1| 29.3|-40.0  |-122.6 

G3MP2B3    |-174.6 | 13.5|  4.9| 28.9|-39.7  |-121.4 

G3MP2B3+   |-174.9 | 13.5|  5.0| 28.8|-39.8  |-121.5 

G4MP2      |-173.5 | 13.0|  4.2| 29.4|-39.5  |-121.1 

M062X/Def2T|-173.2 | 15.7|  8.2| 25.1|-38.8  |-118.7 

B3/6-311++G|-160.1 | 12.1|  3.9| 27.4|-34.0  |-114.0 

++++++++++++++++++++++++++++++++

MeCO2H..MeCO2-

C4H7O4  mw:119.035

Core ion CAS: Z-71-50-1 Solvent: 71-50-1 fg:234 cnt:1530

HOF(solv)=-103.4/0.6 neut 94PED/   

----

86MEO/SIE2   Datum: DaffG= 20.4/1.6 TDAs | HOF(A-)=-132.7/1.2 AfIN p:8

DaffH(X..Y-)= 29.3/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [rco22h.zcf]

CBS-QB3    |-252.6 | 25.8| 16.4| 31.7|-104.2 |-122.6 | 4.358

G3MP2B3    |-249.4 | 25.2| 16.2| 30.3|-102.8 |-121.4 | 4.334

G3MP2B3+   |-248.8 | 24.4| 14.2| 34.0|-102.9 |-121.5 | 4.287

G4MP2      |-247.7 | 24.5| 14.8| 32.5|-102.2 |-121.1 | 3.979

M062X/Def2T|-250.8 | 28.8| 20.1| 29.1|-103.3 |-118.7 | 4.217

B3/6-311++G|-231.4 | 24.5| 14.8| 32.5|-92.8  |-114.0 | 4.108

++++++++++++++++++++++++++++++++

H2O..HO2CCH2CH2CO2-

C4H7O5  mw:135.030

Core ion CAS: Z-13479-42-0 Solvent: 7732-18-5 fg:237 cnt:3225

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.4/0.3 IMRE | HOF(A-)=-302.1/3.1 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [succw.zcf]

G3MP2B3    |-295.5 | -1.6| -8.9| 24.5|-57.6  |-239.4 

G4MP2      |-293.3 | -2.0| -9.3| 24.3|-57.5  |-237.8 

M062X/Def2T|-293.2 | -1.7| -8.7| 23.4|-53.6  |-241.3 

B3/6-311++G|-269.9 | -0.9| -7.5| 22.0|-54.2  |-216.7 

++++++++++++++++++++++++++++++++

(H2O)2..tr-HO2CCH=CHCO2-

C4H7O6  mw:151.025 fg:237 cnt:3255

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.2/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(HCO2H)3..HCO2-

C4H7O8  mw:183.015 fg:234 cnt:3987

HOF(solv)= -90.5/0.1 neut 94PED/   

----

78LUC/WLO    Datum: DaffH= 20.0/2.6 TDAs | HOF(A-)=-354.4/4.2 AfIN p:7

Buffer gas H2. There may be appreciable fractionation of neutral gases:96WIL/KNI.

++++++++++++++++++++++++++++++++

succinic acid..HSO4-

C4H7O8S  mw:214.987

Core ion CAS: Z-14996-02-2 Solvent: 110-15-6 fg:240 cnt:9087

HOF(solv)=-196.7/0.8 neut 94PED/   

----

13HOU/LIN    Datum: EA=6.45(10) eV LPES p:8

DaffH(AH)=  39.2/3.3 dEA

Vertical Detachment Energy:6.78(10) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dcj2hso4.zcf]

CBS-QB3    |-366.9 |-60.5|-69.1| 29.0|-199.1 |-228.2 

G3MP2B3    |-358.2 |-59.2|-68.0| 29.5|-196.7 |-220.8 

G3MP2B3+   |-360.1 |-57.2|-65.9| 29.1|-196.7 |-220.6 

G4MP2      |-357.5 |-63.2|-71.9| 29.1|-195.0 |-225.7 

M062X/Def2T|-354.6 |-62.3|-70.6| 27.9|-197.6 |-219.3 

++++++++++++++++++++++++++++++++

CH2=CHCH(SMe)-

C4H7S  mw:87.027 Anion CAS: Z-197895-26-4 fg:80 cnt:2742

HOF(A.)=  41.6/3.2 D+AH          | BDE(A-H)= 84.0/3.0 Est3 91DAH/KAS 

HOF(AH)=   9.7/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=83.9/3.2 Acid |  S(AH)=87.9/1.0 GpAd 93SP

----

91DAH/KAS    Datum: DacidG= 367.0/4.0 IMRB | HOF(A-)=17.6/4.2 Acid p:8

DacidH(AH)= 373.6/4.1 G+TS EA(ev)= 1.042

Between iPrOH, MeCN. Reprotonation site uncertain.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchsr.zaf]

W1U        |16.5   |373.4|366.1|      |8.9    |       |24.6|     

CBS-QB3    |18.8   |373.2|365.8| 0.911|11.4   |39.8   |24.8|80.4 

G3MP2B3    |16.1   |373.1|365.6| 1.042|10.2   |40.1   |25.0|81.9 

G3MP2B3+   |15.8   |372.9|365.4| 1.049|10.1   |39.9   |25.1|81.9 

G4MP2      |15.4   |372.9|365.5| 0.971|9.6    |37.8   |24.9|80.2 

M062X/Def2T|19.3   |372.3|365.1| 0.899|11.7   |40.0   |24.2|80.5 

B3/6-311++G|31.1   |370.6|363.1| 0.953|27.7   |53.0   |25.1|77.4 

++++++++++++++++++++++++++++++++

EtCOMe..Cl-

C4H8ClO  mw:107.027

Core ion CAS: Z-16887-00-6 Solvent: 78-93-3 fg:482 cnt:1399

HOF(solv)= -57.1/0.1 neut 15BUR/SIM

----

84LAR/MCM2   Datum: DaffG= 8.5/2.0 IMRE | HOF(A-)=-71.9/2.0 AfIN p:9

DaffH(X..Y-)= 14.8/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etcorcl.zcf]

CBS-QB3    |-126.9 | 13.4|  6.3| 23.6|-56.8  |-56.7  

G3MP2B3    |-126.0 | 13.1|  5.8| 24.5|-56.8  |-56.1  

G3MP2B3+   |-126.0 | 12.9|  6.4| 21.9|-56.9  |-56.1  

G4MP2      |-124.7 | 13.4|  6.1| 24.5|-56.4  |-55.0  

M062X/Def2T|-121.8 | 17.3|  9.4| 26.3|-56.1  |-48.4  

B3/6-311++G|-112.0 |  0.2|  4.4| 22.2|-44.0  |-56.9  

++++++++++++++++++++++++++++++++

HOCH2CH=CHCH2OH..Cl-

C4H8ClO2  mw:123.022

Core ion CAS: Z-16887-00-6 Solvent: 6117-80-2 fg:482 cnt:3489

HOF(solv)= -74.8/1.0 GpAd 93SP     

----

95ZHA/BEG    Datum: DaffG= 19.7/1.0 TDAs | HOF(A-)=-107.7/1.8 AfIN p:8

DaffH(X..Y-)= 32.9/1.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hojxx2cl.zcf]

CBS-QB3    |-148.4 | 20.2| 13.4| 22.6|-71.5  |-56.7  

G3MP2B3    |-147.4 | 19.8| 12.9| 23.0|-71.5  |-56.1  

G3MP2B3+   |-147.4 | 19.6| 12.9| 22.4|-71.7  |-56.1  

G4MP2      |-145.7 | 19.9| 13.0| 23.3|-70.9  |-55.0  

M062X/Def2T|-142.2 | 24.0| 16.7| 24.4|-69.8  |-48.4  

B3/6-311++G|-125.7 |  4.5|  9.6| 19.4|-53.3  |-56.9  

++++++++++++++++++++++++++++++++

(HCO2H)4..Cl-

C4H8ClO8  mw:218.991 fg:482 cnt:3992

HOF(solv)= -90.5/0.1 neut 94PED/   

----

78LUC/WLO    Datum: DaffH= 14.1/2.2 TDAs | HOF(A-)=-436.9/4.5 AfIN p:7

Buffer gas: H2. Value too bound based on 82FRE/IKU, by Grimsrud fractionation factor (96WIL/KNI).

++++++++++++++++++++++++++++++++

(CH2Cl2)4..Cl-

C4H8Cl9  mw:370.783 fg:482 cnt:5298

HOF(solv)= -22.8/0.3 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 3.6/3.0 TDAs | HOF(A-)=-138.8/2.1 AfIN p:8

DaffH(X..Y-)= 9.0/0.2 TDAs

++++++++++++++++++++++++++++++++

CF3H..iPrO-

C4H8F3O  mw:129.053

Core ion CAS: Z-15520-32-8 Solvent: 75-46-7 fg:230 cnt:6759

HOF(solv)=-166.2/0.6 neut 94PED/   

----

98CHA/BRA    Datum: DaffG= 14.2/1.0 IMRE | HOF(A-)=-187.3/1.2 AfIN p:8

DaffH(X..Y-)= 21.1/1.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qhoipr.zcf]

G3MP2B3    |-241.8 | 20.4| 11.6| 29.5|-166.7 |-54.8  

G3MP2B3+   |-242.8 | 20.9| 13.4| 25.0|-166.7 |-55.2  

G4MP2      |-240.6 | 19.7| 11.1| 28.8|-166.3 |-54.6  

M062X/Def2T|-240.3 | 22.4| 13.4| 30.4|-169.6 |-48.3  

B3/6-311++G|-221.1 | 21.1| 13.8| 24.4|-153.6 |-46.4  

++++++++++++++++++++++++++++++++

FCH2CH2OH..F2CHCH2O-

C4H8F3O2  mw:145.048

Core ion CAS: Z-188018-88-4 Solvent: 371-62-0 fg:232 cnt:11565

HOF(solv)= -99.5/1.0 GpAd 93SP     

----

22KOS/RAH    Datum: DaffG= 15.9/4.3 IMRE p:6

Anchored to .DELTA.affG for EtOH..EtO- in 86MEO/SIE2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [zhjoojjf.zcf]

CBS-QB3    |-287.8 | 28.4| 19.5| 29.7|-102.7 |-156.7 

G3MP2B3    |-283.2 | 27.9| 18.5| 31.5|-100.9 |-154.4 

G3MP2B3+   |-284.0 | 28.1| 19.8| 27.9|-101.1 |-154.8 

G4MP2      |-281.0 | 27.3| 17.9| 31.6|-100.1 |-153.6 

M062X/Def2T|-285.8 | 32.1| 22.7| 31.7|-101.3 |-152.4 

B3/6-311++G|-261.6 | 26.8| 18.5| 27.9|-90.8  |-144.0 

++++++++++++++++++++++++++++++++

THF..I-

C4H8IO  mw:198.963

Core ion CAS: Z-20461-54-5 Solvent: 69244-67-3 fg:484 cnt:8380

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=3.33(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

iPrCO2H..I-

C4H8IO2  mw:214.957

Core ion CAS: Z-20461-54-5 Solvent: 79-31-2 fg:484 cnt:1468

HOF(solv)=-114.4/0.8 neut 99RIB/FER

----

84CAL/KEB    Datum: DaffG= 10.6/1.0 TDAs | HOF(A-)=-176.1/1.3 AfIN p:9

DaffH(X..Y-)= 16.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprco2hi.zc0]

M062X/Def2T|-171.1 | 13.6|  7.4| 20.8|-113.9 |-43.7  

++++++++++++++++++++++++++++++++

(c-SCH2CH2S)2MoO-

C4H8MoOS4  mw:297.852 Anion CAS: Z-28360-34-1 fg:24 cnt:10241

----

02WAN/INS    Datum: EA=3.35(8) eV LPES p:7

Vertical Detachment Energy:3.70(8) eV.

++++++++++++++++++++++++++++++++

iPrOH..CN-

C4H8NO  mw:86.061

Core ion CAS: Z-57-12-5 Solvent: 67-63-0 fg:485 cnt:1706

HOF(solv)= -65.2/0.1 neut 94PED/   

----

88LAR/SZU    Datum: DaffG= 9.0/0.2 TDAs | HOF(A-)=-65.2/2.1 AfIN p:9

DaffH(X..Y-)= 16.7/0.8 TDAs

----

87LAR/MCM    Datum: DaffG= 10.7/2.3 IMRE p:8

DaffH(X..Y-)= 18.1/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprohnc.zcf]

CBS-QB3    |-66.7  | 17.8| 10.0| 26.1|-65.4  |16.5   

G3MP2B3    |-67.7  | 17.2|  9.3| 26.4|-65.0  |14.5   

G3MP2B3+   |-67.7  | 17.0|  9.3| 25.8|-65.2  |14.5   

G4MP2      |-67.4  | 16.8|  8.7| 27.2|-64.6  |14.1   

M062X/Def2T|-64.3  | 19.4| 11.3| 27.2|-63.3  |18.4   

B3/6-311++G|-53.4  | 16.1|  8.4| 25.8|-53.5  |16.2   

++++++++++++++++++++++++++++++++

MeC(=NOMe)CH2-

C4H8NO  mw:86.061 Anion CAS: Z-83386-43-0 fg:69 cnt:2200 BDE(A-H)= 109.0/4.3 D-EA          

DacidS=24.0/2.0 Stat | 

----

89OHA/CAR    Datum: DacidG= 365.7/3.5 IMRB p:6

DacidH(AH)= 372.9/3.6 G+TS

Acidity near DMSO.

----

89OHA/CAR    Datum: EA=<1.11 eV IMRB p:6

Transfers electron to SO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcrnor.zaf]

W1U        |-0.4   |378.5|370.9|      |-13.0  |       |25.4|     

CBS-QB3    |0.1    |378.1|370.7| 1.090|-12.2  |25.2   |24.8|89.6 

G3MP2B3    |-0.2   |378.2|370.4| 1.191|-11.2  |27.2   |26.2|90.5 

G3MP2B3+   |-0.6   |378.0|370.3| 1.201|-11.4  |27.1   |25.8|90.6 

G4MP2      |-0.1   |378.7|369.3| 1.119|-11.7  |25.5   |31.6|89.3 

M062X/Def2T|2.8    |378.8|371.4| 1.053|-11.2  |27.8   |24.7|91.1 

B3/6-311++G|10.9   |376.9|369.2| 1.130|1.3    |35.3   |25.9|86.1 

++++++++++++++++++++++++++++++++

CH2=C(NMe2)O-

C4H8NO  mw:86.061 Anion CAS: Z-136569-08-9 fg:68 cnt:750

HOF(AH)= -55.6/0.9  78BEA/LEE    |

DacidS=22.6/2.0 Stat |  S(A-)=79.8/2.8 Acid |  S(AH)=83.2/2.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 368.1/2.0 IMRE | HOF(A-)=-46.4/2.3 Acid p:9

DacidH(AH)= 374.8/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jconr2.zaf]

CBS-QB3    |-44.5  |376.8|370.7| 1.557|-55.5  |-8.2   |20.4|99.5 

G3MP2B3    |-44.5  |376.6|370.2| 1.598|-53.8  |-7.2   |21.2|98.7 

G3MP2B3+   |-44.9  |376.3|370.7| 1.607|-54.1  |-7.4   |18.8|98.7 

G4MP2      |-44.1  |376.6|370.0| 1.512|-53.5  |-8.8   |22.1|96.8 

M062X/Def2T|-43.5  |377.0|371.4| 1.454|-55.8  |-9.6   |18.7|98.4 

B3/6-311++G|-32.4  |376.2|370.4| 1.497|-41.4  |2.6    |19.7|96.1 

++++++++++++++++++++++++++++++++

Me2C(NO)CH2-

C4H8NO  mw:86.061 Anion CAS: A-917-95-3 fg:92 cnt:946

HOF(AH)= -10.3/1.5  74CHO/MEN    |

DacidS=21.6/2.0 Stat | 

----

80NOE/NIB    Datum: DacidG= 379.0/6.0 IMRB | HOF(A-)=9.5/6.2 Acid p:6

DacidH(AH)= 385.4/6.0 G+TS

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 376-377 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcr2no.zaf]

CBS-QB3    |10.0   |382.2|375.8| 0.251|-6.5   |17.4   |21.6|76.0 

G3MP2B3    |10.4   |383.7|377.3| 0.203|-6.2   |16.7   |21.6|74.9 

G3MP2B3+   |9.8    |383.3|376.6| 0.213|-6.3   |16.5   |22.4|74.9 

G4MP2      |9.9    |383.6|377.3| 0.118|-6.5   |14.2   |21.1|72.8 

M062X/Def2T|13.9   |381.8|375.2| 0.158|-3.2   |19.1   |22.3|74.4 

B3/6-311++G|24.2   |380.2|373.5| 0.165|11.3   |29.7   |22.5|70.6 

++++++++++++++++++++++++++++++++

HO2CCH(NH2)CH2CH2S- (homocystine)

C4H8NO2S  mw:134.028 Anion CAS: Z-1259553-46-2 fg:97 cnt:8683

HOF(AH)= -94.4 GpAd 93SP         |

DacidS=19.0/3.0 Calc | 

----

14MUE/JAN    Datum: DacidG= 333.4/2.4 CIDC | HOF(A-)=-121.0/2.6 Acid p:8

DacidH(AH)= 339.1/2.6 G+TS
***Execution error on + : Concatenated string too large.

This acidity is ca. 8 kcal/mol weaker than the cyclized anion by composite computational methods(18BAR/), but agrees with that computed for the uncyclized form. Such behavior is documented for the kinetic method with difunctional compounds (93CRO/BAR)

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sjjaah-c.zaf]

CBS-QB3    |-133.9 |329.9|323.7|      |-98.0  |       |20.8|     

G3MP2B3    |-132.7 |330.8|324.5| 3.117|-96.3  |-60.6  |20.9|87.8 

G3MP2B3+   |-132.9 |331.0|325.4| 3.119|-96.8  |-60.8  |19.0|88.1 

G4MP2      |-131.9 |331.2|325.4|      |-95.9  |       |19.6|     

M062X/Def2T|-131.0 |330.7|324.9| 2.975|-97.1  |-62.2  |19.5|87.0 

B3/6-311++G|-106.7 |330.2|324.4| 3.053|-69.7  |-36.1  |19.6|85.7 

++++++++++++++++++++++++++++++++

MeO2CCH(NH2)CH2S-

C4H8NO2S  mw:134.028 Anion CAS: Z-915207-03-3 fg:54 cnt:10531

----

06WOO/LAU    Datum: EA=2.36(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sjaar.zaf]

CBS-QB3    |-113.2 |342.2|335.6| 2.520|-89.7  |-54.9  |22.0|86.8 

G3MP2B3    |-111.2 |343.4|336.9| 2.514|-87.4  |-53.1  |21.6|86.4 

G3MP2B3+   |-111.2 |343.3|336.7| 2.513|-87.4  |-53.1  |22.1|86.3 

G4MP2      |-110.3 |343.7|337.2| 2.360|-86.9  |-55.7  |21.8|83.3 

M062X/Def2T|-108.8 |342.6|335.4| 2.302|-86.7  |-55.6  |23.9|83.2 

B3/6-311++G|-85.9  |     |     | 2.424|       |-29.9  |    |     

++++++++++++++++++++++++++++++++

MeCHOHCH(NH2)CO2- (L-Threonine)

C4H8NO3  mw:118.051 Anion CAS: Z-129372-58-3 fg:36 cnt:2842

HOF(A.)= -82.9/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -143.8/1.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat | 

----

07JON/BER    Datum: DacidH(AH)= 331.7/2.4 CIDC | HOF(A-)=-177.7/2.6 Acid p:9

DacidG(AH)= 324.9/2.6 H-TS  EA(eV)= 4.114

----

92OHA/BOW    Datum: DacidG= 325.2/3.0 CIDC p:8

DacidH(AH)= 332.1/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [threonin.zaf]

CBS-QB3    |-185.2 |328.9|321.8|      |-148.3 |       |23.6|     

G3MP2B3    |-182.8 |330.3|323.8| 2.955|-145.9 |-113.2 |21.7|84.8 

G3MP2B3+   |-183.0 |330.3|322.8| 2.963|-146.1 |-113.2 |25.1|84.9 

G4MP2      |-181.4 |330.5|323.3| 2.804|-144.7 |-115.3 |24.2|81.5 

M062X/Def2T|-180.7 |330.5|322.9| 2.811|-146.5 |-114.6 |25.4|84.0 

B3/6-311++G|-160.3 |328.4|321.3| 2.753|-121.4 |-95.3  |23.5|78.2 

++++++++++++++++++++++++++++++++

HOCH2CH2CH(NH2)CO2- (homoserine)

C4H8NO3  mw:118.051 Anion CAS: Z-672-15-1 fg:36 cnt:8684

HOF(AH)= -139.4 GpAd 93SP        |

DacidS=23.0/3.0 Calc | 

----

14MUE/JAN    Datum: DacidG= 333.2/2.4 CIDC | HOF(A-)=-165.0/2.6 Acid p:8

DacidH(AH)= 340.1/2.6 G+TS
***Execution error on + : Concatenated string too large.

This acidity is ca. 8 kcal/mol weaker than the cyclized anion by composite computational methods(18BAR/), but agrees with that computed for the uncyclized form. Such behavior is documented for the kinetic method with difunctional compounds (93CRO/BAR)

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hojaa.zaf]

CBS-QB3    |-181.7 |330.0|323.6|      |-146.0 |       |21.5|     

G3MP2B3    |-179.5 |331.1|324.5| 2.923|-143.5 |-110.6 |22.4|85.0 

G3MP2B3+   |-179.7 |331.4|324.5| 2.925|-143.9 |-110.7 |23.0|85.3 

G4MP2      |-178.3 |331.4|325.2|      |-142.6 |       |20.8|     

M062X/Def2T|-177.8 |331.5|324.7| 2.792|-144.7 |-111.9 |23.0|84.9 

B3/6-311++G|-157.9 |329.6|322.7| 2.726|-120.2 |-93.4  |23.2|78.9 

++++++++++++++++++++++++++++++++

HOCH2C(Me)(NH2)CO2- | 2-Me-serine

C4H8NO3  mw:118.051 Anion CAS: A-5424-29-3 fg:36 cnt:11524

HOF(AH)= -147.7/2.0 GpAd 93SP    |

DacidS=19.8/2.0 CIDC | 

----

22TUR/LON    Datum: DacidH(AH)= 329.6/2.9 CIDC | HOF(A-)=-183.8/3.5 Acid p:8

DacidG(AH)= 323.7/2.9 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2rser-c.zaf]

CBS-QB3    |-185.9 |326.5|320.5|      |-146.7 |       |20.2|     

G3MP2B3    |-183.6 |328.1|322.1|      |-144.4 |       |20.2|     

G4MP2      |-182.2 |328.2|322.2|      |-143.3 |       |20.4|     

M062X/Def2T|-181.0 |327.9|321.6| 2.801|-144.2 |-114.2 |21.2|82.1 

B3/6-311++G|-159.2 |325.8|319.7| 2.711|-117.8 |-96.9  |20.6|73.0 

++++++++++++++++++++++++++++++++

nPrCO2H..NO2-

C4H8NO4  mw:134.046

Core ion CAS: Z-14797-65-0 Solvent: 107-92-6 fg:488 cnt:4858

HOF(solv)=-113.7/0.6 neut 94PED/   

----

00VII/REI    Datum: DaffG= 13.3/0.2 IMRE | HOF(A-)=-158.0/0.7 AfIN p:5

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prco2no2.zcf]

G3MP2B3    |-180.4 | 23.9| 15.2| 29.3|-112.0 |-44.4  

G3MP2B3+   |-181.0 | 24.2| 15.5| 28.9|-112.2 |-44.6  

G4MP2      |-179.4 | 23.1| 14.1| 30.1|-111.3 |-45.0  

M062X/Def2T|-178.4 | 28.7| 19.3| 31.6|-112.1 |-37.6  

B3/6-311++G|-162.4 | 23.5| 14.8| 29.1|-94.5  |-44.3  

++++++++++++++++++++++++++++++++

nPrCO2H..NO3-

C4H8NO5  mw:150.041

Core ion CAS: Z-14797-55-8 Solvent: 107-92-6 fg:489 cnt:4856

HOF(solv)=-113.7/0.6 neut 94PED/   

----

00VII/REI    Datum: DaffG= 12.8/0.2 IMRE | HOF(A-)=-186.6/0.7 AfIN p:5

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prco2no3.zcf]

G3MP2B3    |-203.8 | 18.1| 10.2| 26.8|-112.9 |-72.8  

G3MP2B3+   |-203.9 | 17.8| 10.1| 26.0|-113.1 |-73.0  

G4MP2      |-202.8 | 38.8| 30.2| 28.9|-132.7 |-31.2  

M062X/Def2T|-204.9 | 43.3| 33.8| 31.9|-130.9 |-30.7  

B3/6-311++G|-184.3 | 41.0| 32.3| 29.2|-117.8 |-25.5  

++++++++++++++++++++++++++++++++

(H2O)2..pyrimidine-.

C4H8N2O2  mw:116.059 fg:305 cnt:8714

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

14KEL/XU     Datum: EA=0.620(25) eV LPES p:8

DaffH(AH)=  9.0/0.8 dEA

++++++++++++++++++++++++++++++++

(H2O)2..pyridazine-.

C4H8N2O2  mw:116.059 fg:305 cnt:9998

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=0.67(5) eV LPES p:8

DaffH(AH)=  6.2/1.6 dEA

Vertical Detachment Energy:0.93(5) eV.

++++++++++++++++++++++++++++++++

(H2O)2..pyrazine-.

C4H8N2O2  mw:116.059 fg:305 cnt:10001

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=0.73(5) eV LPES p:8

DaffH(AH)=  9.0/1.6 dEA

Vertical Detachment Energy:1.05(5) eV.

++++++++++++++++++++++++++++++++

(H2O)2..uracil-.

C4H8N2O4  mw:148.049 fg:320 cnt:4599

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

25CLA/BUR    Datum: EA=0.395(20) eV LPES p:8

The EA is for a non-valence isomer. The valence isomer has EA = 0.84 eV. Vertical Detachment Energy:0.38(7) eV.

----

07EUS/WAN2   Datum: EA=0.65(5) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:1.26(5) eV.

----

98SCH/WEI    Datum: EA=0.70(10) eV LPES p:7

DaffH(AH)=  10.4/2.7 dEA

++++++++++++++++++++++++++++++++

EtNO2..C2H3NO2-

C4H8N2O4  mw:148.049

Core ion CAS: Z-44208-86-8 Solvent: 79-24-3 fg:301 cnt:6409

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 8.5/3.1 TDAs | HOF(A-)=-70.6/3.2 AfIN p:8

DaffH(X..Y-)= 15.7/0.8 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etnivni.zcf]

G3MP2B3    |-53.2  | 17.9|  8.7| 30.7|-24.3  |-11.0  

G3MP2B3+   |-53.2  | 17.9|  9.6| 27.8|-24.4  |-10.9  

G4MP2      |-56.6  | 19.7| 10.6| 30.7|-24.3  |-12.6  

M062X/Def2T|-53.6  | 19.2| 10.4| 29.3|-22.7  |-11.7  

B3/6-311++G|-43.0  | 15.9|  7.4| 28.6|-15.5  |-11.7  

++++++++++++++++++++++++++++++++

CH3CH2COCH3-.

C4H8O  mw:72.058 Anion CAS: Z-108508-42-5 fg:102 cnt:3460

HOF(A.)= -57.1/0.1  15BUR/SIM    | BDE(A-H)= 11.6/1.0 R-AH           

HOF(AH)= -16.6/1.0 d+ah          |

----

03HAM/DIR    Datum: EA=0.0018(1) eV Rydb p:7

----

94DES/ABD    Datum: EA=0.0231 eV EFD  | HOF(A-)=-57.6/0.1  p:7

DacidH(AH)= 324.7/1.4 D-EA

Electron affinity: 1.0 meV. Dipole-bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acjj.zzf]

CBS-QB3    |-38.1  |     |     |-0.816|       |-56.8  |    |     

G3MP2B3    |-36.2  |     |     |-0.895|       |-56.8  |    |     

G3MP2B3+   |-38.0  |     |     |-0.826|       |-56.9  |    |     

G4MP2      |-38.0  |     |     |-0.799|       |-56.4  |    |     

M062X/Def2T|-30.2  |     |     |-1.125|       |-56.1  |    |     

B3/6-311++G|-32.4  |     |     |-0.506|       |-44.0  |    |     

++++++++++++++++++++++++++++++++

nPrCH=O-.

C4H8O  mw:72.058 Anion CAS: Z-108508-43-6 fg:102 cnt:3462

HOF(A.)= -49.4/0.7  15BUR/SIM    | BDE(A-H)= 15.2/0.7 R-AH           

HOF(AH)= -12.5/0.2 d+ah          |

----

03HAM/DIR    Datum: EA=0.0012(1) eV Rydb p:7

----

94DES/ABD    Datum: EA=0.0161 eV EFD  | HOF(A-)=-49.8/0.7  p:7

DacidH(AH)= 328.4/1.2 D-EA

Electron affinity: 0.7 meV. Dipole-bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etchcho.zzf]

CBS-QB3    |-28.3  |     |     |-0.876|       |-48.6  |    |     

G3MP2B3    |-28.0  |     |     |-0.899|       |-48.9  |    |     

G3MP2B3+   |-28.1  |     |     |-0.905|       |-49.1  |    |     

G4MP2      |-30.0  |     |     |-0.800|       |-48.6  |    |     

M062X/Def2T|-24.0  |     |     |-1.016|       |-47.5  |    |     

B3/6-311++G|-24.6  |     |     |-0.485|       |-35.9  |    |     

++++++++++++++++++++++++++++++++

2-Methylpropanal-.

C4H8O  mw:72.058 Anion CAS: Z-100429-77-4 fg:102 cnt:6208

HOF(A.)= -51.5/0.2  94PED/       |

----

03HAM/DIR    Datum: EA=0.0015(1) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2ccho.zzf]

CBS-QB3    |-31.8  |     |     |-0.799|       |-50.3  |    |     

G3MP2B3    |-31.4  |     |     |-0.830|       |-50.6  |    |     

G3MP2B3+   |-33.9  |     |     |-0.724|       |-50.7  |    |     

G4MP2      |-33.4  |     |     |-0.732|       |-50.3  |    |     

M062X/Def2T|-27.6  |     |     |-0.923|       |-49.0  |    |     

B3/6-311++G|-29.4  |     |     |-0.312|       |-36.6  |    |     

++++++++++++++++++++++++++++++++

tetramethylenesulfoxide-.

C4H8OS  mw:104.030 Anion CAS: N-1600-44-8 fg:102 cnt:6224

HOF(A.)= -35.2/1.0 GpAd 93SP     |

----

03HAM/DIR    Datum: EA=0.0175(4) eV Rydb p:8

++++++++++++++++++++++++++++++++

MeCH=CHCH2OH..O2-.

C4H8O3  mw:104.048

Core ion CAS: Z-11062-77-4 Solvent: 504-61-0 fg:491 cnt:9277

HOF(solv)= -39.0/1.0 GpAd 93SP     

----

17PAT/MAN    Datum: EA=2.23(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeCH=CHCH(Me)OH..O2-.

C4H8O3  mw:104.048

Core ion CAS: Z-11062-77-4 Solvent: 3899-34-1 fg:491 cnt:9278

HOF(solv)= -47.6/3.0  93SP         

----

17PAT/MAN    Datum: EA=2.19(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeCH=CHCH2OH..O4-.

C4H8O5  mw:136.038

Core ion CAS: Z-12596-84-8 Solvent: 504-61-0 fg:491 cnt:9282

HOF(solv)= -39.0/1.0 GpAd 93SP     

----

17PAT/MAN    Datum: EA=2.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)..{EtCO2H}..CO3-.

C4H8O6  mw:152.033 fg:401 cnt:4863

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00VII/REI    Datum: DaffG= 4.0/0.2 IMRE p:5

++++++++++++++++++++++++++++++++

(H2O)2..O2C(CH2)2CO2=

C4H8O6  mw:152.033 fg:237 cnt:10300

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=1.01(35) eV LPES p:7

DaffH(AH)=  13.1/12.4 dEA

++++++++++++++++++++++++++++++++

(H2O)4..cyclobutatetraone=

C4H8O8  mw:184.022

Core ion CAS: Z-28737-40-8 Solvent: 7732-18-5 fg:401 cnt:11871

----

25CAO/WAN    Datum: EA=0.25(5) eV LPES p:8

DaffH(AH)=  0.5/0.1 dEA

Vertical Detachment Energy: 0.56(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [c4o4w4.zdf]

G3MP2B3    |-419.6 | 19.5| 10.2| 31.0|-57.6  |-342.5 | 0.187

++++++++++++++++++++++++++++++++

Et(Me)CH-

C4H9  mw:57.071 Anion CAS: Z-79431-00-8 fg:88 cnt:2134

HOF(A.)=  17.0/0.7  90SEE/RUS    | BDE(A-H)= 99.2/0.7 R-AH           

HOF(AH)= -30.0/0.1  94PED/       |

DacidS=28.8/2.0 Stat |  S(A-)=76.9/2.0 Acid |  S(AH)=74.1/0.3  69STU/WES

----

89DEP/GRO    Datum: DacidH(AH)= 415.7/2.0 Bran | HOF(A-)=20.0/2.0 Acid p:8

DacidG(AH)= 407.1/2.1 H-TS  EA(eV)=-0.128 DaffH(X..Y-)= 12.1/2.0 A-IN

----

92PEE/RAD    Datum: DacidH(AH)= 417.1/4.8 Bran p:7

DacidG(AH)= 408.5/4.8 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sbu.zaf]

W1U        |17.4   |415.3|407.6|-0.133|-32.1  |14.7   |25.8|98.9 

G3MP2B3    |17.8   |414.7|406.3|-0.050|-29.7  |17.0   |28.2|98.8 

M062X/Def2T|25.5   |418.2|411.1|-0.355|-28.0  |17.8   |23.9|97.9 

B3/6-311++G|26.2   |412.9|405.3|-0.123|-19.5  |23.7   |25.6|95.3 

++++++++++++++++++++++++++++++++

Me3C-

C4H9  mw:57.071 Anion CAS: Z-65114-21-8 fg:88 cnt:883

HOF(A.)=  11.9/1.3  15BUR/SIM    | BDE(A-H)= 96.1/1.3 R-AH           

HOF(AH)= -32.2/0.2  15BUR/SIM    |

DacidS=24.8/1.0 Stat |  S(A-)=69.2/1.4 Acid |  S(AH)=70.4/1.0 GpAd 93SP

----

89DEP/GRO    Datum: DacidH(AH)= 413.1/2.0 Bran | HOF(A-)=15.3/2.0 Acid p:8

DacidG(AH)= 405.7/2.0 H-TS  EA(eV)=-0.147 DaffH(X..Y-)= 15.4/2.0 A-IN

----

84DEP/BIE    Datum: DacidH(AH)= 414.0/2.0 Bran p:8
###### the following are "below the line": evaluated as not accurate ####

----

72PAG/       Datum: EA=0.650 eV SI   [15.0 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

69PAG/GOO    Datum: EA=0.590 eV SI   [13.6 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r3c.zaf]

W1U        |11.7   |411.4|403.9|-0.051|-33.9  |11.0   |25.1|97.0 

CBS-QB3    |13.6   |410.2|402.7| 0.004|-30.9  |14.2   |25.0|97.2 

G3MP2B3    |11.5   |410.3|402.8| 0.061|-31.6  |13.4   |24.9|97.1 

G3MP2B3+   |10.7   |409.7|402.3| 0.086|-31.9  |13.2   |24.9|97.1 

G4MP2      |11.1   |409.9|402.5| 0.015|-31.6  |12.0   |24.9|95.7 

M062X/Def2T|20.7   |414.8|407.4|-0.316|-29.4  |14.0   |24.5|95.4 

B3/6-311++G|21.4   |409.0|401.6|-0.083|-20.3  |20.0   |24.9|92.4 

++++++++++++++++++++++++++++++++

iPrCH2-

C4H9  mw:57.071 Anion CAS: Z-38130-30-2 fg:88 cnt:2136

HOF(A.)=  17.3/0.6  15BUR/SIM    | BDE(A-H)= 101.6/0.7 R-AH          

HOF(AH)= -32.2/0.2  15BUR/SIM    |

DacidS=29.0/2.0 Stat |  S(A-)=73.4/2.0 Acid |  S(AH)=70.4/0.3  69STU/WES

----

89DEP/GRO    Datum: DacidH(AH)= 412.9/2.0 Bran | HOF(A-)=15.1/2.0 Acid p:8

DacidG(AH)= 404.3/2.1 H-TS  EA(eV)= 0.099 DaffH(X..Y-)= 15.6/2.0 A-IN

----

92PEE/RAD    Datum: DacidH(AH)= 414.7/4.8 Bran p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jipr.zaf]

W1U        |13.4   |413.1|405.4| 0.105|-33.9  |16.0   |26.0|102.0

CBS-QB3    |16.5   |413.1|405.4| 0.113|-30.9  |19.3   |25.9|102.3

G3MP2B3    |13.9   |412.7|404.2| 0.157|-31.6  |17.8   |28.6|101.5

G3MP2B3+   |13.0   |412.0|404.4| 0.194|-31.9  |17.7   |25.7|101.6

G4MP2      |13.6   |412.4|404.7| 0.120|-31.6  |16.6   |25.8|100.3

M062X/Def2T|22.3   |416.4|408.7|-0.137|-29.4  |19.4   |25.7|100.9

B3/6-311++G|24.3   |411.9|404.3| 0.096|-20.3  |26.8   |25.8|99.2 

++++++++++++++++++++++++++++++++

(MeO)3B..CN-

C4H9BNO3  mw:130.068

Core ion CAS: Z-57-12-5 Solvent: 121-43-7 fg:485 cnt:2103

HOF(solv)=-215.1/0.5  77PED/RYL    

----

88LAR/SZU    Datum: DaffG= 10.7/0.5 IMRE | HOF(A-)=-218.1/2.1 AfIN p:8

DaffH(X..Y-)= 19.6/0.5 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ro3bcn.zcf]

G3MP2B3    |-223.6 | 23.8| 11.4| 41.7|-214.2 |14.5   

G3MP2B3+   |-223.8 | 23.9| 12.2| 39.2|-214.3 |14.5   

G4MP2      |-221.1 | 22.8|  9.0| 46.2|-212.4 |14.1   

M062X/Def2T|-230.9 | 24.7| 13.0| 39.1|-224.6 |18.4   

B3/6-311++G|-195.9 | 17.2|  5.8| 38.3|-194.9 |16.2   

++++++++++++++++++++++++++++++++

tBuBr..Cl-

C4H9BrCl  mw:170.958

Core ion CAS: Z-16887-00-6 Solvent: 507-19-7 fg:482 cnt:4318

HOF(solv)= -31.6/0.4  94PED/       

----

96LI_/ROS    Datum: DaffG= 8.9/0.2 TDAs | HOF(A-)=-49.3/1.1 AfIN p:8

DaffH(X..Y-)= 17.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbubrcl.zcf]

CBS-QB3    |-108.0 | 15.3|  8.9| 21.3|-36.0  |-56.7  

G3MP2B3    |-102.8 | 14.6|  7.9| 22.6|-32.0  |-56.1  

G3MP2B3+   |-103.1 | 14.8|  8.6| 20.8|-32.2  |-56.1  

G4MP2      |-101.6 | 14.8|  8.1| 22.4|-31.8  |-55.0  

M062X/Def2T|-98.0  | 19.6| 12.8| 22.8|-30.0  |-48.4  

B3/6-311++G|-86.9  |  2.6|  7.3| 20.9|-16.5  |-56.9  

++++++++++++++++++++++++++++++++

tBuCl..Br-

C4H9BrCl  mw:170.958

Core ion CAS: Z-24959-67-9 Solvent: 507-20-0 fg:483 cnt:4326

HOF(solv)= -48.3/2.0  94PED/       

----

96LI_/ROS    Datum: DaffG= 6.6/0.2 TDAs | HOF(A-)=-113.0/2.3 AfIN p:8

DaffH(X..Y-)= 13.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuclbr.zcf]

CBS-QB3    |-115.0 | 15.0|  8.8| 20.8|-44.8  |-55.2  

G3MP2B3    |-109.0 | 12.4|  5.8| 22.3|-44.1  |-52.5  

G3MP2B3+   |-109.4 | 12.7|  6.1| 22.0|-44.2  |-52.5  

G4MP2      |-108.5 | 12.2|  5.8| 21.6|-44.1  |-52.1  

M062X/Def2T|-106.5 | 15.2|  8.7| 21.6|-42.3  |-49.0  

B3/6-311++G|-92.9  | 10.5|  3.9| 22.2|-26.2  |-56.1  

++++++++++++++++++++++++++++++++

iBuBr..Br-

C4H9Br2  mw:214.908

Core ion CAS: Z-24959-67-9 Solvent: 78-77-3 fg:483 cnt:1499

HOF(solv)= -27.7/1.0 GpAd 93SP     

----

74DOU/       Datum: DaffG= 6.4 TDAs | HOF(A-)=-91.4/1.1 AfIN p:7

DaffH(X..Y-)= 12.9 TDAs

++++++++++++++++++++++++++++++++

tBuBr..Br-

C4H9Br2  mw:214.908

Core ion CAS: Z-24959-67-9 Solvent: 507-19-7 fg:483 cnt:1497

HOF(solv)= -31.6/0.4  94PED/       

----

96LI_/ROS    Datum: DaffG= 7.3/0.2 TDAs | HOF(A-)=-98.1/1.1 AfIN p:8

DaffH(X..Y-)= 15.6/1.0 TDAs

----

74DOU/       Datum: DaffG= 6.7 TDAs p:6

DaffH(X..Y-)= 12.4 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbubrbr.zcf]

CBS-QB3    |-106.8 | 15.5|  9.3| 20.9|-36.0  |-55.2  

G3MP2B3    |-97.3  | 12.8|  6.1| 22.4|-32.0  |-52.5  

G3MP2B3+   |-97.9  | 13.3|  6.7| 22.0|-32.2  |-52.5  

G4MP2      |-96.6  | 12.6|  6.2| 21.6|-31.8  |-52.1  

M062X/Def2T|-95.1  | 16.2|  9.8| 21.5|-30.0  |-49.0  

B3/6-311++G|-83.8  | 11.2|  4.7| 22.0|-16.5  |-56.1  

++++++++++++++++++++++++++++++++

tBuF..Cl-

C4H9ClF  mw:111.038

Core ion CAS: Z-16887-00-6 Solvent: 353-61-7 fg:482 cnt:1392

HOF(solv)= -79.1/1.0 GpAd 93SP     

----

84LAR/MCM2   Datum: DaffG= 7.1/2.0 IMRE | HOF(A-)=-92.4/2.2 AfIN p:9

DaffH(X..Y-)= 13.3/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbufcl.zcf]

CBS-QB3    |-155.6 | 13.3|  6.7| 21.9|-85.6  |-56.7  

G3MP2B3    |-154.3 | 13.0|  6.3| 22.5|-85.1  |-56.1  

G3MP2B3+   |-154.2 | 12.8|  6.4| 21.6|-85.2  |-56.1  

G4MP2      |-152.5 | 13.2|  6.4| 22.7|-84.4  |-55.0  

M062X/Def2T|-148.9 | 16.9|  9.9| 23.4|-83.6  |-48.4  

B3/6-311++G|-138.3 |  0.3|  4.8| 21.4|-70.2  |-56.9  

++++++++++++++++++++++++++++++++

tBuCl..Cl-

C4H9Cl2  mw:127.009

Core ion CAS: Z-16887-00-6 Solvent: 507-20-0 fg:482 cnt:1391

HOF(solv)= -48.3/2.0  94PED/       

----

96LI_/ROS    Datum: DaffG= 8.3/0.2 TDAs | HOF(A-)=-64.9/2.2 AfIN p:8

DaffH(X..Y-)= 16.6/1.0 TDAs

----

84LAR/MCM2   Datum: DaffG= 8.0/2.0 IMRE p:6

DaffH(X..Y-)= 14.3/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuclcl.zcf]

CBS-QB3    |-116.1 | 14.6|  8.2| 21.6|-44.8  |-56.7  

G3MP2B3    |-114.5 | 14.2|  7.6| 22.3|-44.1  |-56.1  

G3MP2B3+   |-114.5 | 14.1|  7.8| 21.2|-44.2  |-56.1  

G4MP2      |-113.4 | 14.3|  7.6| 22.6|-44.1  |-55.0  

M062X/Def2T|-109.2 | 18.4| 11.7| 22.7|-42.3  |-48.4  

B3/6-311++G|-95.9  |  1.9|  6.5| 21.2|-26.2  |-56.9  

++++++++++++++++++++++++++++++++

{H2O}..aspartic acid..Cu-.

C4H9CuNO5  mw:213.978 fg:201 cnt:9102

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10LI_/WAN    Datum: EA=1.95(10) eV LPES p:8

++++++++++++++++++++++++++++++++

tBuF..F-

C4H9F2  mw:95.068

Core ion CAS: Z-16984-48-8 Solvent: 507-19-7 fg:481 cnt:1049

HOF(solv)= -79.1/1.0 GpAd 93SP     

----

83LAR/MCM    Datum: DaffG= 15.3/2.0 IMRE | HOF(A-)=-160.8/2.3 AfIN p:7

DaffH(X..Y-)= 22.3/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuff.zcf]

CBS-QB3    |-166.4 | 21.8| 13.6| 27.5|-85.6  |-59.0  

G3MP2B3    |-165.3 | 20.1| 11.6| 28.4|-85.1  |-60.1  

G3MP2B3+   |-166.6 | 21.3| 14.3| 23.4|-85.2  |-60.1  

G4MP2      |-163.8 | 17.4|  8.8| 29.2|-84.4  |-62.0  

M062X/Def2T|-159.2 | 29.7| 22.0| 25.7|-83.6  |-45.9  

B3/6-311++G|-153.0 | 11.0| 14.4| 23.4|-70.2  |-61.5  

++++++++++++++++++++++++++++++++

FCH2CH2OH..FCH2CH2O-

C4H9F2O2  mw:127.058

Core ion CAS: Z-74279-90-6 Solvent: 371-62-0 fg:232 cnt:11564

HOF(solv)= -99.5/1.0 GpAd 93SP     

----

22KOS/RAH    Datum: DaffG= 18.3/3.3 IMRE p:6

Anchored to .DELTA.affG for EtOH..EtO- in 86MEO/SIE2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fjjo2h.zcf]

CBS-QB3    |-229.3 | 31.9| 22.2| 32.8|-100.6 |-96.7  

G3MP2B3    |-225.4 | 29.0| 19.8| 30.9|-100.9 |-95.5  

G3MP2B3+   |-226.1 | 29.1| 20.7| 28.1|-101.1 |-95.9  

G4MP2      |-223.6 | 30.3| 20.5| 32.9|-98.2  |-95.0  

M062X/Def2T|-226.2 | 36.2| 26.1| 33.8|-99.0  |-91.0  

B3/6-311++G|-208.1 | 30.2| 21.4| 29.5|-88.6  |-89.3  

++++++++++++++++++++++++++++++++

nBuNO2-.

C4H9NO2  mw:103.064 Anion CAS: Z-1038925-39-1 fg:102 cnt:8161

HOF(A.)= -34.4/0.3  94PED/       |

----

12ADA/KNU    Datum: EA=0.240(6) eV SEVI | HOF(A-)=-39.9/0.4 R-EA p:9

Vertical Detachment Energy:0.88(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbuno2.zzf]

CBS-QB3    |-41.9  |     |     | 0.240|       |-36.4  |    |     

G3MP2B3    |-38.2  |     |     | 0.173|       |-34.2  |    |     

G3MP2B3+   |-38.4  |     |     | 0.166|       |-34.6  |    |     

G4MP2      |-41.3  |     |     | 0.315|       |-34.1  |    |     

M062X/Def2T|-35.8  |     |     | 0.180|       |-31.8  |    |     

B3/6-311++G|-29.4  |     |     | 0.505|       |-17.8  |    |     

++++++++++++++++++++++++++++++++

HO2CCH(NH2)CH(Me)OPO(OH)O-

C4H9NO6P  mw:198.017 Anion CAS: Z-1062117-23-0 fg:97 cnt:8809

DacidS=20.0/3.0 Calc | 

----

15STO/PLU    Datum: DacidG= 308.2/3.4 IMRB p:8

DacidH(AH)= 314.2/3.5 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [thrpo3cx.zaf]

CBS-QB3    |-427.0 |309.4|303.0|      |-370.6 |       |21.3|     

G3MP2B3    |-417.9 |310.6|304.1|      |-361.2 |       |21.6|     

G4MP2      |-418.4 |311.1|304.7|      |-362.3 |       |21.2|     

M062X/Def2T|-420.8 |310.4|304.6| 5.215|-366.5 |-300.1 |19.3|118.5

B3/6-311++G|-347.4 |306.9|302.5| 4.515|-287.0 |-242.3 |14.6|96.8 

++++++++++++++++++++++++++++++++

H2N(CH2)2CH(NH2)CO2-

C4H9N2O2  mw:117.067 Anion CAS: Z-17781-36-1 fg:36 cnt:8204

HOF(AH)= -95.2 GpAd 93SP         |

----

12WEB/MUE    Datum: DacidH(AH)= 339.2/1.7 CIDC | HOF(A-)=-121.7/1.7 Acid p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ajjcaco2.zaf]

CBS-QB3    |-125.4 |342.1|333.0|      |-101.7 |       |30.3|     

G3MP2B3    |-124.2 |342.9|333.8| 2.542|-99.8  |-64.2  |30.5|87.7 

G3MP2B3+   |-124.4 |342.8|333.7| 2.544|-100.1 |-64.4  |30.6|87.7 

G4MP2      |-123.6 |342.8|333.7|      |-99.3  |       |30.6|     

M062X/Def2T|-120.7 |345.0|335.7| 2.375|-101.0 |-64.8  |31.3|88.3 

B3/6-311++G|-106.0 |340.0|330.8| 2.313|-78.7  |-51.4  |30.7|79.5 

++++++++++++++++++++++++++++++++

EtNO2..C2H4NO2-

C4H9N2O4  mw:149.057

Core ion CAS: Z-25590-58-3 Solvent: 79-24-3 fg:270 cnt:6411

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 9.0/3.1 TDAs | HOF(A-)=-74.8/2.3 AfIN p:8

DaffH(X..Y-)= 16.2/0.8 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etnirxni.zcf]

G3MP2B3    |-76.3  | 18.6|  9.0| 32.3|-24.3  |-33.4  

G3MP2B3+   |-76.6  | 18.6|  9.8| 29.3|-24.4  |-33.6  

G4MP2      |-75.8  | 17.7|  8.1| 32.1|-24.3  |-33.8  

M062X/Def2T|-74.2  | 20.9| 11.7| 30.8|-22.7  |-30.5  

B3/6-311++G|-61.4  | 16.8|  7.8| 30.0|-15.5  |-29.2  

++++++++++++++++++++++++++++++++

H2O..[GlyGly-H]-

C4H9N2O4  mw:149.057

Core ion CAS: Z-23372-53-4 Solvent: 7732-18-5 fg:236 cnt:6697

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04LIU/WYT    Datum: DaffG= 6.7 TDEq | HOF(A-)=-48.1 AfIN p:8

DaffH(X..Y-)= 11.0/0.3 TDEq

++++++++++++++++++++++++++++++++

H2O..H2NCOCH2CH(NH2)CO2-

C4H9N2O4  mw:149.057

Core ion CAS: Z-84061-73-4 Solvent: 7732-18-5 fg:236 cnt:8199

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WIN/       Datum: DaffG= 4.4/1.1 TDAs | HOF(A-)=-246.2/2.4 AfIN p:8

DaffH(X..Y-)= 12.3/0.5 TDAs

++++++++++++++++++++++++++++++++

(H2O)2..cytosine-.

C4H9N3O3  mw:147.065 fg:320 cnt:4609

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98SCH/WEI    Datum: EA=0.49(10) eV LPES p:8

DaffH(AH)=  3.9/3.3 dEA

++++++++++++++++++++++++++++++++

nBuO-

C4H9O  mw:73.066 Anion CAS: Z-26232-84-8 fg:30 cnt:527

HOF(A.)= -12.5/0.2 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -65.7/0.1  94PED/       |

DacidS=22.0/1.2 Stat |  S(A-)=82.5/1.2 Acid |  S(AH)=86.5/0.1  69BEN/CRU

----

79BAR/SCO #  Datum: DacidG= 368.8/2.0 IMRE | HOF(A-)=-56.0/2.1 Acid p:9

DacidH(AH)= 375.4/2.0 G+TS EA(ev)= 1.888 DaffH(X..Y-)= 41.3/2.1 A-IN

----

19STO/BAR    Datum: EA=1.849(20) eV LPES p:8

DacidG(AH)= 369.7/0.6 H-TS| DacidH(AH)= 376.3/1.1 D-EA

Vertical Detachment Energy:1.920(20) eV.

----

93HAA/HAR    Datum: DacidH(AH)= 375.3/2.0 CIDC p:8

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 368.4/2.8 CIDC p:7

DacidH(AH)= 375.0/2.8 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

68WIL/HAM #  Datum: HOF(A-)=-56.5/9.0 EIAE p:3

DaffH(X..Y-)= 41.8/8.9 A-IN

From nBu2O. Reworked with modern thermochemical data.

----

69PAG/GOO    Datum: EA=0.889 eV SI   [20.5 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c4ga.zaf]

CBS-QB3    |-55.3  |376.3|369.2|      |-65.8  |       |23.9|     

G3MP2B3    |-55.5  |377.4|370.4| 1.830|-65.7  |-13.1  |23.6|104.7

G3MP2B3+   |-56.2  |377.5|370.3| 1.848|-66.5  |-13.4  |24.0|105.2

G4MP2      |-55.2  |377.3|370.2|      |-65.4  |       |23.8|     

M062X/Def2T|-50.0  |378.7|371.6|      |-64.0  |       |23.7|     

B3/6-311++G|-44.3  |373.9|366.8| 1.737|-50.9  |-4.0   |23.9|99.0 

++++++++++++++++++++++++++++++++

sBuO-

C4H9O  mw:73.066 Anion CAS: Z-35730-33-7 fg:30 cnt:528

HOF(A.)= -16.6/1.0 D+AH          | BDE(A-H)= 105.5/1.0  82MCM/GOL    

HOF(AH)= -70.0/0.2  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=81.8/1.1 Acid |  S(AH)=85.8/0.5  69BEN/CRU

----

86TAF/    #  Datum: DacidG= 367.6/2.0 IMRE | HOF(A-)=-61.5/2.0 Acid p:9

DacidH(AH)= 374.2/2.0 G+TS EA(ev)= 1.949 DaffH(X..Y-)= 39.1/2.0 A-IN

----

93HAA/HAR    Datum: DacidH(AH)= 374.1/2.0 CIDC p:8

DacidG(AH)= 367.5/2.0 H-TS

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 367.5/2.7 CIDC p:7

DacidH(AH)= 374.1/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sbuof.zaf]

W1U        |-62.8  |374.9|367.8| 1.932|-71.9  |-18.2  |23.7|105.8

G3MP2B3    |-61.6  |375.1|368.0| 1.963|-69.5  |-16.2  |23.9|105.4

M062X/Def2T|-55.7  |376.6|369.4| 1.698|-67.6  |-16.4  |24.0|103.3

B3/6-311++G|-48.9  |372.0|364.9| 1.835|-53.7  |-6.5   |23.9|99.2 

++++++++++++++++++++++++++++++++

iBuO-

C4H9O  mw:73.066 Anion CAS: Z-35730-34-8 fg:30 cnt:526

HOF(A.)= -15.6/1.4 D+AH          | BDE(A-H)= 104.3/1.4  74BAT/CHR    

HOF(AH)= -67.8/0.2  94PED/       |

DacidS=22.0/0.7 Stat |  S(A-)=79.6/0.7 Acid |  S(AH)=83.6/0.1  69BEN/CRU

----

79BAR/SCO #  Datum: DacidG= 368.1/2.0 IMRE | HOF(A-)=-58.9/2.0 Acid p:9

DacidH(AH)= 374.7/2.0 G+TS EA(ev)= 1.875 DaffH(X..Y-)= 42.0/2.0 A-IN

----

93HAA/HAR    Datum: DacidH(AH)= 374.5/2.0 CIDC p:8

DacidG(AH)= 367.9/2.0 H-TS

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ibuoz.zaf]

W1U        |-59.5  |376.6|369.7| 1.829|-70.2  |-17.0  |23.1|105.3

CBS-QB3    |-58.0  |375.5|368.6| 1.866|-67.8  |-14.7  |23.2|105.2

G3MP2B3    |-58.2  |376.7|369.8| 1.843|-67.7  |-15.3  |23.2|104.5

G3MP2B3+   |-58.9  |376.2|369.1| 1.869|-67.9  |-15.5  |23.7|104.6

G4MP2      |-58.0  |376.6|369.7| 1.763|-67.4  |-16.9  |23.1|102.6

M062X/Def2T|-53.1  |377.3|370.2|      |-65.7  |       |23.8|     

B3/6-311++G|-45.4  |373.6|366.5| 1.742|-51.8  |-4.9   |23.9|99.0 

++++++++++++++++++++++++++++++++

tBuO-

C4H9O  mw:73.066 Anion CAS: Z-16331-65-0 fg:30 cnt:529

HOF(A.)= -21.7/1.0 D+AH          | BDE(A-H)= 105.1/1.0  82MCM/GOL    

HOF(AH)= -74.7/0.2  94PED/       |

DacidS=22.0/0.7 Stat |  S(A-)=74.0/0.7 Acid |  S(AH)=78.0/0.1  69BEN/CRU

----

00RAM/DAV    Datum: EA=1.909(4) eV LPES p:9

DacidG(AH)= 368.1/1.0 H-TS| DacidH(AH)= 374.7/1.4 D-EA

----

79BAR/SCO #  Datum: DacidG= 368.0/2.0 IMRE | HOF(A-)=-65.8/2.0 Acid p:9

DacidH(AH)= 374.6/2.0 G+TS EA(ev)= 1.914

----

02ERV/DET    Datum: DacidH(AH)= 376.0/0.6 CIDC p:8

----

82ELL/ENG    Datum: EA=1.912(55) eV LPES p:8

----

99DET/ERV    Datum: DacidH(AH)= 376.0/0.7 CIDT p:7

----

93HAA/HAR    Datum: DacidH(AH)= 374.3/2.0 CIDC p:7

Both metastable and 50 eV collision energy.

----

78JAN/ZIM    Datum: EA=1.87(1) eV PD   p:6

----

75REE/BRA    Datum: EA=< 1.87(4) eV PD   [43.1(9) kcal] p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuo.zaf]

W1U        |-66.2  |376.5|369.0| 1.931|-76.9  |-21.7  |25.0|107.3

CBS-QB3    |-65.4  |375.3|367.7| 1.967|-74.9  |-20.0  |25.3|107.0

G3MP2B3    |-65.7  |376.1|368.6| 1.974|-74.6  |-20.2  |25.2|106.5

G3MP2B3+   |-66.2  |375.9|368.6| 1.983|-74.9  |-20.4  |24.4|106.6

G4MP2      |-65.5  |375.9|368.4| 1.905|-74.2  |-21.6  |25.1|104.7

M062X/Def2T|-58.4  |378.5|371.3| 1.691|-72.3  |-19.4  |24.2|104.9

B3/6-311++G|-50.8  |373.8|366.5| 1.833|-57.3  |-8.4   |24.6|101.0

++++++++++++++++++++++++++++++++

HO(CH2)4O-

C4H9O2  mw:89.061 Anion CAS: Z-44426-08-6 fg:31 cnt:2459

HOF(A.)= -50.6/2.5 D+AH          | BDE(A-H)= 104.0/2.0 Est2          

HOF(AH)= -102.5/1.6  94PED/      |

DacidS=22.6/3.0 Calc |  S(A-)=91.8/3.2 Acid |  S(AH)=95.2/1.0 GpAd 93SP

----

93CRO/BAR #  Datum: DacidG= 354.6/2.0 IMRE | HOF(A-)=-106.8/2.7 Acid p:9

DacidH(AH)= 361.3/2.2 G+TS EA(ev)= 2.440

.DELTA.acidG at 80xC. The entropy of acidity was revised from the original, based on composite computational values(18BAR/).

----

84HOU/TAB #  Datum: DacidG= 360.2/0.3 CIDC p:7

DacidH(AH)= 366.9/0.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj4o-c.zaf]

CBS-QB3    |-114.3 |356.0|349.3|      |-104.5 |       |22.3|     

G3MP2B3    |-113.0 |357.6|350.8| 2.756|-103.4 |-49.2  |22.8|106.4

G3MP2B3+   |-113.1 |357.8|351.1|      |-103.7 |       |22.7|     

G4MP2      |-112.4 |357.5|350.8|      |-102.7 |       |22.6|     

G4MP2      |-112.4 |357.5|350.8|      |-102.7 |       |22.6|     

M062X/Def2T|-111.2 |356.4|349.9| 2.649|-102.8 |-48.9  |21.8|106.0

B3/6-311++G|-96.3  |353.3|348.1| 2.601|-82.3  |-35.3  |17.5|99.1 

++++++++++++++++++++++++++++++++

tBuOO-

C4H9O2  mw:89.061 Anion CAS: Z-35683-45-5 fg:42 cnt:4463

HOF(A.)= -25.9/2.3 D+AH          | BDE(A-H)= 84.9/2.2 D-EA           

HOF(AH)= -58.8/1.2  94PED/       |

DacidS=25.9/1.0 Stat | 

----

17DEV/WEI2   Datum: EA=1.1962(20) eV SEVI p:9

First neutral excited state is 0.9602(20) eV higher.

----

98CLI/WEN2   Datum: DacidG= 363.2/2.0 IMRE | HOF(A-)=-53.5/2.4 Acid p:9

DacidH(AH)= 370.9/2.0 G+TS

----

98CLI/WEN2   Datum: EA=1.196(11) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuoo.zaf]

CBS-QB3    |-53.5  |370.5|363.5| 1.206|-58.3  |-25.6  |23.5|84.8 

G3MP2B3    |-52.1  |371.6|364.7| 1.194|-56.5  |-24.4  |23.2|84.1 

G3MP2B3+   |-52.7  |371.1|363.9| 1.220|-56.6  |-24.6  |24.4|84.2 

G4MP2      |-51.6  |371.3|364.4| 1.100|-55.7  |-26.1  |23.2|81.7 

M062X/Def2T|-46.5  |372.3|364.8| 0.976|-54.2  |-24.1  |25.4|82.1 

B3/6-311++G|-34.5  |368.7|361.5| 1.108|-36.0  |-9.0   |24.3|79.1 

++++++++++++++++++++++++++++++++

MeCH(OH)(CH2)2O-

C4H9O2  mw:89.061 Anion CAS: A-626-95-9 fg:31 cnt:9883

HOF(AH)= -103.5/0.7  94PED/      |

DacidS=20.0/3.0 Calc | 

----

84HOU/TAB    Datum: DacidG= 361.9/2.0 CIDC | HOF(A-)=-101.3/2.3 Acid p:7

DacidH(AH)= 367.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hojjxroc.zaf]

CBS-QB3    |-116.1 |356.5|350.3| 2.671|-106.9 |-54.2  |20.7|104.8

G3MP2B3    |-115.0 |360.2|353.4| 2.644|-107.9 |-53.6  |22.8|106.4

M062X/Def2T|-111.4 |357.2|351.0| 2.464|-104.0 |-54.2  |21.0|101.9

B3/6-311++G|-97.1  |356.1|350.0| 2.472|-85.9  |-39.7  |20.3|98.3 

++++++++++++++++++++++++++++++++

MeCH(OH)CH(Me)O-

C4H9O2  mw:89.061 Anion CAS: A-513-85-9 fg:31 cnt:9884

HOF(AH)= -115.3/0.8  94PED/      |

DacidS=22.0/3.0 Calc | 

----

84HOU/TAB    Datum: DacidG= 361.7/2.0 CIDC | HOF(A-)=-112.7/2.3 Acid p:7

DacidH(AH)= 368.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rxohxro.zaf]

CBS-QB3    |-116.6 |360.5|354.0| 2.540|-111.4 |-57.8  |21.9|105.7

G3MP2B3    |-115.5 |361.9|355.3| 2.522|-110.1 |-57.0  |22.0|105.2

G3MP2B3+   |-115.6 |362.1|355.5| 2.514|-110.5 |-57.3  |22.1|105.2

G4MP2      |-114.7 |361.7|355.4| 2.429|-109.3 |-58.5  |21.3|102.9

M062X/Def2T|-111.1 |362.7|356.1| 2.296|-109.1 |-57.8  |22.2|103.4

B3/6-311++G|-97.2  |359.1|352.5| 2.403|-89.0  |-41.5  |22.1|99.6 

++++++++++++++++++++++++++++++++

H2O..iPrCO2-

C4H9O3  mw:105.056

Core ion CAS: Z-5711-69-3 Solvent: 7732-18-5 fg:234 cnt:1533

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/SIE2   Datum: DaffG= 8.8/1.6 IMRE p:8

DaffH(X..Y-)= 15.7/1.7 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprco2w.zcf]

CBS-QB3    |-207.5 | 14.5|  5.5| 30.5|-58.2  |-134.8 

G3MP2B3    |-206.2 | 14.1|  5.1| 30.2|-57.6  |-134.5 

G3MP2B3+   |-206.9 | 14.5|  6.8| 25.8|-57.6  |-134.8 

G4MP2      |-205.2 | 14.3|  5.2| 30.5|-57.5  |-133.3 

M062X/Def2T|-202.1 | 16.8|  7.8| 30.2|-53.6  |-131.6 

B3/6-311++G|-186.8 | 14.6|  7.4| 24.1|-54.2  |-118.0 

++++++++++++++++++++++++++++++++

EtOH..MeCO2-

C4H9O3  mw:105.056

Core ion CAS: Z-71-50-1 Solvent: 64-17-5 fg:234 cnt:1529

HOF(solv)= -56.2/0.1 neut 94PED/   

----

86MEO/SIE2   Datum: DaffG= 11.9/1.6 TDAs p:8

DaffH(X..Y-)= 20.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [acohoet.zcf]

CBS-QB3    |-198.3 | 19.2|  9.2| 33.4|-56.5  |-122.6 

G3MP2B3    |-195.8 | 18.6|  8.9| 32.5|-55.8  |-121.4 

G3MP2B3+   |-196.2 | 18.7|  9.0| 32.4|-56.0  |-121.5 

G4MP2      |-194.7 | 18.1|  7.9| 34.2|-55.6  |-121.1 

M062X/Def2T|-194.3 | 21.1| 10.6| 35.3|-54.5  |-118.7 

B3/6-311++G|-180.0 | 17.3|  7.9| 31.7|-48.6  |-114.0 

++++++++++++++++++++++++++++++++

H2O..nPrCO2-

C4H9O3  mw:105.056

Core ion CAS: Z-461-55-2 Solvent: 7732-18-5 fg:234 cnt:4859

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00VII/REI    Datum: DaffG= 8.6/0.2 IMRE | HOF(A-)=-190.7/4.3 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wprco2-a.zcf]

CBS-QB3    |-209.2 | 17.0|  8.3| 29.1|-58.2  |-134.1 

G3MP2B3    |-207.5 | 17.7|  8.4| 31.3|-57.6  |-132.2 

G3MP2B3+   |-207.9 | 16.6|  8.7| 26.5|-57.6  |-133.7 

G4MP2      |-206.1 | 15.9|  7.2| 29.1|-57.5  |-132.7 

M062X/Def2T|-203.2 | 18.7| 10.9| 26.4|-53.6  |-130.9 

B3/6-311++G|-189.0 | 17.1|  9.3| 26.4|-54.2  |-117.8 

++++++++++++++++++++++++++++++++

H2O..{MeCO2H}..MeCO2-

C4H9O5  mw:137.046 fg:234 cnt:6715

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99MEO/ELM    Datum: DaffG= 5.2/2.2 TDAs | HOF(A-)=-202.3/1.4 AfIN p:8

DaffH(X..Y-)= 11.8/0.7 TDAs

++++++++++++++++++++++++++++++++

(H2O)2..HO2CCH2CH2CO2-

C4H9O6  mw:153.040 fg:237 cnt:3251

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.0/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

tBuS-

C4H9S  mw:89.043 Anion CAS: Z-20733-19-1 fg:53 cnt:656

HOF(A.)=   7.3/2.2 D+AH          | BDE(A-H)= 87.2/2.1 D-EA           

HOF(AH)= -26.2/0.2  94PED/       |

DacidS=22.8/1.4 A-AH |  S(A-)=77.0/1.0 Isoe 93SP |  S(AH)=80.2/1.0  69BEN/CRU

----

80JAN/REE    Datum: EA=2.07(2) eV LPD  p:9

----

79BAR/SCO #  Datum: DacidG= 346.2/2.0 IMRE | HOF(A-)=-38.9/2.1 Acid p:8

DacidH(AH)= 353.0/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbus.zaf]

W1U        |-41.7  |353.0|346.1| 2.123|-28.8  |7.4    |23.3|88.4 

CBS-QB3    |-40.9  |351.8|344.9| 2.160|-27.0  |9.1    |23.4|88.2 

G3MP2B3    |-42.0  |352.6|345.7| 2.170|-27.4  |8.3    |23.4|87.8 

G3MP2B3+   |-42.1  |352.6|345.7| 2.170|-27.6  |8.1    |23.3|87.8 

G4MP2      |-41.9  |353.1|346.1| 2.083|-27.8  |6.4    |23.3|86.2 

M062X/Def2T|-34.1  |354.8|347.9| 1.923|-24.1  |10.4   |22.9|86.6 

B3/6-311++G|-21.4  |352.0|345.1| 2.054|-6.2   |26.1   |23.4|84.4 

++++++++++++++++++++++++++++++++

nBuS-

C4H9S  mw:89.043 Anion CAS: Z-20733-16-8 fg:53 cnt:655

HOF(A.)=  13.7/2.3 D+AH          | BDE(A-H)= 86.9/2.1 D-EA           

HOF(AH)= -21.0/0.3  94PED/       |

DacidS=21.2/1.4 A-AH |  S(A-)=84.9/1.0 Isoe 93SP |  S(AH)=89.7/1.0 GpAd 93SP

----

88TAF/BOR    Datum: DacidG= 347.4/2.0 IMRE | HOF(A-)=-33.0/2.1 Acid p:9

DacidH(AH)= 353.7/2.0 G+TS

----

80JAN/REE    Datum: EA=2.03(2) eV LPD  p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbus-ga.zaf]

W1U        |-35.8  |354.3|347.4|      |-24.2  |       |23.1|     

CBS-QB3    |-34.0  |     |     | 2.053|       |13.5   |    |     

G3MP2B3    |-34.9  |354.2|347.3| 2.053|-21.9  |12.6   |23.1|86.6 

G3MP2B3+   |-35.1  |354.2|347.3| 2.054|-22.1  |12.5   |23.3|86.7 

G4MP2      |-34.7  |     |     | 1.959|       |10.7   |    |     

M062X/Def2T|-28.6  |355.1|347.9| 1.878|-19.0  |14.7   |24.2|85.8 

B3/6-311++G|-18.2  |     |     | 1.948|       |26.9   |    |     

++++++++++++++++++++++++++++++++

iBuS-

C4H9S  mw:89.043 Anion CAS: Z-20733-17-9 fg:53 cnt:1194

HOF(A.)=  11.7/2.3 D+AH          | BDE(A-H)= 87.1/2.3 Est2           

HOF(AH)= -23.3/0.2  94PED/       |

DacidS=21.3/1.4 A-AH |  S(A-)=82.3/1.0 Isoe 93SP |  S(AH)=87.0/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 346.8/2.0 IMRE | HOF(A-)=-35.8/2.1 Acid p:9

DacidH(AH)= 353.2/2.0 G+TS EA(ev)= 2.062

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ibus-ag.zaf]

W1U        |-37.9  |353.9|346.9|      |-25.9  |       |23.4|     

G3MP2B3    |-37.2  |353.9|346.9| 2.059|-23.9  |10.3   |23.3|86.4 

G3MP2B3+   |-37.4  |353.9|346.9| 2.061|-24.1  |10.1   |23.7|86.4 

M062X/Def2T|-30.7  |355.6|348.5| 1.808|-21.6  |11.2   |23.7|84.9 

++++++++++++++++++++++++++++++++

HS(CH2)4S-

C4H9S2  mw:121.015 Anion CAS: Z-170704-65-1 fg:54 cnt:5315

HOF(A.)=  19.4/5.1 D+AH          | BDE(A-H)= 83.4/2.4 D-EA           

HOF(AH)= -11.9/1.0 GpAd 93SP     |

DacidS=8.0/3.0 Est2 01KAR/WU |  S(A-)=84.7/3.2 Acid |  S(AH)=102.7/1.0 GpAd 93SP

----

01KAR/WU     Datum: EA=2.30(3) eV LPD  [53.0(6) kcal] p:9

----

01KAR/WU     Datum: DacidG= 341.6/2.1 IMRE | HOF(A-)=-33.6/2.5 Acid p:9

DacidH(AH)= 344.0/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsj4s-c.zaf]

CBS-QB3    |-33.1  |346.6|340.9| 2.351|-14.0  |21.7   |19.3|87.9 

G3MP2B3    |-33.7  |347.5|341.5| 2.350|-14.0  |21.2   |20.2|87.3 

G3MP2B3+   |-33.9  |347.4|341.6| 2.357|-14.1  |21.1   |19.6|87.4 

G4MP2      |-34.0  |348.0|342.4| 2.235|-14.8  |18.3   |18.8|85.2 

M062X/Def2T|-29.5  |347.2|341.6| 2.199|-12.0  |22.4   |18.7|86.4 

B3/6-311++G|-9.3   |346.8|340.9| 2.248|11.2   |43.2   |19.5|84.1 

++++++++++++++++++++++++++++++++

Et2BF..F-

C4H10BF2  mw:107.085 Anion CAS: Z-63599-28-0 fg:481 cnt:1021

HOF(solv)=-116.0/2.0 Est5          

----

77MUR/BEA2   Datum: DaffH= 64.0 IMRB | HOF(A-)=-239.4/2.1 AfIN p:7

Fluoride Affinity: iPr3B > Et2BF > Et3B.
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 51.5/5.0 IMRE p:4

DaffH(X..Y-)= 58.0/5.0 G+TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 56-57 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [et2bf2.zcf]

CBS-QB3    |-240.7 | 68.6| 59.2| 31.3|-113.1 |-59.0  

G3MP2B3    |-240.0 | 66.7| 56.6| 34.3|-113.2 |-60.1  

G3MP2B3+   |-240.4 | 66.9| 56.9| 33.5|-113.4 |-60.1  

G4MP2      |-238.2 | 64.4| 54.8| 32.0|-111.8 |-62.0  

M062X/Def2T|-241.4 | 78.4| 68.1| 34.4|-117.1 |-45.9  

B3/6-311++G|-220.5 | 48.9| 49.2| 33.7|-99.8  |-61.5  

++++++++++++++++++++++++++++++++

tBuOH..Br-

C4H10BrO  mw:152.992

Core ion CAS: Z-24959-67-9 Solvent: 75-65-0 fg:483 cnt:4898

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 8.6/0.5 TDAs | HOF(A-)=-141.3/0.4 AfIN p:8

DaffH(X..Y-)= 15.8/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuohbr.zcf]

CBS-QB3    |-149.2 | 19.0| 12.2| 23.1|-74.9  |-55.2  

G3MP2B3    |-142.3 | 15.2|  8.3| 23.1|-74.6  |-52.5  

G3MP2B3+   |-142.7 | 15.4|  8.4| 23.6|-74.9  |-52.5  

G4MP2      |-141.2 | 14.9|  7.9| 23.5|-74.2  |-52.1  

M062X/Def2T|-139.0 | 17.8| 10.4| 24.7|-72.3  |-49.0  

B3/6-311++G|-125.9 | 12.4|  5.4| 23.5|-57.3  |-56.1  

++++++++++++++++++++++++++++++++

Et2O..Cl-

C4H10ClO  mw:109.043

Core ion CAS: Z-16887-00-6 Solvent: 60-29-7 fg:482 cnt:5327

HOF(solv)= -60.2/0.2  94PED/       

----

01BOG/LEE    Datum: DaffG= 3.3/1.0 TDAs | HOF(A-)=-69.2/0.4 AfIN p:9

DaffH(X..Y-)= 9.0/0.4 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [et2ocl.zcf]

CBS-QB3    |-125.4 |  7.6|  2.1| 18.4|-61.0  |-56.7  

G3MP2B3    |-123.9 |  7.7|  2.2| 18.4|-60.0  |-56.1  

G3MP2B3+   |-123.6 |  7.2|  1.8| 18.2|-60.3  |-56.1  

G4MP2      |-122.3 |  7.8|  2.1| 18.8|-59.6  |-55.0  

M062X/Def2T|-119.8 | 11.4|  5.2| 20.8|-60.0  |-48.4  

B3/6-311++G|-109.2 | -5.4|  0.2| 17.9|-46.7  |-56.9  

++++++++++++++++++++++++++++++++

nBuOH..Cl-

C4H10ClO  mw:109.043

Core ion CAS: Z-16887-00-6 Solvent: 71-36-3 fg:482 cnt:1405

HOF(solv)= -65.7/0.1 neut 94PED/   

----

84LAR/MCM2   Datum: DaffG= 10.7/2.0 IMRE | HOF(A-)=-83.3/2.0 AfIN p:9

DaffH(X..Y-)= 17.6/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [buohcl-g.zcf]

CBS-QB3    |-140.5 | 17.9| 11.7| 20.8|-65.8  |-56.7  

G3MP2B3    |-139.4 | 17.5| 11.1| 21.5|-65.7  |-56.1  

G3MP2B3+   |-139.4 | 16.8| 10.6| 20.9|-66.5  |-56.1  

G4MP2      |-138.1 | 17.8| 11.2| 21.9|-65.4  |-55.0  

M062X/Def2T|-134.9 | 22.5| 15.2| 24.4|-64.0  |-48.4  

B3/6-311++G|-123.4 |  4.7|  9.4| 20.8|-50.9  |-56.9  

++++++++++++++++++++++++++++++++

tBuOH..Cl-

C4H10ClO  mw:109.043

Core ion CAS: Z-16887-00-6 Solvent: 75-65-0 fg:482 cnt:1369

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 11.6/1.1 TDAs | HOF(A-)=-94.9/0.4 AfIN p:9

DaffH(X..Y-)= 20.2/0.4 TDAs

----

85SIE/       Datum: DaffG= 12.3/0.3 TDAs p:8

DaffH(X..Y-)= 19.5/0.2 TDAs

----

87HIR/MIZ4   Datum: DaffG= 11.6/1.4 TDAs p:7

DaffH(X..Y-)= 19.8/1.0 TDAs

----

84LAR/MCM2   Datum: DaffG= 11.1/2.0 IMRE p:6

DaffH(X..Y-)= 18.1/2.0 G+TS

----

71YAM/KEB    Datum: DaffG= 11.1/2.0 TDAs p:5

DaffH(X..Y-)= 14.2/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuohcl.zcf]

CBS-QB3    |-150.0 | 18.4| 11.4| 23.5|-74.9  |-56.7  

G3MP2B3    |-148.6 | 17.8| 10.7| 23.8|-74.6  |-56.1  

G3MP2B3+   |-148.7 | 17.7| 10.7| 23.3|-74.9  |-56.1  

G4MP2      |-147.3 | 18.1| 10.8| 24.4|-74.2  |-55.0  

M062X/Def2T|-142.9 | 22.2| 14.7| 25.3|-72.3  |-48.4  

B3/6-311++G|-129.6 |  4.5|  8.5| 23.1|-57.3  |-56.9  

++++++++++++++++++++++++++++++++

HO(CH2)4OH..Cl-

C4H10ClO2  mw:125.037

Core ion CAS: Z-16887-00-6 Solvent: 110-63-4 fg:482 cnt:3487

HOF(solv)=-102.5/1.6 neut 94PED/   

----

95ZHA/BEG    Datum: DaffG= 17.5/1.0 TDAs | HOF(A-)=-132.7/2.3 AfIN p:8

DaffH(X..Y-)= 30.2/1.7 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hoj4ohcl.zcf]

CBS-QB3    |-187.8 | 26.5| 19.3| 24.4|-104.5 |-56.7  

G3MP2B3    |-185.7 | 26.1| 18.8| 24.3|-103.4 |-56.1  

G3MP2B3+   |-185.7 | 25.8| 18.7| 23.8|-103.7 |-56.1  

G4MP2      |-184.1 | 26.5| 19.1| 24.7|-102.7 |-55.0  

B3/6-311++G|-163.6 | 11.2| 15.0| 23.8|-84.6  |-56.9  

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)2Cl2]=

C4H10Cl2Fe4S6  mw:543.589 Anion CAS: Z-139346-61-5 fg:24 cnt:10291

----

04FU_/YAN    Datum: EA=0.52(8) eV LPES p:8

Vertical Detachment Energy:0.71(6) eV.

++++++++++++++++++++++++++++++++

tBuOH..F-

C4H10FO  mw:93.072

Core ion CAS: Z-16984-48-8 Solvent: 75-65-0 fg:481 cnt:993

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 26.0/1.4 TDAs | HOF(A-)=-167.5/1.0 AfIN p:9

DaffH(X..Y-)= 33.4/0.7 TDAs

----

83LAR/MCM    Datum: DaffG= 25.5/2.0 IMRE p:8

DaffH(X..Y-)= 33.3/2.0 G+TS

----

99DET/ERV    Datum: DaffH= 32.7/2.2 CIDT p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [tbuohf.zcf]

W1U        |-171.4 | 34.4| 26.4| 26.7|-76.9  |-60.1  | 3.268

CBS-QB3    |-169.0 | 35.1| 26.9| 27.7|-74.9  |-59.0  | 3.254

G3MP2B3    |-167.8 | 33.1| 24.6| 28.5|-74.6  |-60.1  | 3.245

G3MP2B3+   |-168.8 | 33.9| 26.3| 25.3|-74.9  |-60.1  | 3.247

G4MP2      |-166.9 | 30.7| 22.0| 29.0|-74.2  |-62.0  | 3.131

M062X/Def2T|-163.2 | 45.0| 36.9| 27.1|-72.3  |-45.9  | 3.128

B3/6-311++G|-152.3 | 23.1| 26.0| 25.0|-57.3  |-61.5  | 3.168

++++++++++++++++++++++++++++++++

nBuOH..F-

C4H10FO  mw:93.072

Core ion CAS: Z-16984-48-8 Solvent: 71-36-3 fg:481 cnt:1038

HOF(solv)= -65.7/0.1 neut 94PED/   

----

83LAR/MCM    Datum: DaffG= 24.5/2.0 IMRE | HOF(A-)=-157.3/2.1 AfIN p:9

DaffH(X..Y-)= 32.2/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nbuohf-g.zcf]

CBS-QB3    |-160.3 | 35.8| 27.6| 27.4|-65.5  |-59.0  

G3MP2B3    |-159.2 | 33.4| 25.4| 26.9|-65.7  |-60.1  

G3MP2B3+   |-159.6 | 33.6| 26.2| 24.7|-66.0  |-60.1  

G4MP2      |-158.3 | 31.2| 22.9| 27.7|-65.2  |-62.0  

M062X/Def2T|-155.0 | 45.4| 37.5| 26.6|-63.7  |-45.9  

B3/6-311++G|-146.1 | 23.4| 26.3| 25.3|-50.8  |-61.5  

++++++++++++++++++++++++++++++++

nBuOD..F-

C4H9DFO  mw:94.078

Core ion CAS: Z-16984-48-8 Solvent: 4712-38-3 fg:481 cnt:6535

HOF(solv)= -65.7/0.1 neut 94PED/   

----

92WIL/SZU    Datum: DaffG= 24.1/2.0 IMRE p:8

Reported relative to ROH.bullet..bullet.F-, 0.5 kcal/mol weaker.

++++++++++++++++++++++++++++++++

tBuOD..F-

C4H9DFO  mw:94.078

Core ion CAS: Z-16984-48-8 Solvent: 3972-25-6 fg:481 cnt:6536

HOF(solv)= -74.7/0.2 neut 94PED/   

----

92WIL/SZU    Datum: DaffG= 25.1/2.0 IMRE p:8

Reported relative to ROH.bullet..bullet.F-, 0.5 kcal/mol weaker.

++++++++++++++++++++++++++++++++

EtOH..FCH2CH2O-

C4H10FO2  mw:109.067

Core ion CAS: Z-74279-90-6 Solvent: 64-17-5 fg:232 cnt:11563

HOF(solv)= -56.2/0.1 neut 94PED/   

----

22KOS/RAH    Datum: DaffG= 14.1/3.1 IMRE p:6

Anchored to .DELTA.affG for EtOH..EtO- in 86MEO/SIE2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fjjohoet.zcf]

CBS-QB3    |-178.6 | 25.4| 16.3| 30.3|-56.5  |-96.7  

G3MP2B3    |-175.7 | 24.4| 14.9| 31.8|-55.8  |-95.5  

G3MP2B3+   |-175.8 | 23.9| 16.4| 25.5|-56.0  |-95.9  

G4MP2      |-174.3 | 23.7| 14.0| 32.4|-55.6  |-95.0  

M062X/Def2T|-175.2 | 29.7| 19.1| 35.4|-54.5  |-91.0  

B3/6-311++G|-160.8 | 22.9| 15.3| 25.5|-48.6  |-89.3  

++++++++++++++++++++++++++++++++

tBuOH..SF6-

C4H10F6OS  mw:220.036

Core ion CAS: Z-25031-39-4 Solvent: 75-65-0 fg:24 cnt:11020

HOF(solv)= -74.7/0.2 neut 94PED/   

----

86SIE/       Datum: DaffG= 5.7/0.3 TDAs p:8

DaffH(X..Y-)= 14.1/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sf6hotbu.zcf]

G3MP2B3    |-394.5 | 13.6|  3.7| 33.3|-74.6  |-306.2 

++++++++++++++++++++++++++++++++

Fe2S2(SEt)2-

C4H10Fe2S4  mw:297.837 Anion CAS: Z-848737-60-0 fg:24 cnt:10374

----

05FU_/NIU    Datum: EA=3.14(5) eV LPES p:8

Vertical Detachment Energy:3.30(5) eV.

++++++++++++++++++++++++++++++++

[Fe2S2(SEt)2]-

C4H10Fe2S4  mw:297.837 Anion CAS: Z-848737-60-0 fg:24 cnt:11329

----

05FU_/YAN    Datum: EA=3.17(6) eV LPES p:8

Vertical Detachment Energy:3.31(6) eV.

++++++++++++++++++++++++++++++++

tBuOH..I-

C4H10IO  mw:200.978

Core ion CAS: Z-20461-54-5 Solvent: 75-65-0 fg:484 cnt:1465

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 6.2/0.9 TDAs | HOF(A-)=-132.8/0.4 AfIN p:9

DaffH(X..Y-)= 13.1/0.3 TDAs

----

84CAL/KEB    Datum: DaffG= 6.5/1.0 TDAs p:7

DaffH(X..Y-)= 12.1/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuohi.zc0]

M062X/Def2T|-129.6 | 13.7|  6.4| 24.2|-72.3  |-43.7  

++++++++++++++++++++++++++++++++

tBuNH-

C4H10N  mw:72.082 Anion CAS: Z-54448-42-9 fg:43 cnt:11646

HOF(A.)=  12.4/5.2               | BDE(A-H)= 93.3/2.0  02LAL/ALL     

HOF(AH)= -28.8/0.2  94PED/       |

DacidS=24.7/2.0 Stat | 

----

92DAM/KRE    Datum: DacidG= 389.2/2.7 kfkr | HOF(A-)=2.0/2.8 Acid p:8

DacidH(AH)= 396.6/2.8 G+TS EA(ev)= 0.448

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbunh.zaf]

W1U        |-1.1   |395.6|387.9| 0.844|-30.9  |18.4   |25.9|101.3

CBS-QB3    |1.0    |394.6|386.9| 0.881|-27.9  |21.3   |26.1|101.4

G3MP2B3    |-1.1   |394.4|386.6| 0.921|-28.3  |20.2   |26.0|100.6

G3MP2B3+   |-1.4   |394.3|386.6| 0.927|-28.5  |20.0   |26.0|100.6

G4MP2      |-1.7   |394.1|386.3| 0.855|-28.6  |18.1   |26.1|98.8 

M062X/Def2T|9.3    |399.2|391.6| 0.574|-25.2  |22.6   |25.7|100.0

B3/6-311++G|12.9   |394.4|386.6| 0.776|-14.2  |30.8   |26.0|97.2 

++++++++++++++++++++++++++++++++

Et2NO-

C4H10NO  mw:88.077 Anion CAS: Z-137256-17-8 fg:39 cnt:620

HOF(A.)= -11.7/2.0 D+AH          | BDE(A-H)= 69.5/2.0  78CAC/LIS     

HOF(AH)= -29.1/0.2  90STE/CHI    |

DacidS=22.0/2.0 Stat | 

----

83BAR/BAS    Datum: DacidG= 364.0/2.0 IMRE | HOF(A-)=-24.2/2.1 Acid p:8

DacidH(AH)= 370.6/2.1 G+TS EA(ev)= 0.544

See also 73MAH/MEN, 96BOR/LIU for supporting Bond Dissociation Energy values.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [et2nofg.zaf]

W1U        |-23.9  |373.2|366.0|      |-31.2  |       |23.9|     

CBS-QB3    |-23.2  |372.4|365.4| 0.654|-29.9  |-7.8   |23.5|74.1 

G3MP2B3    |-22.3  |373.5|366.5| 0.701|-28.6  |-5.9   |23.5|74.8 

G3MP2B3+   |-22.6  |367.8|361.1| 0.733|-23.2  |-5.4   |22.7|69.9 

G4MP2      |-22.5  |373.1|366.1| 0.610|-28.4  |-8.1   |23.5|72.4 

M062X/Def2T|-15.9  |376.1|368.9| 0.329|-27.3  |-8.0   |24.0|71.4 

B3/6-311++G|-9.8   |362.5|356.3| 0.534|-5.0   |2.8    |21.1|59.9 

++++++++++++++++++++++++++++++++

tBuOH..NO2-

C4H10NO3  mw:120.067

Core ion CAS: Z-14797-65-0 Solvent: 75-65-0 fg:488 cnt:1771

HOF(solv)= -74.7/0.2 neut 94PED/   

----

85SIE/       Datum: DaffG= 10.8/0.3 TDAs | HOF(A-)=-138.5/0.3 AfIN p:8

DaffH(X..Y-)= 19.6/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuohno2.zcf]

CBS-QB3    |-139.9 | 18.5|  9.1| 31.7|-74.9  |-46.5  

G3MP2B3    |-137.5 | 18.4|  8.8| 32.2|-74.6  |-44.4  

G3MP2B3+   |-137.6 | 18.1|  9.3| 29.7|-74.9  |-44.6  

G4MP2      |-136.6 | 17.4|  7.5| 33.2|-74.2  |-45.0  

M062X/Def2T|-131.2 | 21.3| 11.9| 31.7|-72.3  |-37.6  

B3/6-311++G|-117.7 | 16.0|  7.1| 29.8|-57.3  |-44.3  

++++++++++++++++++++++++++++++++

EtOH..H2NCH2CO2-

C4H10NO3  mw:120.067

Core ion CAS: Z-23297-34-9 Solvent: 64-17-5 fg:236 cnt:7431

HOF(solv)= -56.2/0.1 neut 94PED/   

----

08NIE/ATK    Datum: DaffG= 9.8/1.0 TDAs | HOF(A-)=-191.6/2.1 AfIN p:9

DaffH(X..Y-)= 17.6/0.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [glyetoh.zcf]

CBS-QB3    |-194.0 | 17.9|  8.2| 32.4|-56.5  |-119.6 

G3MP2B3    |-191.2 | 17.3|  7.6| 32.6|-55.8  |-118.0 

G3MP2B3+   |-191.5 | 17.3|  8.4| 29.9|-56.0  |-118.2 

G4MP2      |-190.0 | 16.9|  7.1| 32.9|-55.6  |-117.6 

M062X/Def2T|-189.6 | 19.4|  9.4| 33.7|-54.5  |-115.6 

B3/6-311++G|-172.9 | 14.4|  6.1| 27.9|-48.6  |-109.9 

++++++++++++++++++++++++++++++++

(H2O)..{nPrCO2H}..NO3-

C4H10NO6  mw:168.051 fg:489 cnt:4868

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00VII/REI    Datum: DaffG= 3.8/0.2 IMRE p:5

++++++++++++++++++++++++++++++++

HCONH2..HCONMe2-.

C4H10N2O2  mw:118.075

Core ion CAS: Z-84857-57-8 Solvent: 75-12-7 fg:302 cnt:4594

HOF(solv)= -44.5/0.1 neut 69BEN/CRU

----

98DES/PER    Datum: EA=0.0097 eV Rydb p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [dmffa.zcf]

G3MP2B3    |-82.0  | 25.4| 15.4| 33.3|-44.6  |-12.1  |-0.631

M062X/Def2T|-82.6  | 26.9| 17.0| 33.0|-45.1  |-10.6  |-0.678

++++++++++++++++++++++++++++++++

(H2O)3..pyrimidine-.

C4H10N2O3  mw:134.070 fg:305 cnt:8715

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

14KEL/XU     Datum: EA=0.930(25) eV LPES p:8

DaffH(AH)=  7.1/0.8 dEA

++++++++++++++++++++++++++++++++

(H2O)3..pyridazine-.

C4H10N2O3  mw:134.070 fg:305 cnt:10070

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.09(5) eV LPES p:8

DaffH(AH)=  9.7/1.6 dEA

Vertical Detachment Energy:1.27(5) eV.

++++++++++++++++++++++++++++++++

(H2O)3..pyrazine-.

C4H10N2O3  mw:134.070 fg:305 cnt:10002

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.05(5) eV LPES p:8

DaffH(AH)=  7.4/1.6 dEA

Vertical Detachment Energy:1.32(5) eV.

++++++++++++++++++++++++++++++++

EtNO2..EtNO2-.

C4H10N2O4  mw:150.065

Core ion CAS: Z-34533-65-8 Solvent: 79-24-3 fg:301 cnt:7181

HOF(solv)= -24.4/0.1 neut 94PED/   

----

08STO/BOW    Datum: EA=0.9(2) eV LPES p:8

DaffH(AH)=  16.4/4.6 dEA

Vertical Detachment Energy:1.63(10) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etnietni.zcf]

G3MP2B3    |-71.6  | 19.3|  9.5| 32.8|-24.3  |-28.1  

G4MP2      |-75.6  | 21.3| 11.6| 32.4|-24.3  |-30.1  

++++++++++++++++++++++++++++++++

(H2O)3..uracil-.

C4H10N2O5  mw:166.060 fg:320 cnt:4600

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

25CLA/BUR    Datum: EA=0.530(50) eV LPES p:8

The EA is for a non-valence isomer. The valence isomer has EA = 1.11 eV. Vertical Detachment Energy:0.53(12) eV.

----

07EUS/WAN2   Datum: EA=0.88(5) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:1.47(5) eV.

----

98SCH/WEI    Datum: EA=0.94(10) eV LPES p:7

DaffH(AH)=  12.9/3.0 dEA

++++++++++++++++++++++++++++++++

H2NCOCH(NH2)CH(Me)OPO(OH)O-

C4H10N2O5P  mw:197.033 Anion CAS: Z-1819985-48-2 fg:41 cnt:8812

----

15STO/PLU    Datum: DacidG= 315.3/3.3 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [thrnpo3o.zaf]

CBS-QB3    |-367.3 |322.8|316.6|      |-324.4 |       |21.0|     

G3MP2B3    |-358.7 |323.9|318.1|      |-315.4 |       |19.2|     

G4MP2      |-359.9 |324.3|318.6|      |-317.0 |       |19.2|     

M062X/Def2T|-360.5 |324.3|318.1| 4.505|-320.2 |-256.4 |20.9|115.9

B3/6-311++G|-294.2 |322.3|315.7| 4.301|-249.2 |-194.8 |21.9|106.5

++++++++++++++++++++++++++++++++

(EtNO2)2..O2-.

C4H10N2O6  mw:182.054 fg:491 cnt:6405

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 6.5/3.1 TDAs | HOF(A-)=-18.1 AfIN p:8

DaffH(X..Y-)= 14.3/0.8 TDAs

++++++++++++++++++++++++++++++++

(EtNO2)2..NO2-

C4H10N3O6  mw:196.058 fg:488 cnt:6399

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 6.8/2.1 TDAs | HOF(A-)=-123.8/0.8 AfIN p:8

DaffH(X..Y-)= 14.9/0.5 TDAs

++++++++++++++++++++++++++++++++

(EtONO2)2..NO2-

C4H10N3O8  mw:228.047 fg:488 cnt:3876

HOF(solv)= -36.8/0.2  94PED/       

----

83WLO/LUC2   Datum: DaffG= 4.7/0.3 TDAs | HOF(A-)=-147.3/1.2 AfIN p:8

DaffH(X..Y-)= 8.5/0.5 TDAs

++++++++++++++++++++++++++++++++

(EtONO2)2..NO3-

C4H10N3O9  mw:244.042 fg:489 cnt:3879

HOF(solv)= -36.8/0.2  94PED/       

----

83WLO/LUC2   Datum: DaffG= 4.6/0.7 TDAs | HOF(A-)=-171.3/0.9 AfIN p:8

DaffH(X..Y-)= 7.2/0.5 TDAs

++++++++++++++++++++++++++++++++

MeCHOHCH2CH2OH-.

C4H10O2  mw:90.069 Anion CAS: N-107-88-0 fg:101 cnt:5056

HOF(A.)= -103.5/0.7  94PED/      |

----

01CAR/DES    Datum: EA=0.008(1) eV Rydb | HOF(A-)=-103.7/0.7 R-EA p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rxohjjoh.zzf]

G3MP2B3    |-67.3  |     |     |-1.749|       |-107.9 |    |     

++++++++++++++++++++++++++++++++

(H2O)3..O2C(CH2)2CO2=

C4H10O7  mw:170.044 fg:237 cnt:10301

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=1.32(32) eV LPES p:7

DaffH(AH)=  7.1/10.9 dEA

++++++++++++++++++++++++++++++++

EtSSEt-.

C4H10S2  mw:122.023 Anion CAS: Z-91603-20-2 fg:101 cnt:5107

HOF(A.)= -17.9/0.2  94PED/       |

----

01CAR/LEC    Datum: EA=1.90 eV LPES p:9

The stated EA is the Vertical Detachment Energy. Adiabtic electron affinity estimated as bound, but only by ca 0.1 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etsset.zzf]

CBS-QB3    |-25.7  |     |     | 0.342|       |-18.2  |    |     

G3MP2B3    |-24.4  |     |     | 0.318|       |-17.5  |    |     

G3MP2B3+   |-24.6  |     |     | 0.323|       |-17.6  |    |     

G4MP2      |-27.0  |     |     | 0.364|       |-19.0  |    |     

M062X/Def2T|-22.2  |     |     | 0.212|       |-17.6  |    |     

B3/6-311++G|-8.3   |     |     | 0.768|       |8.9    |    |     

++++++++++++++++++++++++++++++++

Me2N(BH3)CH2CO2-

C4H11BNO2  mw:116.089 Anion CAS: Z-917601-75-3 fg:38 cnt:6863

DacidS=22.6/2.0 Stat | 

----

06REN/       Datum: DacidG= 322.1/1.9 CIDC p:9

DacidH(AH)= 328.8/1.9 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2njco2b.zaf]

G3MP2B3    |-132.0 |335.0|326.0|      |-99.7  |       |30.0|     

G3MP2B3+   |-132.4 |334.8|325.7|      |-100.0 |       |30.5|     

G4MP2      |-131.0 |335.2|326.3|      |-99.1  |       |30.1|     

M062X/Def2T|-136.8 |332.6|323.7| 3.511|-104.7 |-54.9  |30.0|101.9

B3/6-311++G|-115.7 |331.1|322.1| 3.640|-79.5  |-33.9  |30.2|97.7 

++++++++++++++++++++++++++++++++

{H2O}2..aspartic acid..Cu-.

C4H11CuNO6  mw:231.989 fg:201 cnt:9103

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10LI_/WAN    Datum: EA=2.2(1) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe2S2(SEt)(SCH2CH2NH2)-

C4H11Fe2NS2  mw:248.904 Anion CAS: Z-848737-61-1 fg:24 cnt:10375

----

05FU_/NIU    Datum: EA=2.79(5) eV LPES p:8

Vertical Detachment Energy:2.96(5) eV.

++++++++++++++++++++++++++++++++

[(H2O)2..GlyGly-H]-)

C4H11N2O5  mw:167.067 fg:236 cnt:6698

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04LIU/WYT    Datum: DaffG= 5.0 TDEq | HOF(A-)=-115.4/0.3 AfIN p:8

DaffH(X..Y-)= 9.5/0.3 TDEq

++++++++++++++++++++++++++++++++

(H2O)3..cytosine-.

C4H11N3O4  mw:165.076 fg:320 cnt:4610

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98SCH/WEI    Datum: EA=0.69(10) eV LPES p:8

DaffH(AH)=  4.6/3.3 dEA

++++++++++++++++++++++++++++++++

(MeNO2)3..CH2NO2-

C4H11N4O8  mw:243.058 fg:270 cnt:6420

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 3.1/2.1 TDAs | HOF(A-)=-95.1/1.0 AfIN p:8

DaffH(X..Y-)= 12.6/0.5 TDAs

++++++++++++++++++++++++++++++++

tBuOH..HS-

C4H11OS  mw:107.054

Core ion CAS: Z-15035-72-0 Solvent: 75-65-0 fg:203 cnt:2266

HOF(solv)= -74.7/0.2 neut 94PED/   

----

89SIE/MEO    Datum: DaffG= 10.9/1.2 TDAs | HOF(A-)=-110.8/0.4 AfIN p:8

DaffH(X..Y-)= 16.8/0.3 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuohsh.zcf]

CBS-QB3    |-113.0 | 17.1|  9.3| 26.0|-74.9  |-21.1  

G3MP2B3    |-113.0 | 17.0|  9.1| 26.7|-74.6  |-21.3  

G3MP2B3+   |-113.1 | 17.0|  9.3| 26.0|-74.9  |-21.3  

G4MP2      |-112.0 | 17.8|  9.7| 27.1|-74.2  |-20.0  

M062X/Def2T|-106.0 | 21.3| 13.1| 27.3|-72.3  |-12.5  

B3/6-311++G|-91.4  | 14.7|  7.2| 25.1|-57.3  |-19.4  

++++++++++++++++++++++++++++++++

iPrOH..MeS-

C4H11OS  mw:107.054

Core ion CAS: Z-17302-63-5 Solvent: 67-63-0 fg:253 cnt:2265

HOF(solv)= -65.2/0.1 neut 94PED/   

----

89SIE/MEO    Datum: DaffG= 10.2/0.8 TDAs | HOF(A-)=-82.2/0.2 AfIN p:8

DaffH(X..Y-)= 17.1/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprohsr.zcf]

CBS-QB3    |-97.7  | 17.0|  9.9| 24.0|-65.4  |-15.2  

G3MP2B3    |-97.3  | 17.0|  9.3| 25.9|-65.0  |-15.3  

G3MP2B3+   |-97.5  | 17.0|  9.3| 25.8|-65.2  |-15.3  

G4MP2      |-96.9  | 17.3|  9.4| 26.4|-64.6  |-15.0  

M062X/Def2T|-93.1  | 20.7| 12.4| 27.9|-63.3  |-9.1   

B3/6-311++G|-78.4  | 14.4|  6.7| 25.8|-53.5  |-10.5  

++++++++++++++++++++++++++++++++

EtSi(Me)2O-

C4H11OSi  mw:103.058 Anion CAS: Z-119703-40-1 fg:42 cnt:2563

HOF(A.)= -55.8/5.0 D+AH          | BDE(A-H)= 118.3/3.0 Est3 98BEC/WAL

HOF(AH)= -122.0/4.0 Est1         |

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 352.5/4.0 IMRB | HOF(A-)=-128.8/5.7 Acid p:6

DacidH(AH)= 358.9/4.1 G+TS EA(ev)= 3.166

Between pyrrole, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etsir2o.zaf]

CBS-QB3    |-124.7 |359.9|352.9|      |-118.8 |       |23.4|     

G3MP2B3    |-124.7 |360.3|353.4| 3.156|-117.8 |-51.7  |23.3|118.2

G3MP2B3+   |-125.0 |360.2|353.2| 3.163|-118.1 |-52.0  |23.5|118.2

G4MP2      |-124.3 |360.9|353.8| 3.032|-118.1 |-54.2  |23.7|116.0

M062X/Def2T|-119.2 |362.1|354.9| 2.911|-116.7 |-52.0  |24.1|116.7

B3/6-311++G|-95.3  |361.4|354.4| 2.865|-89.4  |-29.1  |23.5|112.4

++++++++++++++++++++++++++++++++

MeOH..nPrO-

C4H11O2  mw:91.076

Core ion CAS: Z-26232-83-7 Solvent: 67-56-1 fg:230 cnt:1544

HOF(solv)= -48.1/0.1 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 18.2/2.0 IMRE | HOF(A-)=-123.9/2.5 AfIN p:8

DaffH(X..Y-)= 26.9/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohonpr.zcf]

CBS-QB3    |-123.3 | 24.6| 15.9| 29.2|-48.8  |-49.9  

G3MP2B3    |-121.6 | 23.9| 15.3| 28.8|-47.8  |-49.8  

G3MP2B3+   |-121.8 | 23.4| 15.3| 27.3|-47.9  |-50.5  

G4MP2      |-121.1 | 23.8| 14.7| 30.4|-47.8  |-49.6  

M062X/Def2T|-119.5 | 28.3| 19.5| 29.4|-46.6  |-44.5  

B3/6-311++G|-108.8 | 22.7| 15.0| 26.0|-43.7  |-42.4  

++++++++++++++++++++++++++++++++

EtOH..EtO-

C4H11O2  mw:91.076

Core ion CAS: Z-16331-64-9 Solvent: 64-17-5 fg:230 cnt:1453

HOF(solv)= -56.2/0.1 neut 94PED/   

----

86MEO/SIE2   Datum: DaffG= 19.6/1.6 TDEq | HOF(A-)=-126.3/1.1 AfIN p:9

DaffH(X..Y-)= 27.6/1.0 TDEq

----

84CAL/ROZ #  Datum: DaffG= 19.0/1.6 IMRE p:7

DaffH(X..Y-)= 28.1/1.8 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etohoet.zcf]

CBS-QB3    |-126.9 | 26.9| 17.1| 32.9|-56.5  |-43.4  

G3MP2B3    |-125.0 | 26.0| 16.5| 32.0|-55.8  |-43.1  

G3MP2B3+   |-125.5 | 25.8| 17.2| 28.9|-56.0  |-43.7  

G4MP2      |-124.4 | 25.6| 15.8| 32.7|-55.6  |-43.2  

M062X/Def2T|-123.0 | 31.3| 21.1| 33.9|-54.5  |-37.3  

B3/6-311++G|-112.8 | 24.3| 16.0| 27.5|-48.6  |-40.0  

++++++++++++++++++++++++++++++++

H2O..tBuO-

C4H11O2  mw:91.076

Core ion CAS: Z-16331-65-0 Solvent: 7732-18-5 fg:230 cnt:2328

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/SIE2   Datum: DaffG= 15.0/1.9 IMRE | HOF(A-)=-81.1/2.1 AfIN p:9

DaffH(X..Y-)= 23.3/2.1 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuow.zcf]

CBS-QB3    |-144.4 | 20.9| 11.7| 30.8|-58.2  |-65.4  

G3MP2B3    |-143.6 | 20.2| 11.0| 31.0|-57.6  |-65.7  

G3MP2B3+   |-144.2 | 20.5| 12.4| 27.1|-57.6  |-66.2  

G4MP2      |-143.1 | 20.0| 10.8| 31.1|-57.5  |-65.5  

M062X/Def2T|-136.7 | 24.6| 15.5| 30.6|-53.6  |-58.4  

B3/6-311++G|-125.4 | 20.4| 12.4| 27.1|-54.2  |-50.8  

++++++++++++++++++++++++++++++++

(H2O)2..nPrCO2-

C4H11O4  mw:123.066 fg:234 cnt:4860

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00VII/REI    Datum: DaffG= 6.6/0.2 IMRE | HOF(A-)=-248.5/4.3 AfIN p:5

++++++++++++++++++++++++++++++++

(H2O)2..{MeCO2H}..MeCO2-

C4H11O6  mw:155.056 fg:234 cnt:6716

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99MEO/ELM    Datum: DaffG= 3.9/2.2 TDAs | HOF(A-)=-271.2/1.5 AfIN p:8

DaffH(X..Y-)= 11.1/0.6 TDAs

++++++++++++++++++++++++++++++++

Me3SiCH2-

C4H11Si  mw:87.064 Anion CAS: Z-88036-00-4 fg:92 cnt:1054

HOF(A.)=  -8.6/2.2 D+AH          | BDE(A-H)= 99.2/2.0  81WAL/        

HOF(AH)= -55.7/0.8  83STE/       |

DacidS=30.9/2.0 Stat |  S(A-)=91.2/2.2 Acid |  S(AH)=86.3/1.0  98JANAF

----

88WET/BRA    Datum: EA=0.950(13) eV [21.9(3) kcal] p:9

DacidH(AH)= 390.9/2.0 D-EA

----

88DAM/KAS    Datum: DacidG= 379.0/3.0 IMRB | HOF(A-)=-33.2/3.2 Acid p:8

DacidH(AH)= 388.2/3.1 G+TS

Comparable to fluorobenzene.
###### the following are "below the line": evaluated as not accurate ####

----

84DEP/DAM    Datum: DacidG= 390.7/5.0 IMRB p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jsir3.zaf]

W1U        |-26.2  |394.1|386.3| 0.918|-54.5  |-5.0   |26.4|101.6

CBS-QB3    |-22.7  |393.9|386.0| 0.939|-50.8  |-0.9   |26.4|101.9

G3MP2B3    |-25.0  |393.1|385.4| 0.998|-51.0  |-2.0   |26.0|101.1

G3MP2B3+   |-25.7  |392.8|384.8| 1.022|-51.3  |-2.2   |26.9|101.2

G4MP2      |-25.5  |393.1|385.3| 0.921|-51.3  |-4.2   |26.1|99.3 

M062X/Def2T|-18.0  |395.6|388.3| 0.760|-48.9  |-0.5   |24.5|100.6

B3/6-311++G|-3.0   |395.2|387.3| 0.828|-31.0  |16.1   |26.7|99.2 

++++++++++++++++++++++++++++++++

(EtOH)2..Au-

C4H12AuO2  mw:289.051 fg:24 cnt:11202

HOF(solv)= -56.2/0.1 neut 94PED/   

----

20WAN/HAN    Datum: EA=3.28(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(EtOH)2..Br-

C4H12BrO2  mw:171.003 fg:483 cnt:4895

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 5.7/1.9 TDAs | HOF(A-)=-188.8/0.7 AfIN p:8

DaffH(X..Y-)= 11.5/0.6 TDAs

++++++++++++++++++++++++++++++++

(MeNO2)4..Cl-

C4H12ClN4O8  mw:279.035 fg:482 cnt:6414

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 2.7/4.1 TDAs | HOF(A-)=-121.4/1.3 AfIN p:8

DaffH(X..Y-)= 9.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(EtOH)2..Cl-

C4H12ClO2  mw:127.053 fg:482 cnt:3511

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 7.3/0.5 TDAs | HOF(A-)=-145.6/0.5 AfIN p:9

DaffH(X..Y-)= 15.3/0.2 TDAs

----

87HIR/MIZ4   Datum: DaffG= 8.3/1.0 TDAs | HOF(A-)=-146.4/1.1 AfIN p:8

DaffH(X..Y-)= 16.1/1.0 TDAs

++++++++++++++++++++++++++++++++

(HOCH2CH2OH)2..Cl-

C4H12ClO4  mw:159.043 fg:482 cnt:3484

HOF(solv)= -93.7/1.0 neut 94PED/   

----

95ZHA/BEG    Datum: DaffG= 9.3/1.0 TDAs | HOF(A-)=-228.7/2.1 AfIN p:8

DaffH(X..Y-)= 15.9/1.2 TDAs

++++++++++++++++++++++++++++++++

Cl-Me4N+Cl-

C4H12Cl2N  mw:144.035

Core ion CAS: Z-16887-00-6 Solvent: 75-57-0 fg:24 cnt:11750

----

24CAO/WAN2   Datum: EA=5(10) eV LPES [5.10(10) eV] p:8

Vertical Detachment Energy: 5.18(10) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r4ncl2.zcf]

G3MP2B3    |-112.5 |     |     |     |       |       

G4MP2      |-111.1 |     |     |     |       |       

B3/6-311++G|-93.4  |     |     |     |       |       

++++++++++++++++++++++++++++++++

(MeCl)4..Cl-

C4H12Cl5  mw:234.939 fg:482 cnt:5291

HOF(solv)= -19.6/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 1.3/3.0 TDAs | HOF(A-)=-115.8/1.1 AfIN p:8

DaffH(X..Y-)= 7.6/0.2 TDAs

++++++++++++++++++++++++++++++++

(EtOH)2..F-

C4H12FO2  mw:111.083 fg:481 cnt:4889

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 12.1/0.7 TDAs | HOF(A-)=-224.9/1.0 AfIN p:8

DaffH(X..Y-)= 20.6/0.3 TDAs

++++++++++++++++++++++++++++++++

Me4SiF-

C4H12FSi  mw:107.070 Anion CAS: Z-51108-61-3 fg:61 cnt:971

HOF(solv)= -55.7/0.8 neut 83STE/   

----

85LAR/MCM    Datum: DaffG= 23.6/2.0 IMRE | HOF(A-)=-145.1/2.3 AfIN p:9

DaffH(X..Y-)= 29.9/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r4sif.zcf]

CBS-QB3    |-143.8 | 34.0| 27.3| 22.4|-50.8  |-59.0  

G3MP2B3    |-143.5 | 32.4| 24.5| 26.4|-51.0  |-60.1  

G3MP2B3+   |-143.7 | 32.3| 24.7| 25.4|-51.3  |-60.1  

G4MP2      |-145.3 | 32.0| 20.6| 38.2|-51.3  |-62.0  

M062X/Def2T|-138.2 | 43.3| 34.9| 28.4|-48.9  |-45.9  

B3/6-311++G|-115.7 | 12.9| 15.4| 26.3|-31.0  |-61.5  

++++++++++++++++++++++++++++++++

Fe(SMe)4-

C4H12FeS4  mw:243.918 Anion CAS: Z-56285-42-8 fg:24 cnt:8545

----

03YAN/WAN2   Datum: EA=3.38(5) eV LPES p:8

Vertical Detachment Energy:3.82(8) eV.

----

03NIU/WAN    Datum: EA=3.40(6) eV LPES p:8

Vertical Detachment Energy:3.80(6) eV.

++++++++++++++++++++++++++++++++

Fe2S2(SCH2CH2NH2)2-

C4H12Fe2N2S4  mw:327.859 Anion CAS: Z-848737-62-2 fg:24 cnt:10376

----

05FU_/NIU    Datum: EA=2.24(6) eV LPES p:8

Vertical Detachment Energy:2.46(6) eV.

++++++++++++++++++++++++++++++++

(EtOH)2..I-

C4H12IO2  mw:218.989 fg:484 cnt:4901

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 4.4/0.6 TDAs | HOF(A-)=-180.9/0.4 AfIN p:8

DaffH(X..Y-)= 10.5/0.2 TDAs

++++++++++++++++++++++++++++++++

(H2O)4..pyrimidine-.

C4H12N2O4  mw:152.080 fg:305 cnt:8716

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

14KEL/XU     Datum: EA=1.160(25) eV LPES p:8

DaffH(AH)=  5.3/0.8 dEA

++++++++++++++++++++++++++++++++

(H2O)4..pyridazine-.

C4H12N2O4  mw:152.080 fg:305 cnt:10000

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.30(5) eV LPES p:8

DaffH(AH)=  4.8/1.6 dEA

Vertical Detachment Energy:1.53(5) eV.

++++++++++++++++++++++++++++++++

(H2O)4..pyrazine-.

C4H12N2O4  mw:152.080 fg:305 cnt:10003

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.31(5) eV LPES p:8

DaffH(AH)=  6.0/1.6 dEA

Vertical Detachment Energy:1.60(5) eV.

++++++++++++++++++++++++++++++++

(H2O)4..uracil-.

C4H12N2O6  mw:184.070 fg:320 cnt:4601

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

25CLA/BUR    Datum: EA=0.60(15) eV LPES p:8

The EA is for a non-valence isomer. The valence isomer has EA = 1.24 eV. Vertical Detachment Energy:0.60(16) eV.

----

07EUS/WAN2   Datum: EA=1.10(5) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:1.69(5) eV.

----

98SCH/WEI    Datum: EA=1.13(10) eV LPES p:7

DaffH(AH)=  13.8/3.0 dEA

++++++++++++++++++++++++++++++++

(MeNO2)3..MeNO2-

C4H12N4O8  mw:244.066 fg:301 cnt:6422

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 3.8/2.1 TDAs | HOF(A-)=-28.2/0.5 AfIN p:8

DaffH(X..Y-)= 10.4/0.5 TDAs

++++++++++++++++++++++++++++++++

(MeNO2)4..O2-.

C4H12N4O10  mw:276.056 fg:491 cnt:6426

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 2.3/4.1 TDAs | HOF(A-)=-66.1/1.1 AfIN p:8

DaffH(X..Y-)= 9.5/0.9 TDAs

++++++++++++++++++++++++++++++++

(MeNO2)4..NO2-

C4H12N5O10  mw:290.059 fg:488 cnt:6417

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 1.6/3.0 TDAs | HOF(A-)=-163.2/1.2 AfIN p:8

DaffH(X..Y-)= 9.7/0.3 TDAs

++++++++++++++++++++++++++++++++

(H2O)4..O2C(CH2)2CO2=

C4H12O8  mw:188.054 fg:237 cnt:10302

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=1.72(29) eV LPES p:7

DaffH(AH)=  9.2/10.0 dEA

++++++++++++++++++++++++++++++++

[(H2O)3..GlyGly-H]-)

C4H13N2O6  mw:185.078 fg:236 cnt:6699

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04LIU/WYT    Datum: DaffG= 3.9 TDEq | HOF(A-)=-181.4/0.4 AfIN p:8

DaffH(X..Y-)= 8.2/0.3 TDEq

++++++++++++++++++++++++++++++++

(H2O)4..cytosine-.

C4H13N3O5  mw:183.086 fg:320 cnt:4611

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98SCH/WEI    Datum: EA=0.85(10) eV LPES p:8

DaffH(AH)=  3.7/3.3 dEA

++++++++++++++++++++++++++++++++

(H2O)3..nPrCO2-

C4H13O5  mw:141.077 fg:234 cnt:4861

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00VII/REI    Datum: DaffG= 5.1/0.2 IMRE p:5

++++++++++++++++++++++++++++++++

(H2O)3..{MeCO2H}..MeCO2-

C4H13O7  mw:173.067 fg:234 cnt:6717

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99MEO/ELM    Datum: DaffG= 4.4 TDAs | HOF(A-)=-340.0/1.8 AfIN p:8

DaffH(X..Y-)= 11.0/1.0 TDAs

++++++++++++++++++++++++++++++++

Et2SiH3-

C4H13Si  mw:89.079 Anion CAS: Z-159509-06-5 fg:61 cnt:2985

HOF(solv)= -27.5/2.0 Est3          

----

94HAJ/HO     Datum: DaffH= 20.0/4.0 IMRB | HOF(A-)=-12.8/4.5 AfIN p:8

Hydride affinity order: Et3SiH s Et2SiH2 s nPnSiH3 s SiH4. .DELTA.fH(Et2SiH2) in 77PED/RYL is 10 kcal/mol too negative, relative to Me2SiH2 and Et3SiH. Group Additivity implies ca. -27 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [et2sih3.zcf]

CBS-QB3    |-14.2  | 29.1| 22.4| 22.3|-24.9  |34.7   

G3MP2B3    |-13.6  | 28.7| 22.1| 22.0|-24.4  |34.7   

G3MP2B3+   |-14.2  | 29.1| 22.0| 23.7|-24.6  |34.7   

G4MP2      |-13.6  | 36.2| 29.7| 21.8|-24.5  |34.7   

M062X/Def2T|-8.1   | 37.9| 30.6| 24.6|-22.5  |34.7   

B3/6-311++G|4.0    | 13.2| 13.8| 23.9|-7.2   |34.7   

++++++++++++++++++++++++++++++++

Me2SiHSiMe2-

C4H13Si2  mw:117.056 Anion CAS: Z-157402-84-1 fg:59 cnt:3419

HOF(A.)=  -3.3/2.3               | BDE(A-H)= 86.0/2.0 Est2 94BRI/BER 

----

94BRI/BER    Datum: EA=1.40(3) eV LPD  [32.3(8) kcal] | HOF(A-)=-35.6/2.2 Acid p:9

DacidH(AH)= 367.3/2.2 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2sisir2.zaf]

CBS-QB3    |-27.8  |375.1|367.3| 1.280|-37.2  |1.6    |26.1|90.9 

G3MP2B3    |-29.3  |374.4|366.7| 1.328|-36.5  |1.3    |25.7|89.9 

G3MP2B3+   |-29.8  |374.2|366.6| 1.337|-36.8  |1.0    |25.6|89.9 

G4MP2      |-29.6  |374.6|366.8| 1.222|-37.1  |-1.5   |26.3|87.7 

M062X/Def2T|-24.1  |375.0|366.3| 1.116|-34.4  |1.4    |29.3|87.9 

B3/6-311++G|-3.4   |375.7|368.1| 1.199|-11.8  |24.2   |25.7|88.2 

++++++++++++++++++++++++++++++++

(H2O)5..pyrimidine-.

C4H14N2O5  mw:170.091 fg:305 cnt:8717

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

14KEL/XU     Datum: EA=1.360(25) eV LPES p:8

DaffH(AH)=  4.6/0.8 dEA

++++++++++++++++++++++++++++++++

(H2O)5..uracil-.

C4H14N2O7  mw:202.081 fg:320 cnt:4602

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN2   Datum: EA=1.26(5) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:1.88(5) eV.

----

98SCH/WEI    Datum: EA=1.40(10) eV LPES p:7

DaffH(AH)=  18.2/3.0 dEA

++++++++++++++++++++++++++++++++

(H2O)5..O2C(CH2)2CO2=

C4H14O9  mw:206.065 fg:237 cnt:10303

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=1.99(26) eV LPES p:7

DaffH(AH)=  6.2/9.0 dEA

++++++++++++++++++++++++++++++++

[(H2O)4..GlyGly-H]-)

C4H15N2O7  mw:203.088 fg:236 cnt:6700

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04LIU/WYT    Datum: DaffG= 3.3 TDEq | HOF(A-)=-246.6/0.4 AfIN p:8

DaffH(X..Y-)= 7.4/0.1 TDEq

++++++++++++++++++++++++++++++++

(H2O)5..cytosine-.

C4H15N3O6  mw:201.097 fg:320 cnt:4612

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98SCH/WEI    Datum: EA=1.04(10) eV LPES p:8

DaffH(AH)=  4.4/3.3 dEA

++++++++++++++++++++++++++++++++

(MeOH)3..MeO-

C4H15O4  mw:127.098 fg:230 cnt:4484

HOF(solv)= -48.1/0.1 neut 94PED/   

----

86MEO/       Datum: DaffG= 7.2/0.5 TDAs | HOF(A-)=-241.0/1.7 AfIN p:8

DaffH(X..Y-)= 15.0/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)4..Au-

C4H16AuO4  mw:325.072 fg:24 cnt:10934

HOF(solv)= -48.1/0.1 neut 94PED/   

----

14QIN/GON    Datum: EA=3.91(3) eV PVMI p:8

DaffH(AH)=  8.8/1.0 dEA

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy 4.03(3) eV.

++++++++++++++++++++++++++++++++

(MeOH)4..Br-

C4H16BrO4  mw:207.024 fg:483 cnt:4439

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 3.0/2.0 TDAs | HOF(A-)=-288.8/1.2 AfIN p:8

DaffH(X..Y-)= 9.9/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)4..Cl-

C4H16ClO4  mw:163.074 fg:482 cnt:3503

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 3.6/1.0 TDAs | HOF(A-)=-246.2/1.1 AfIN p:8

DaffH(X..Y-)= 10.5/1.0 TDAs

----

73YAM/PAY    Datum: DaffG= 3.3/0.2 TDAs | HOF(A-)=-246.9/0.8 AfIN p:7

DaffH(X..Y-)= 11.2/0.6 TDAs

----

91EVA/KEE    Datum: DaffG= 3.7 TDAs | HOF(A-)=-246.2/0.5 AfIN p:6

DaffH(X..Y-)= 10.5 TDAs

++++++++++++++++++++++++++++++++

(CH4)4..F-

C4H16F  mw:83.124 fg:481 cnt:5280

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -2.2/3.0 TDAs | HOF(A-)=-153.7/0.8 AfIN p:8

DaffH(X..Y-)= 5.0/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeOH)4..F-

C4H16FO4  mw:147.104 fg:481 cnt:4427

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 5.5/2.0 TDAs | HOF(A-)=-192.0/1.2 AfIN p:8

DaffH(X..Y-)= 12.5/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)4..I-

C4H16IO4  mw:255.010 fg:484 cnt:4448

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 2.3/2.0 TDAs | HOF(A-)=-275.3/1.6 AfIN p:8

DaffH(X..Y-)= 9.7/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)6..pyrimidine-.

C4H16N2O6  mw:188.101 fg:305 cnt:8718

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

14KEL/XU     Datum: EA=1.450(25) eV LPES p:8

DaffH(AH)=  2.1/0.8 dEA

++++++++++++++++++++++++++++++++

(H2O)6..uracil-.

C4H16N2O8  mw:220.091 fg:320 cnt:6977

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN2   Datum: EA=1.34(10) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:2.20(5) eV.

++++++++++++++++++++++++++++++++

(H2O)6..O2C(CH2)2CO2=

C4H16O10  mw:224.075 fg:237 cnt:10304

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=2.28(24) eV LPES p:7

DaffH(AH)=  6.7/8.2 dEA

++++++++++++++++++++++++++++++++

(MeCN)2..B12H12=

C4H18B12N2  mw:226.260 fg:204 cnt:11634

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

24PEN/CAO    Datum: EA=1.91(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)7..pyrimidine-.

C4H18N2O7  mw:206.112 fg:305 cnt:8719

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

14KEL/XU     Datum: EA=1.520(25) eV LPES p:8

DaffH(AH)=  1.6/0.8 dEA

++++++++++++++++++++++++++++++++

(H2O)7..uracil-.

C4H18N2O9  mw:238.102 fg:320 cnt:6978

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN2   Datum: EA=1.44(10) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:2.10(5) eV.

++++++++++++++++++++++++++++++++

(H2O)7..O2C(CH2)2CO2=

C4H18O11  mw:242.086 fg:237 cnt:10305

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=2.53(22) eV LPES p:7

DaffH(AH)=  5.8/7.5 dEA

++++++++++++++++++++++++++++++++

(H2O)8..pyrimidine-.

C4H20N2O8  mw:224.123 fg:305 cnt:8720

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

14KEL/XU     Datum: EA=1.590(25) eV LPES p:8

DaffH(AH)=  1.6/0.8 dEA

++++++++++++++++++++++++++++++++

(H2O)8..O2C(CH2)2CO2=

C4H20O12  mw:260.097 fg:237 cnt:10306

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=2.76(20) eV LPES p:7

DaffH(AH)=  5.3/6.9 dEA

++++++++++++++++++++++++++++++++

(H2O)9..O2C(CH2)2CO2=

C4H22O13  mw:278.107 fg:237 cnt:10307

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=2.95(18) eV LPES p:7

DaffH(AH)=  4.4/6.2 dEA

++++++++++++++++++++++++++++++++

(H2O)10..O2C(CH2)2CO2=

C4H24O14  mw:296.118 fg:237 cnt:10308

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.13(17) eV LPES p:7

DaffH(AH)=  4.2/5.7 dEA

++++++++++++++++++++++++++++++++

(H2O)11..O2C(CH2)2CO2=

C4H26O15  mw:314.128 fg:237 cnt:10309

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.25(16) eV LPES p:7

DaffH(AH)=  2.8/5.4 dEA

++++++++++++++++++++++++++++++++

(H2O)12..O2C(CH2)2CO2=

C4H28O16  mw:332.139 fg:237 cnt:10310

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.39(15) eV LPES p:7

DaffH(AH)=  3.2/5.1 dEA

++++++++++++++++++++++++++++++++

(H2O)13..O2C(CH2)2CO2=

C4H30O17  mw:350.149 fg:237 cnt:10311

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.54(14) eV LPES p:7

DaffH(AH)=  3.5/4.7 dEA

++++++++++++++++++++++++++++++++

(H2O)14..O2C(CH2)2CO2=

C4H32O18  mw:368.160 fg:237 cnt:10312

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.64(13) eV LPES p:7

DaffH(AH)=  2.3/4.4 dEA

++++++++++++++++++++++++++++++++

(H2O)15..O2C(CH2)2CO2=

C4H34O19  mw:386.171 fg:237 cnt:10313

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.77(12) eV LPES p:7

DaffH(AH)=  3.0/4.1 dEA

++++++++++++++++++++++++++++++++

(H2O)16..O2C(CH2)2CO2=

C4H36O20  mw:404.181 fg:237 cnt:10314

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.87(11) eV LPES p:7

DaffH(AH)=  2.3/3.8 dEA

++++++++++++++++++++++++++++++++

(H2O)17..O2C(CH2)2CO2=

C4H38O21  mw:422.192 fg:237 cnt:10315

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.00(11) eV LPES p:7

DaffH(AH)=  3.0/3.6 dEA

++++++++++++++++++++++++++++++++

(H2O)18..O2C(CH2)2CO2=

C4H40O22  mw:440.202 fg:237 cnt:10316

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.12(10) eV LPES p:7

DaffH(AH)=  2.8/3.4 dEA

++++++++++++++++++++++++++++++++

C5-

C5  mw:60.001 Anion CAS: Z-146831-35-8 fg:2 cnt:2237

HOF(A.)= 262.1/3.8  94GIN/FIN    |

----

12HOC/KIM    Datum: EA=2.8539(2) eV SEVI [23018.(2) cm-1] | HOF(A-)=196.3/5.5 R-EA p:9

DaffH(AH)=  141.4/5.0 A-IN

Given: 23018(2) cm-1.See also 13WEI/KIM.

----

19BUL/SCH    Datum: EA=2.82(1) eV LPD  p:8

----

10WAN/AVE    Datum: EA=2.84(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

91KIT/CHI    Datum: EA=2.853(1) eV LPD  p:8

----

91ARN/BRA    Datum: EA=2.839(8) eV LPES p:8

Linear structure for both neutral and anion.

----

88YAN/TAY    Datum: EA=2.80(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably linear structure.

----

99KOH/SUZ    Datum: EA=2.85(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

95HAN/GAN    Datum: EA=2.80(5) eV LPES p:7

Clusters are 'annealed'. Temperature unstated.

----

91VAG/FEL    Datum: EA=<2.33(10) eV LPD  p:7

Cyclic isomer, by Coulomb explosion. 96ZHA/DEB claims hot ions are the source.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c5-d.za0]

W1U        |189.1  |333.7|329.3| 2.896|221.3  |256.2  |14.8|87.0 

M062X/Def2T|186.7  |331.8|326.4| 2.950|219.6  |255.0  |18.1|87.5 

++++++++++++++++++++++++++++++++

C5Al-

C5Al  mw:86.982 Anion CAS: Z-735330-46-8 fg:19 cnt:11318

----

21ZHA/WAN    Datum: EA=2.65(8) eV LPES p:8

Vertical Detachment Energy:2.86(8) eV.

++++++++++++++++++++++++++++++++

C5Al2-

C5Al2  mw:113.964 Anion CAS: Z-1375476-29-1 fg:19 cnt:11319

----

21ZHA/WAN    Datum: EA=2.19(8) eV LPES p:8

Vertical Detachment Energy:2.37(8) eV.

++++++++++++++++++++++++++++++++

C5Al3-

C5Al3  mw:140.945 Anion CAS: N-1655519-02-0 fg:19 cnt:11320

----

21ZHA/WAN    Datum: EA=2.55(8) eV LPES p:8

Vertical Detachment Energy:2.78(8) eV.

++++++++++++++++++++++++++++++++

C5Al4-

C5Al4  mw:167.927 Anion CAS: N-1656280-23-7 fg:19 cnt:11321

----

21ZHA/WAN    Datum: EA=2.20(8) eV LPES p:8

Vertical Detachment Energy:2.41(8) eV.

++++++++++++++++++++++++++++++++

C5Al5-

C5Al5  mw:194.908 Anion CAS: Z-1268835-41-1 fg:19 cnt:11322

----

21ZHA/WAN    Datum: EA=2.75(8) eV LPES p:8

Vertical Detachment Energy:3.10(8) eV.

++++++++++++++++++++++++++++++++

Au3(CO)5-

C5Au3O5  mw:730.875 fg:22 cnt:10398

----

05ZHA/WAN    Datum: EA=2.85(3) eV LPES p:8

DaffH(AH)=  1.2/0.7 dEA

Vertical Detachment Energy:3.03(3) eV.

++++++++++++++++++++++++++++++++

Au4(CO)5-

C5Au4O5  mw:927.841 fg:22 cnt:10403

----

05ZHA/WAN    Datum: EA=1.33(2) eV LPES p:8

DaffH(AH)=  0.7/0.5 dEA

Vertical Detachment Energy:1.36(2) eV.

++++++++++++++++++++++++++++++++

Au5(CO)5-

C5Au5O5  mw:1124.81 fg:22 cnt:10410

----

05ZHA/WAN    Datum: EA=2.43(3) eV LPES p:8

Vertical Detachment Energy:2.60(3) eV.

++++++++++++++++++++++++++++++++

Au6(CO)5-

C5Au6O5  mw:1321.77 fg:22 cnt:10555

----

08ZHA/PAN    Datum: EA=1.48(5) eV LPES p:8

Vertical Detachment Energy:1.64(5) eV.

++++++++++++++++++++++++++++++++

Br..(CO)5Cr-.

C5BrCrO5  mw:270.834 Anion CAS: Z-14911-72-9 fg:22 cnt:2388

HOF(solv)=  26.7/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.6 IMRB | HOF(A-)=<-177.0/5.2 AfIN p:5

++++++++++++++++++++++++++++++++

cC5F8..Br-

C5BrF8  mw:290.906

Core ion CAS: Z-24959-67-9 Solvent: 559-40-0 fg:483 cnt:7004

HOF(solv)=-366.0/5.0 Est3          

----

05HIR/FUJ    Datum: DaffG= 7.0/0.3 TDAs p:8

DaffH(X..Y-)= 12.7/0.3 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cc5f8br.zcf]

G3MP2B3    |-429.0 | 10.9|  3.6| 24.6|-365.7 |-52.5  

G4MP2      |-424.6 | 12.2|  6.0| 20.8|-360.3 |-52.1  

M062X/Def2T|-437.3 | 14.6|  8.8| 19.6|-373.7 |-49.0  

B3/6-311++G|-380.8 |  9.2|  1.9| 24.4|-315.5 |-56.1  

++++++++++++++++++++++++++++++++

(CO2)5..Br-

C5BrO10  mw:298.868 fg:483 cnt:3063

HOF(A.)= -443.5/2.4              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.435(35) eV LPES | HOF(A-)=-545.7/3.1 AfIN p:8

DaffH(AH)=  4.2/1.3 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

CeNi(CO)5-

C5CeNiO5  mw:337.816 Anion CAS: N-2304408-69-1 fg:22 cnt:9621

----

18LI_/ZHA    Datum: EA=1.72(9) eV LPES p:8

Vertical Detachment Energy:1.85(8) eV.

++++++++++++++++++++++++++++++++

Cl..(CO)5Cr-.

C5ClCrO5  mw:226.884 Anion CAS: Z-14911-56-9 fg:22 cnt:2387

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>79.2 IMRB | HOF(A-)=<-183.3/5.2 AfIN p:5

++++++++++++++++++++++++++++++++

cC5F8..Cl-

C5ClF8  mw:246.957

Core ion CAS: Z-16887-00-6 Solvent: 559-40-0 fg:482 cnt:7002

HOF(solv)=-366.0/5.0 Est3          

----

05HIR/FUJ    Datum: DaffG= 8.1/0.2 TDAs p:8

DaffH(X..Y-)= 13.8/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cc5f8cl.zcf]

G3MP2B3    |-435.6 | 13.8|  6.7| 24.0|-365.7 |-56.1  

G4MP2      |-429.8 | 14.5|  7.5| 23.8|-360.3 |-55.0  

M062X/Def2T|-440.3 | 18.2| 11.7| 21.8|-373.7 |-48.4  

B3/6-311++G|-385.4 |  2.1|  6.2| 22.9|-315.5 |-56.9  

++++++++++++++++++++++++++++++++

Fe(CO)5..Cl-

C5ClFeO5  mw:230.879

Core ion CAS: Z-16887-00-6 Solvent: 13463-40-6 fg:482 cnt:1584

HOF(solv)=-174.0/2.0  98JANAF      

----

85LAN/SAL    Datum: DaffG= 7.9/3.0 IMRB | HOF(A-)=-187.8/3.6 AfIN p:6

DaffH(X..Y-)= 13.9/3.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [feco5cl.zc0]

CBS-QB3    |-253.5 | 11.8|  5.1| 22.2|-185.0 |-56.7  

M062X/Def2T|-182.0 | 20.3| 13.4| 23.2|-113.2 |-48.4  

++++++++++++++++++++++++++++++++

CrC5-

C5Cr  mw:111.941 Anion CAS: N-851678-78-9 fg:19 cnt:6463

----

04ZHA/WAN    Datum: EA=2.20(8) eV LPES p:9

Vertical Detachment Energy:2.430(80) eV. Probably cyclic isomer.

++++++++++++++++++++++++++++++++

I..(CO)5Cr-.

C5CrIO5  mw:318.820 Anion CAS: Z-14911-71-8 fg:22 cnt:2389

HOF(solv)=  25.5/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>57.2 IMRB | HOF(A-)=<-164.8/5.2 AfIN p:5

++++++++++++++++++++++++++++++++

Cr(CO)5-

C5CrO5  mw:191.916 Anion CAS: Z-39586-86-2 fg:22 cnt:1739

HOF(A.)= -153.8/2.5  84LEW/GOL   |

----

93SUN/WAN    Datum: DaffH= 40.6/3.5 CIDT | HOF(A-)=-133.1/5.2 AfIN p:8
###### the following are "below the line": evaluated as not accurate ####

----

85SAL/LAN    Datum: EA=> 2.26 eV IMRB [52.2 kcal] p:3

++++++++++++++++++++++++++++++++

Cu5(CN)5-.

C5Cu5N5  mw:444.664 fg:24 cnt:5103

----

00NEG/YAS    Datum: EA=1.90(16) eV LPES p:8

Vertical Detachment Energy:2.30(22) eV; isomer at electron affinity = 2.94 eV.

++++++++++++++++++++++++++++++++

Fe(CO)5..F-

C5FFeO5  mw:214.908

Core ion CAS: Z-16984-48-8 Solvent: 13463-40-6 fg:481 cnt:1581

HOF(solv)=-174.0/2.0  98JANAF      
###### the following are "below the line": evaluated as not accurate ####

----

85LAN/SAL    Datum: DaffG= 34.4/2.0 IMRE | HOF(A-)=-274.3/2.9 AfIN p:4

DaffH(X..Y-)= 40.9/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [feco5f-a.zc0]

CBS-QB3    |-284.1 | 40.1| 33.3| 23.0|-185.0 |-59.0  

M062X/Def2T|-216.9 | 57.8| 49.2| 28.8|-113.2 |-45.9  

M062X/Def2T|-217.2 | 58.0| 49.5| 28.6|-113.2 |-45.9  

B3/6-311++G|-245.4 | 36.8| 39.0| 27.3|-136.7 |-61.5  

++++++++++++++++++++++++++++++++

(CO2)5..F-

C5FO10  mw:238.948 fg:481 cnt:3094

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

87HIR/MIZ3   Datum: DaffG= -1.0/2.0 TDAs | HOF(A-)=-584.7/4.7 AfIN p:8

DaffH(X..Y-)= 5.6/1.0 TDAs

++++++++++++++++++++++++++++++++

p-aza-F4-phenoxide-

C5F4NO  mw:165.992 Anion CAS: Z-869749-36-0 fg:33 cnt:2936

HOF(AH)= -183.2/3.0 GpAd 93SP    |

DacidS=24.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 311.3/2.0 IMRE | HOF(A-)=-230.4/3.7 Acid p:9

DacidH(AH)= 318.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnf4pho.zaf]

CBS-QB3    |-241.6 |319.7|312.0| 3.877|-195.6 |-152.2 |25.8|95.5 

G3MP2B3    |-237.9 |320.6|312.9| 4.056|-191.3 |-144.4 |25.8|99.0 

G3MP2B3+   |-237.9 |320.6|312.9| 4.052|-191.3 |-144.4 |25.7|98.9 

G4MP2      |-234.6 |320.4|312.7| 3.867|-187.8 |-145.4 |25.8|94.5 

M062X/Def2T|-245.8 |320.2|312.6| 4.931|-201.3 |-132.0 |25.3|121.4

B3/6-311++G|-212.8 |315.9|308.7| 4.761|-161.5 |-103.0 |24.3|110.6

++++++++++++++++++++++++++++++++

perfluoropyridine-.

C5F5N  mw:168.996 Anion CAS: Z-63722-43-0 fg:105 cnt:2150

HOF(A.)= -177.3/1.0 GpAd 93SP    | | S(A.)=90.1/1.0  93SP

----

89DIL/KEB    Datum: EA=0.681(108) eV [15.7(25) kcal] | HOF(A-)=-193.0/2.7 R-EA p:8

.DELTA.eaG(423 K) = -17.2/1.0 kcal/mol, assumed entropy = 3.5 eu.

----

05VAN/KER    Datum: EA=0.70(5) eV kfkr p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f5pyr.zzf]

CBS-QB3    |-209.4 |     |     | 0.678|       |-194.1 |    |     

G3MP2B3    |-204.5 |     |     | 0.646|       |-189.9 |    |     

G3MP2B3+   |-204.4 |     |     | 0.649|       |-189.8 |    |     

G4MP2      |-206.0 |     |     | 0.870|       |-186.3 |    |     

M062X/Def2T|-212.5 |     |     | 0.544|       |-200.3 |    |     

B3/6-311++G|-182.8 |     |     | 0.956|       |-160.5 |    |     

++++++++++++++++++++++++++++++++

perfluoropyridine..F-

C5F6N  mw:187.994

Core ion CAS: Z-16984-48-8 Solvent: 700-16-3 fg:481 cnt:2143

HOF(solv)=-177.3/1.0 GpAd 93SP     

----

88DIL/KEB    Datum: DaffG= 25.7/2.0 TDEq | HOF(A-)=-270.9/2.3 AfIN p:8

DaffH(X..Y-)= 34.2/2.0 TDEq

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f5pyrf.zcf]

G3MP2B3    |-294.4 | 44.4| 36.2| 27.5|-189.9 |-60.1  

G4MP2      |-290.3 | 42.1| 33.7| 28.0|-186.3 |-62.0  

M062X/Def2T|-303.3 | 57.1| 48.7| 28.1|-200.3 |-45.9  

B3/6-311++G|-264.5 | 32.2| 34.3| 27.6|-160.5 |-61.5  

++++++++++++++++++++++++++++++++

hexafluoroglutaric anhydride-.

C5F6O3  mw:221.976 Anion CAS: N-376-68-1 fg:102 cnt:487

HOF(A.)= -406.0/10.0 GpAd 93SP   |

----

74COO/COM    Datum: EA=1.5(2) eV NBIE | HOF(A-)=-440.6/11.0 R-EA p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f6glutan.zzf]

CBS-QB3    |-435.5 |     |     | 1.402|       |-403.7 |    |     

G3MP2B3    |-428.8 |     |     | 1.404|       |-397.0 |    |     

G3MP2B3+   |-429.0 |     |     | 1.416|       |-396.9 |    |     

G4MP2      |-430.0 |     |     | 1.706|       |-391.2 |    |     

M062X/Def2T|-435.2 |     |     | 1.318|       |-405.3 |    |     

B3/6-311++G|-382.4 |     |     | 1.861|       |-340.0 |    |     

++++++++++++++++++++++++++++++++

(CF3CO)2CF-

C5F7O2  mw:224.979 Anion CAS: Z-807316-28-5 fg:65 cnt:7554

HOF(AH)= -427.8/5.0 GpAd 93SP    |

DacidS=20.4/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 306.6/2.0 IMRE | HOF(A-)=-480.8/5.5 Acid p:9

DacidH(AH)= 312.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qco2cf-k.zaf]

CBS-QB3    |-476.8 |313.2|305.9|      |-424.3 |       |24.8|     

G3MP2B3    |-470.0 |314.5|307.8| 3.915|-417.2 |-379.6 |22.5|89.8 

G4MP2      |-465.2 |314.6|307.7| 3.633|-412.6 |-381.3 |23.1|83.4 

M062X/Def2T|-480.5 |311.5|304.9| 3.887|-427.3 |-390.7 |22.3|88.8 

B3/6-311++G|-425.9 |308.0|300.5| 4.090|-366.6 |-331.5 |25.1|87.3 

++++++++++++++++++++++++++++++++

octafluorocyclopentene-.

C5F8  mw:211.988 Anion CAS: Z-848084-51-5 fg:101 cnt:11535

----

22WIL/SIE    Datum: EA=1.33(10) eV LPES p:7

Vertical Detachment Energy:2.30(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc5f8.zzf]

CBS-QB3    |-390.0 |     |     | 0.796|       |-372.0 |    |     

G3MP2B3    |-383.0 |     |     | 0.766|       |-365.7 |    |     

M062X/Def2T|-391.0 |     |     | 0.762|       |-373.7 |    |     

B3/6-311++G|-344.2 |     |     | 1.231|       |-315.5 |    |     

++++++++++++++++++++++++++++++++

cC5F8..I-

C5F8I  mw:338.892

Core ion CAS: Z-20461-54-5 Solvent: 559-40-0 fg:484 cnt:7005

HOF(solv)=-366.0/5.0 Est3          

----

05HIR/FUJ    Datum: DaffG= 4.0/0.2 TDAs p:8

DaffH(X..Y-)= 10.0/0.2 TDAs

++++++++++++++++++++++++++++++++

cC5F8..F-

C5F9  mw:230.986

Core ion CAS: Z-16984-48-8 Solvent: 559-40-0 fg:481 cnt:7007

HOF(solv)=-366.0/5.0 Est3          

----

05HIR/FUJ    Datum: DaffH=>30.0 TDAs | HOF(A-)=-455.4/5.0 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cc5f8f.zcf]

CBS-QB3    |-479.9 | 48.9| 40.6| 27.8|-372.0 |-59.0  

G3MP2B3    |-472.2 | 46.5| 38.1| 28.0|-365.7 |-60.1  

G3MP2B3+   |-472.4 | 46.5| 38.2| 27.9|-365.8 |-60.1  

G4MP2      |-466.3 | 44.1| 35.8| 27.7|-360.3 |-62.0  

M062X/Def2T|-479.8 | 60.2| 52.0| 27.4|-373.7 |-45.9  

B3/6-311++G|-425.2 | 37.9| 40.0| 27.9|-315.5 |-61.5  

++++++++++++++++++++++++++++++++

FCOCF2CF2CF2CFO..F-

C5F9O2  mw:262.976

Core ion CAS: Z-16984-48-8 Solvent: 678-78-4 fg:481 cnt:1381

HOF(solv)=-482.0/5.0 GpAd 93SP     

----

84LAR/MCM    Datum: DaffG= 46.0/4.5 IMRE | HOF(A-)=-541.5/5.0 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [f8ochxoa.zcf]

G3MP2B3    |-601.1 | 69.9| 58.7| 37.8|-471.1 |-60.1  | 5.476

G4MP2      |-594.1 | 67.4| 55.9| 38.3|-464.8 |-62.0  |      

M062X/Def2T|-609.2 | 84.5| 72.8| 39.1|-478.8 |-45.9  | 5.358

B3/6-311++G|-539.3 | 56.8| 55.9| 37.8|-410.6 |-61.5  | 5.531

++++++++++++++++++++++++++++++++

CF3SO2N=C(nC3F7)O-

C5F10NO3S  mw:343.944 Anion CAS: Z-885594-50-3 fg:48 cnt:2688

DacidS=24.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 296.5/2.0 IMRE p:8

DacidH(AH)= 303.7/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG here is likely too weak by at least 1.3 kcal/mol, and possibly 5.3, due to problems in the ladder at .DELTA.acidG = 299 kcal/mol. Composite computational methods(18BAR/) place it ca. 2 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tfncozzq.zaf]

G3MP2B3    |-668.9 |302.6|295.5|      |-604.3 |       |23.6|     

G3MP2B3    |-668.9 |302.4|295.7| 5.536|-604.2 |-540.9 |22.7|115.4

G4MP2      |-665.9 |302.7|295.4|      |-601.4 |       |24.4|     

M062X/Def2T|-679.1 |300.4|292.9| 5.577|-614.8 |-550.2 |25.0|116.7

B3/6-311++G|-556.3 |299.9|292.1| 5.452|-488.9 |-430.3 |26.4|110.8

B3/6-311++G|-556.6 |299.6|292.0| 5.527|-488.9 |-428.9 |25.6|112.2

B3/6-311++G|-556.9 |299.3|292.0| 5.433|-488.9 |-430.3 |24.4|110.8

B3/6-311++G|-556.9 |299.3|292.1| 5.433|-488.9 |-430.3 |24.0|110.8

++++++++++++++++++++++++++++++++

CF3SO2N(SO2nC4F9)-

C5F12NO4S2  mw:429.908 Anion CAS: Z-230627-60-8 fg:49 cnt:2693

DacidS=23.0/3.0 Calc | 

----

14ZHA/SON    Datum: DacidG= 282.0/2.0 IMRE p:9

DacidH(AH)= 288.9/2.2 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

94KOP/TAF    Datum: DacidG= 287.3/2.0 IMRE p:4

DacidH(AH)= 294.2/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by at least 5.3 kcal/mol, due to problems in the ladder at .DELTA.acidG = 293 and 299 kcal/mol. Deprecated per 14ZHA/SON. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [z4so2ntf.zaf]

G3MP2B3    |-797.5 |291.4|284.7|      |-721.7 |       |22.4|     

M062X/Def2T|-805.6 |289.5|282.3| 6.012|-730.3 |-666.1 |23.9|116.3

B3/6-311++G|-622.9 |292.4|285.6| 5.712|-548.0 |-492.0 |22.8|108.2

++++++++++++++++++++++++++++++++

HfNi(CO)5-

C5HfNiO5  mw:377.857 Anion CAS: Z-2100276-07-9 fg:22 cnt:10969

----

17ZOU/XIE    Datum: EA=2.67(4) eV PVMI p:8

Vertical Detachment Energy:3.11(2) eV.

++++++++++++++++++++++++++++++++

(CO2)5..I-

C5IO10  mw:346.854 fg:484 cnt:3102

HOF(A.)= -443.2/2.3              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

02GOM/TAY    Datum: EA=3.735(7) eV LPES | HOF(A-)=-531.7/2.9 AfIN p:8

DaffH(AH)=  1.7/0.2 dEA

The stated EA is the Vertical Detachment Energy. The ion affinity is the stepwise difference in electron affinities.

----

95ARN/BRA2   Datum: EA=3.829(58) eV LPES | HOF(A-)=-533.9/3.2 AfIN p:8

DaffH(AH)=  3.9/1.3 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

91MAR/GIN    Datum: EA=3.94(5) eV LPES p:8

DaffH(AH)=  6.5/1.2 dEA

The stated EA is the Vertical Detachment Energy. See also 91MAR/GIN2.

----

87HIR/MIZ3   Datum: DaffG= -1.4/2.0 TDAs | HOF(A-)=-534.3/3.1 AfIN p:8

DaffH(X..Y-)= 4.3/1.0 TDAs

++++++++++++++++++++++++++++++++

K4(NCS)5-

C5K4N5S5  mw:445.731 fg:24 cnt:10803

----

15DEN/KON2   Datum: EA=6.20(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC5-.

C5La  mw:198.907 Anion CAS: Z-194015-89-9 fg:19 cnt:5011

----

00KOH/SUZ    Datum: EA=1.95(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

00KOH/SUZ    Datum: EA=1.37(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. "side" metalated structure.

++++++++++++++++++++++++++++++++

LaNi(CO)5-

C5LaNiO5  mw:336.817 Anion CAS: N-2304408-79-3 fg:22 cnt:9625

----

18LI_/ZHA    Datum: EA=1.63(9) eV LPES p:8

Vertical Detachment Energy:1.81(8) eV.

++++++++++++++++++++++++++++++++

MnC5-

C5Mn  mw:114.939 Anion CAS: Z-2416123-23-2 fg:19 cnt:11030

----

19XU_/YAN    Datum: EA=2.30(8) eV LPES p:8

Vertical Detachment Energy:2.47(8) eV.

++++++++++++++++++++++++++++++++

Mn(CO)5-

C5MnO5  mw:194.913 Anion CAS: Z-71564-22-2 fg:22 cnt:1091

HOF(A.)= -176.9/2.4  82CON/ZAF   | BDE(A-H)= 57.0/3.0  91STE/BEA     

HOF(AH)= -181.8/3.8 R-DH         |

----

93SUN/WAN    Datum: DaffH= 40.6/3.9 CIDT p:8

----

90MIL/KAW    Datum: DacidG= 311.0/4.0 IMRB | HOF(A-)=-236.5/5.6 Acid p:7

EA(ev)= 2.585

Between CCl3CO2H and HI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnco5.za0]

CBS-QB3    |-237.9 |316.9|309.1| 2.846|-189.0 |-172.0 |26.1|69.1 

M062X/Def2T|-189.8 |333.5|326.0| 1.713|-158.6 |-149.8 |25.2|60.9 

B3/6-311++G|-188.2 |318.4|310.7| 2.562|-139.3 |-128.9 |25.6|62.5 

++++++++++++++++++++++++++++++++

NCCCCC-

C5N  mw:74.004 Anion CAS: Z-168300-27-4 fg:84 cnt:948

HOF(A.)= 222.8/3.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)= 141.9/1.0 GpAd 93SP     |

DacidS=26.0/1.0 Stat |  S(A-)=71.9/1.4 Acid |  S(AH)=71.9/1.0 GpAd 93SP

----

10YEN/GAR    Datum: EA=4.45(3) eV LPES p:9

DacidH(AH)= 344.0/2.6 D-EA
###### the following are "below the line": evaluated as not accurate ####

----

61DIB/REE    Datum: HOF(A-)=163.0 EIAE;EA(eV)=2.300 p:2

From HCC-(CpC)2-CpN. The derived acidity is ca. 40 kcal/mol too weak, based on homologs.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nccccc#.zaf]

W1U        |124.3  |345.6|338.0| 4.562|144.6  |229.2  |25.5|136.7

CBS-QB3    |125.9  |344.7|337.1| 4.471|147.0  |229.1  |25.4|134.3

G3MP2B3    |120.2  |344.8|337.3| 4.946|142.6  |234.0  |25.0|143.6

G3MP2B3+   |119.9  |344.3|336.6| 4.812|142.8  |231.2  |25.8|140.5

G4MP2      |122.1  |344.8|337.4|      |144.5  |       |24.9|     

M062X/Def2T|119.9  |342.4|334.6| 4.506|142.3  |223.9  |26.0|133.8

B3/6-311++G|127.4  |304.8|297.3| 4.400|189.8  |229.1  |25.3|91.4 

++++++++++++++++++++++++++++++++

(CO2)5..NO2-

C5NO12  mw:265.943 fg:488 cnt:3622

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -1.8/1.0 TDAs | HOF(A-)=-545.9/2.0 AfIN p:8

DaffH(X..Y-)= 5.2/1.0 TDAs

++++++++++++++++++++++++++++++++

(NC)2C=CCN-

C5N3  mw:102.010 Anion CAS: A-997-76-2 fg:86 cnt:1172

HOF(A.)= 189.5/12.3              |

HOF(AH)= 124.0/0.5  82CHU/NGU    |

DacidS=25.0/3.0 Stat |  S(A-)=51.5/3.2 Acid |  S(AH)=52.5/1.0 GpAd 93SP

----

72BRI/OLS #  Datum: HOF(A-)=93.5/9.6 EIAE;EA(eV)=4.163 p:5

DaffH(AH)=  49.7/9.6 A-IN

From TCNE. Reworked with modern thermochemistry. Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.9-4.2 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nc2cccn.zaf]

CBS-QB3    |93.6   |334.4|326.9| 3.901|124.9  |183.8  |25.2|111.0

G3MP2B3    |88.3   |335.0|327.5| 4.192|120.5  |185.2  |25.0|116.8

G3MP2B3+   |88.1   |334.9|327.5| 4.193|120.4  |185.1  |25.0|116.8

G4MP2      |90.0   |334.7|327.3| 4.104|122.4  |184.9  |25.0|114.5

M062X/Def2T|89.5   |331.0|323.6| 3.950|123.3  |180.9  |24.7|109.7

B3/6-311++G|101.5  |330.9|323.5| 3.859|137.8  |190.8  |25.0|105.0

++++++++++++++++++++++++++++++++

Na4(NCS)5-

C5N5Na4S5  mw:381.835 fg:24 cnt:10792

----

15DEN/KON2   Datum: EA=6.50(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NbC5-

C5Nb  mw:152.907 Anion CAS: N-309286-68-8 fg:19 cnt:8561

----

01ZHA/LIU    Datum: EA=3.54(7) eV LPES p:9

Vertical Detachment Energy:3.75(5) eV.

++++++++++++++++++++++++++++++++

Nb2C5-

C5Nb2  mw:245.813 Anion CAS: Z-960078-36-8 fg:19 cnt:6980

----

07KNA/CLA    Datum: EA=2.13(13) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb3C5-.

C5Nb3  mw:338.720 Anion CAS: Z-1184291-11-9 fg:19 cnt:8552

----

10CLA/JON    Datum: EA=1.88(20) eV LPES p:9

Vertical Detachment Energy:2.30(20) eV.

++++++++++++++++++++++++++++++++

ScNi(CO)5-

C5NiO5Sc  mw:242.866 Anion CAS: Z-2197979-19-2 fg:22 cnt:9580

----

18XIE/ZOU    Datum: EA=1.73(9) eV LPES p:8

Vertical Detachment Energy:1.94(9) eV.

++++++++++++++++++++++++++++++++

TiNi(CO)5-

C5NiO5Ti  mw:245.858 Anion CAS: Z-2100275-96-3 fg:22 cnt:10961

----

17ZOU/XIE    Datum: EA=2.61(4) eV PVMI p:8

Vertical Detachment Energy:2.98(3) eV.

++++++++++++++++++++++++++++++++

VNi(CO)5-

C5NiO5V  mw:248.854 Anion CAS: Z-2396733-59-6 fg:22 cnt:10975

----

18YUA/ZHA    Datum: EA=2.70(4) eV LPES p:8

Vertical Detachment Energy:2.89(3) eV.

++++++++++++++++++++++++++++++++

YNi(CO)5-

C5NiO5Y  mw:286.816 Anion CAS: Z-2197979-24-9 fg:22 cnt:9585

----

18XIE/ZOU    Datum: EA=1.73(9) eV LPES p:8

Vertical Detachment Energy:2.12(8) eV.

++++++++++++++++++++++++++++++++

ZrNi(CO)5-

C5NiO5Zr  mw:287.815 Anion CAS: Z-2100276-01-3 fg:22 cnt:10966

----

17ZOU/XIE    Datum: EA=2.62(4) eV PVMI p:8

Vertical Detachment Energy:3.01(2) eV.

++++++++++++++++++++++++++++++++

cyclopentapentanone-.

C5O5  mw:139.975 Anion CAS: Z-51141-56-1 fg:102 cnt:11868

----

13BAO/HRO    Datum: EA=3.830(5) eV LPES p:8

Doublet anion to singlet neutral. There is a neutral triplet state 19.6 kcal/mol higher in energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c5o5.zzf]

CBS-QB3    |-188.0 |     |     | 4.020|       |-95.0  |    |     

G3MP2B3    |-184.8 |     |     | 3.893|       |-94.7  |    |     

G3MP2B3+   |-184.9 |     |     | 3.896|       |-94.8  |    |     

G4MP2      |-185.3 |     |     | 4.014|       |-92.4  |    |     

M062X/Def2T|-184.4 |     |     | 3.994|       |-91.9  |    |     

B3/6-311++G|-162.7 |     |     | 4.283|       |-63.7  |    |     

++++++++++++++++++++++++++++++++

CO..Pt3(CO)4-.

C5O5Pt3  mw:724.869 Anion CAS: Z-171823-42-0 fg:22 cnt:4286

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 26.1/4.4 CIDT | HOF(A-)=-153.0/18.2 AfIN p:8

++++++++++++++++++++++++++++++++

Re(CO)5-

C5O5Re  mw:326.931 Anion CAS: Z-14971-38-1 fg:22 cnt:2349

DacidS=26.5/3.0 Calc | 

----

90MIL/KAW    Datum: DacidG= 325.7/4.8 IMRB p:7

DacidH(AH)= 333.6/4.9 G+TS

Between HCl, CF2HCO2H.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [reco5-s.za0]

M062X/Def2T|-171.0 |331.1|323.1| 2.122|-137.3 |-122.1 |26.7|67.4 

++++++++++++++++++++++++++++++++

Ti2(CO)5-

C5O5Ti2  mw:235.871 Anion CAS: Z-2088844-86-2 fg:22 cnt:10957

----

16ZOU/XIE    Datum: EA=2.305(60) eV PVMI p:8

Vertical Detachment Energy:2.527(48) eV.

++++++++++++++++++++++++++++++++

CO..V(CO)4-

C5O5V  mw:190.919 Anion CAS: Z-53221-58-2 fg:22 cnt:3401

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

93SUN/WAN    Datum: DaffH= 31.1/3.0 CIDT | HOF(A-)=-165.9/6.5 AfIN p:8

++++++++++++++++++++++++++++++++

(CO2)5-.

C5O10  mw:219.950 Anion CAS: Z-286465-46-1 fg:302 cnt:1852

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=3.30(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=3.25(2) eV LPES p:5

DaffH(AH)=  1.8/1.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CO2)4..CO3-.

C5O11  mw:235.945 fg:401 cnt:3615

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -1.5/1.0 TDAs | HOF(A-)=-532.1/4.9 AfIN p:8

DaffH(X..Y-)= 5.2/1.0 TDAs

++++++++++++++++++++++++++++++++

(CO2)5..O2-.

C5O12  mw:251.940 fg:491 cnt:3610

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -1.1/1.0 TDAs | HOF(A-)=-521.7/2.4 AfIN p:8

DaffH(X..Y-)= 4.5/1.0 TDAs

++++++++++++++++++++++++++++++++

C5S-

C5S  mw:91.973 Anion CAS: Z-368454-47-1 fg:19 cnt:8816

----

15XU_/DEN    Datum: EA=2.29(8) eV LPES p:8

Vertical Detachment Energy:2.47(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c5s#.zzf]

CBS-QB3    |148.1  |     |     | 2.328|       |201.7  |    |     

G3MP2B3    |150.7  |     |     | 1.922|       |194.8  |    |     

G3MP2B3+   |150.0  |     |     | 1.954|       |195.0  |    |     

G4MP2      |151.1  |     |     | 2.015|       |197.6  |    |     

M062X/Def2T|140.2  |     |     | 2.456|       |196.6  |    |     

B3/6-311++G|147.4  |     |     | 2.477|       |204.3  |    |     

++++++++++++++++++++++++++++++++

C5S2-

C5S2  mw:123.945 Anion CAS: Z-628315-51-5 fg:19 cnt:8822

----

15XU_/DEN    Datum: EA=1.99(8) eV LPES p:8

Vertical Detachment Energy:2.18(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c5s2.zzf]

CBS-QB3    |100.9  |     |     | 2.176|       |151.0  |    |     

G3MP2B3    |99.0   |     |     | 2.001|       |145.0  |    |     

G3MP2B3+   |98.8   |     |     | 2.008|       |144.9  |    |     

G4MP2      |100.0  |     |     | 2.091|       |148.0  |    |     

M062X/Def2T|94.2   |     |     | 2.171|       |144.1  |    |     

B3/6-311++G|107.9  |     |     | 13952|       |162.3  |    |     

++++++++++++++++++++++++++++++++

(CS2)5-.

C5S10  mw:379.721 Anion CAS: Z-202017-99-0 fg:302 cnt:4353

HOF(A.)= 141.1/2.5               |

HOF(solv)=  27.9/0.2 neut 94PED/   

----

97TSU/HIR2   Datum: EA=2.15(2) eV LPES | HOF(A-)=91.5/2.5 AfIN p:8

DaffH(AH)=  2.3/0.8 dEA

The stated EA is the Vertical Detachment Energy. Affinity is difference from next lower Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

ScC5-.

C5Sc  mw:104.956 Anion CAS: Z-869660-08-2 fg:19 cnt:5043

----

00KOH/SUZ    Datum: EA=2.32(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

SiC5-.

C5Si  mw:87.977 Anion CAS: Z-161636-20-0 fg:19 cnt:3629

----

95NAK/TAG2   Datum: EA=1.53(10) eV LPES p:8

Vertical Detachment Energy:1.65(10) eV. Cyclic form.

----

95NAK/TAG2   Datum: EA=3.11(5) eV LPES p:8

Vertical Detachment Energy:3.14(3) eV. Linear form.

++++++++++++++++++++++++++++++++

Si2C5-.

C5Si2  mw:115.954 Anion CAS: Z-161636-25-5 fg:19 cnt:3633

----

95NAK/TAG2   Datum: EA=1.98(10) eV LPES p:8

Vertical Detachment Energy:2.16(6) eV.

++++++++++++++++++++++++++++++++

TiC5-

C5Ti  mw:107.948 Anion CAS: Z-196945-27-4 fg:19 cnt:5673

----

97WAN/DIN    Datum: EA=1.748(50) eV LPES p:9

++++++++++++++++++++++++++++++++

VC5-.

C5V  mw:110.945 Anion CAS: Z-918429-58-0 fg:19 cnt:6843

----

06KNA/JON    Datum: EA=1.40(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V2C5-.

C5V2  mw:161.888 Anion CAS: Z-918429-65-9 fg:19 cnt:6847

----

06KNA/JON    Datum: EA=1.80(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V3C5-.

C5V3  mw:212.832 Anion CAS: Z-918429-70-6 fg:19 cnt:6856

----

06KNA/JON    Datum: EA=1.80(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V4C5-.

C5V4  mw:263.776 Anion CAS: Z-918429-71-7 fg:19 cnt:6859

----

06KNA/JON    Datum: EA=1.70(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC5-.

C5Y  mw:148.906 Anion CAS: N-74114-28-6 fg:19 cnt:5027

----

00KOH/SUZ    Datum: EA=2.04(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HC5-

C5H  mw:61.008 Anion CAS: Z-198818-40-5 fg:117 cnt:7028

----

10GAR/YAC    Datum: EA=2.4225(10) eV SEVI p:9

Authors' calculations say that the linear H-terminated triplet isomer is lowest in energy.

----

10TUL/PIN    Datum: EA=2.418(5) eV LPD  p:8

Triplet state anion. See also 11TUL/MAZ.

----

08SHE/PAR2   Datum: EA=2.857(28) eV LPES p:8

Linear isomer: authors' calculations indicate this is 0.163 eV higher in energy than cyclic isomer.

----

08SHE/PAR2   Datum: EA=2.421(19) eV LPES p:8

Cyclic isomer: anion more stable than linear isomer by authors' calculations.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc5-t.zaf]

W1U        |164.7  |356.9|346.6| 2.462|173.6  |221.3  |34.5|99.8 

CBS-QB3    |166.7  |356.3|346.1| 2.473|176.1  |223.5  |34.2|99.5 

G3MP2B3    |165.4  |356.7|347.4| 2.496|175.9  |222.9  |31.1|99.1 

G3MP2B3+   |164.8  |355.8|344.7| 2.531|176.2  |222.9  |37.2|98.8 

G4MP2      |166.8  |356.5|347.7| 2.454|177.5  |223.5  |29.6|98.1 

M062X/Def2T|159.3  |354.3|347.3| 4.534|169.6  |262.8  |23.5|145.3

B3/6-311++G|163.5  |355.0|346.6| 2.581|175.8  |222.8  |28.2|99.1 

++++++++++++++++++++++++++++++++

DC5-

C5D  mw:62.015 Anion CAS: Z-198818-33-6 fg:117 cnt:7884

----

10TUL/PIN    Datum: EA=2.407(5) eV LPD  p:9

++++++++++++++++++++++++++++++++

2,3,5,6-tetrafluoropyridine-.

C5HF4N  mw:151.005 Anion CAS: Z-866412-34-2 fg:105 cnt:6676

HOF(A.)= -141.2/2.0 GpAd 93SP    | | S(A.)=85.6  93SP

----

05VAN/KER    Datum: EA=0.40(6) eV kfkr | HOF(A-)=-150.4/2.4 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2356fpyr.zzf]

CBS-QB3    |-161.9 |     |     | 0.316|       |-155.1 |    |     

G3MP2B3    |-157.5 |     |     | 0.272|       |-151.7 |    |     

G3MP2B3+   |-157.6 |     |     | 0.277|       |-151.6 |    |     

G4MP2      |-159.1 |     |     | 0.465|       |-148.8 |    |     

M062X/Def2T|-165.1 |     |     | 0.208|       |-160.7 |    |     

B3/6-311++G|-137.4 |     |     | 0.509|       |-126.1 |    |     

++++++++++++++++++++++++++++++++

p-aza-F4-anilide-

C5HF4N2  mw:165.008 Anion CAS: Z-76551-99-0 fg:47 cnt:4071

HOF(AH)= -153.0/3.0 Est1         |

DacidS=24.9/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 332.8/2.0 IMRE | HOF(A-)=-178.5/3.7 Acid p:9

DacidH(AH)= 340.2/2.2 G+TS

Slightly revised value of 94KOP/TAF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f4pazaan.zaf]

CBS-QB3    |-182.1 |340.9|333.5|      |-157.3 |       |24.9|     

G3MP2B3    |-179.4 |340.9|332.6| 3.340|-153.1 |-102.5 |27.8|102.8

G3MP2B3+   |-179.4 |340.8|333.4| 3.341|-153.0 |-102.4 |24.9|102.7

G4MP2      |-176.6 |340.8|333.3| 3.156|-150.2 |-103.8 |25.0|98.4 

M062X/Def2T|-186.5 |341.6|334.3| 3.140|-163.4 |-114.1 |24.4|101.4

B3/6-311++G|-156.6 |339.2|331.8| 3.200|-128.4 |-82.8  |24.9|97.7 

++++++++++++++++++++++++++++++++

3,5-diCF3-pyrazolide-

C5HF6N2  mw:203.005 Anion CAS: Z-79772-11-5 fg:51 cnt:2510

HOF(AH)= -274.0/3.0 Est1         |

DacidS=24.6/1.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 317.3/2.0 IMRE | HOF(A-)=-315.1/3.6 Acid p:9

DacidH(AH)= 324.6/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pz35q.zaf]

CBS-QB3    |-325.7 |324.4|317.1|      |-284.3 |       |24.2|     

G3MP2B3    |-319.6 |325.2|317.8| 4.474|-277.6 |-216.2 |24.9|113.6

G4MP2      |-317.5 |325.2|316.8| 4.844|-275.5 |-205.5 |28.2|122.1

M062X/Def2T|-327.9 |324.4|317.2| 4.479|-287.6 |-224.4 |24.4|115.4

B3/6-311++G|-280.0 |323.0|315.7| 4.530|-235.7 |-175.3 |24.4|112.5

++++++++++++++++++++++++++++++++

CF3COCH=C(CF3)O-

C5HF6O2  mw:206.989 Anion CAS: Z-45100-80-9 fg:65 cnt:2516

HOF(AH)= -386.4/1.0 GpAd 93SP    |

DacidS=23.7/3.0 Stat |  S(A-)=118.3/3.2 Acid |  S(AH)=120.6/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 310.3/2.0 IMRE | HOF(A-)=-434.7/2.4 Acid p:9

DacidH(AH)= 317.4/2.2 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

13ENG/OMA    Datum: EA=>4.1(1) eV EIAE p:4

DacidH(AH)=<313.6/4.6 EIAE

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tfa2ch-u.zaf]

CBS-QB3    |-436.0 |319.6|311.7| 3.980|-389.8 |-343.9 |26.4|98.0 

G3MP2B3    |-430.6 |320.2|312.1| 4.075|-383.6 |-336.3 |27.2|99.4 

G3MP2B3+   |-430.7 |320.4|312.3| 4.084|-383.9 |-336.3 |27.1|99.7 

G4MP2      |-426.9 |320.0|311.9| 3.821|-379.8 |-338.5 |27.2|93.4 

M062X/Def2T|-439.5 |318.0|309.9| 4.066|-392.8 |-345.4 |27.4|99.5 

B3/6-311++G|-390.5 |313.9|305.5| 4.229|-337.2 |-292.8 |28.3|96.5 

++++++++++++++++++++++++++++++++

CF3CHFC(-)FC2F5

C5HF10  mw:250.992 Anion CAS: N-606929-15-1 fg:89 cnt:8693

DacidS=29.7/3.0 Calc | 

----

14ZHA/BAD    Datum: DacidG= 344.0/2.0 IMRE p:8

DacidH(AH)= 352.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qxfcfqq.zaf]

CBS-QB3    |-548.9 |352.9|344.5| 2.655|-536.1 |-487.8 |28.3|100.4

G3MP2B3    |-540.6 |353.9|345.9| 2.657|-527.3 |-479.5 |26.9|99.9 

G3MP2B3+   |-540.6 |353.8|345.0| 2.671|-527.2 |-479.2 |29.7|100.1

G4MP2      |-535.8 |353.1|344.7|      |-521.8 |       |28.1|     

M062X/Def2T|-551.4 |350.8|342.9| 2.583|-537.5 |-491.8 |26.4|97.9 

B3/6-311++G|-490.4 |341.6|333.3| 2.982|-464.8 |-421.8 |27.9|95.1 

++++++++++++++++++++++++++++++++

Fe(CO)5..H-

C5HFeO5  mw:196.918 Anion CAS: Z-48055-09-0 fg:480 cnt:1109

HOF(solv)=-174.0/2.0  98JANAF      

----

85LAN/SAL    Datum: DaffH= 56.2/3.0 IMRB | HOF(A-)=-195.5/3.6 AfIN p:6

Hydride affinity between methyl vinyl ketone and styrene.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [feco5h.zc0]

CBS-QB3    |-218.0 | 72.7| 66.0| 22.5|-185.0 |34.7   

M062X/Def2T|-137.4 | 76.5| 69.6| 23.2|-113.2 |34.7   

++++++++++++++++++++++++++++++++

Fe(CO)5..HO-

C5HFeO6  mw:212.913

Core ion CAS: Z-14280-30-9 Solvent: 13463-40-6 fg:486 cnt:1582

HOF(solv)=-174.0/2.0  98JANAF      

----

93SUN/SQU    Datum: DaffH= 60.8/3.4 IMRE | HOF(A-)=-268.0/4.0 AfIN p:8

HO- transfer equilibrium to SO2. Structure thought to be (CO)4Fe-CO2H.

----

85LAN/SAL    Datum: DaffG= 46.8/4.0 IMRB p:6

DaffH(X..Y-)= 56.7/4.0 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

84LAN/LEE    Datum: HOF(A-)=<-257.0/8.3 IMRB p:4

DaffH(X..Y-)=>49.8/8.2 A-IN

++++++++++++++++++++++++++++++++

HC5S-

C5HS  mw:92.980 Anion CAS: Z-195208-47-0 fg:54 cnt:11148

----

16XU_/YAN    Datum: EA=1.97(8) eV LPES p:8

Vertical Detachment Energy:2.15(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc5s.zaf]

G3MP2B3    |121.7  |352.8|344.7| 2.210|136.2  |172.4  |27.1|88.4 

M062X/Def2T|121.8  |352.6|345.1| 1.758|133.9  |162.3  |25.2|80.4 

B3/6-311++G|130.0  |352.8|345.2| 1.898|144.4  |173.0  |25.5|80.7 

++++++++++++++++++++++++++++++++

(CO2)4..H2O..CO2-.

C5H2O11  mw:237.960 fg:100 cnt:11772

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

99TSU/SAE    Datum: EA=2.77(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is CO2-.

++++++++++++++++++++++++++++++++

3-Cl-2-pyridonide-

C5H3ClNO  mw:127.991 Anion CAS: Z-284494-18-4 fg:48 cnt:8374

HOF(AH)= -26.0/2.0 Est3          |

DacidS=26.0/3.0 Stat | 

----

12MIC/PET    Datum: DacidH(AH)= 340.0/3.0 CIDC | HOF(A-)=-51.7/3.6 Acid p:8

DacidG(AH)= 332.3/3.1 H-TS

Authors' calculations indicate the keto form of the acid is more stable than enol by 1 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clpyrido.zaf]

CBS-QB3    |-50.3  |339.1|331.4|      |-23.7  |       |26.0|     

G3MP2B3    |-50.3  |339.7|332.0| 3.161|-22.9  |22.6   |25.8|97.5 

G3MP2B3+   |-50.5  |339.7|332.0| 3.167|-23.0  |22.5   |25.9|97.6 

G4MP2      |-49.5  |340.0|332.3| 3.035|-22.3  |20.5   |25.8|94.9 

M062X/Def2T|-51.3  |340.0|332.4| 2.972|-26.6  |17.3   |25.7|96.0 

B3/6-311++G|-29.5  |339.6|331.9| 2.963|-1.8   |38.8   |25.8|92.8 

++++++++++++++++++++++++++++++++

1,2-diF-cyclopentadienide-

C5H3F2  mw:101.021 Anion CAS: Z-192275-44-8 fg:77 cnt:838
###### the following are "below the line": evaluated as not accurate ####

----

79DAW/NOE    Datum: HOF(A-)=<2.2 IMRB p:3

CH2=CHCH2- + C2F4 ->.  Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of ca. -75 kcal/mol, or 77 kcal/mol more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2cp-o.zaf]

CBS-QB3    |-74.3  |349.0|341.1| 2.061|-57.6  |-26.9  |26.5|82.8 

G3MP2B3    |-75.0  |350.4|342.5| 2.094|-58.2  |-26.8  |26.5|83.5 

G3MP2B3+   |-75.1  |350.4|342.5| 2.091|-58.3  |-26.9  |26.6|83.5 

G4MP2      |-74.0  |349.7|341.8| 2.027|-56.5  |-27.3  |26.4|81.3 

M062X/Def2T|-77.3  |347.5|339.6| 2.023|-60.1  |-30.7  |26.2|81.5 

B3/6-311++G|-56.3  |347.6|339.7| 2.044|-36.6  |-9.2   |26.5|79.5 

++++++++++++++++++++++++++++++++

NCCH=C(OCH2CF3)O-

C5H3F3NO2  mw:166.012 Anion CAS: A-27827-83-4 fg:66 cnt:6503

HOF(AH)= -221.8/3.0 GpAd 93SP    |

DacidS=22.8 Calc | 

----

04MIS/MAT    Datum: DacidG= 324.7/2.0 IMRE | HOF(A-)=-256.0/3.0 Acid p:9

DacidH(AH)= 331.5 G+TS

Composite computational methods (18BAR/) indicate the keto form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncxejq-k.zaf]

CBS-QB3    |-259.3 |330.8|324.0|      |-224.3 |       |22.7|     

G3MP2B3    |-256.4 |331.7|325.5| 3.221|-220.9 |-182.1 |20.7|91.0 

G3MP2B3+   |-256.5 |331.7|325.5| 3.231|-221.0 |-181.9 |20.7|91.2 

G4MP2      |-253.5 |331.7|325.6| 3.037|-218.0 |-183.4 |20.7|86.8 

M062X/Def2T|-263.4 |327.7|321.1| 3.254|-226.4 |-188.2 |22.2|90.3 

B3/6-311++G|-225.8 |325.6|319.6| 3.265|-184.1 |-150.5 |20.0|85.8 

++++++++++++++++++++++++++++++++

2-CN-pyrrolide-

C5H3N2  mw:91.030 Anion CAS: Z-1259948-55-4 fg:51 cnt:11576

HOF(A.)= 101.9/4.2 D+AH          | BDE(A-H)= 96.0/3.0 Est3           

HOF(AH)=  58.0/3.0 Est1          |

----

22YUA/ZHA    Datum: EA=3.0981(6) eV LPEI | HOF(A-)=30.5/4.2 R-EA p:9

There is a dipole-bound state at 29.8(6) meV, by resonant PES.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2cnpyrol.zaf]

CBS-QB3    |30.2   |338.1|330.7| 3.130|57.8   |102.5  |24.9|96.8 

G3MP2B3    |27.7   |338.5|331.1| 3.165|56.4   |100.8  |24.9|96.5 

G4MP2      |28.0   |338.4|331.0| 3.109|56.8   |99.9   |25.0|95.2 

M062X/Def2T|27.5   |338.3|330.9| 3.157|53.9   |100.5  |25.0|98.7 

B3/6-311++G|42.0   |338.6|331.1| 3.103|70.7   |113.7  |24.9|95.1 

++++++++++++++++++++++++++++++++

(NC)2C=C(OMe)O-

C5H3N2O2  mw:123.020 Anion CAS: Z-44804-48-0 fg:66 cnt:11036

----

20ANS/VER    Datum: EA=3.60(10) eV LPES p:8

Vertical Detachment Energy:3.77(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nc2cco2r.zaf]

CBS-QB3    |-71.3  |309.9|303.3| 3.707|-15.5  |14.4   |22.1|82.0 

G3MP2B3    |-71.7  |311.7|305.1| 3.790|-16.2  |15.9   |21.9|84.1 

G3MP2B3+   |-71.9  |311.6|305.1| 3.794|-16.3  |15.8   |21.8|84.2 

G4MP2      |-69.5  |311.8|305.2| 3.683|-14.1  |15.6   |21.9|81.8 

M062X/Def2T|-75.3  |306.0|299.4| 3.862|-16.6  |14.0   |22.3|82.7 

B3/6-311++G|-52.6  |305.2|298.6| 3.744|9.5    |33.9   |21.8|76.5 

++++++++++++++++++++++++++++++++

hypoxanthinide-

C5H3N4O  mw:135.031 Anion CAS: Z-72359-89-8 fg:93 cnt:7032

----

07SUN/LEE    Datum: DacidH(AH)= 332.0/2.0 IMRB p:8

Anion at N9, but most stable acid tautomer has H at N7, by the authors' calculations.

----

07SUN/LEE    Datum: DacidH(AH)= 368.0/2.0 IMRB p:7

Least acidic site, probably C2 or C8.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hypoxon7.zaf]

CBS-QB3    |-23.9  |332.1|324.5|      |9.7    |       |25.3|     

G3MP2B3    |-22.3  |332.6|325.1| 3.458|12.3   |57.5   |25.3|97.3 

G3MP2B3+   |-22.5  |332.6|325.0| 3.458|12.2   |57.4   |25.4|97.3 

G4MP2      |-22.0  |332.6|325.1| 3.327|12.6   |54.9   |25.2|94.4 

M062X/Def2T|-26.5  |333.8|326.3| 3.393|4.4    |51.9   |25.2|99.6 

B3/6-311++G|-5.3   |333.2|325.6| 3.394|28.7   |73.0   |25.4|96.4 

++++++++++++++++++++++++++++++++

cyclopentadienylide-.

C5H4  mw:64.032 Anion CAS: Z-75137-28-9 fg:117 cnt:512

HOF(A.)= 117.7/3.8 D+AH          | BDE(A-H)= 83.4/5.0 D-EA 91MCD/BIA 

HOF(AH)=  64.8/1.9 d+ah          |

DacidS=25.0/3.0 Stat | 

----

91MCD/BIA    Datum: EA=1.75(5) eV LPD  [40.4(11) kcal] | HOF(A-)=77.3/4.0 R-EA p:9

----

80MCD/CHO #  Datum: DacidG= 370.8/3.0 IMRB | HOF(A-)=77.4/3.7 Acid p:6

DacidH(AH)= 378.3/3.1 G+TS

Data reworked in 91MCD/BIA, and modified here based on 06NUN/AGA.
###### the following are "below the line": evaluated as not accurate ####

----

72DID/HAR #  Datum: HOF(A-)=<56.7/4.6 IMRB p:2

From formation from S-. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc5h4.zaf]

W1U        |81.6   |386.9|378.8| 1.761|60.5   |122.0  |27.2|113.5

CBS-QB3    |85.7   |386.2|379.9| 1.763|65.3   |126.1  |20.9|113.0

G3MP2B3    |81.1   |386.2|379.6| 1.806|62.1   |122.5  |22.1|112.5

G3MP2B3+   |81.0   |386.2|379.3| 1.806|62.0   |122.4  |23.3|112.5

G4MP2      |79.3   |385.6|377.5| 1.894|60.8   |122.7  |27.5|114.0

M062X/Def2T|82.1   |383.8|376.3| 1.684|63.1   |120.9  |25.1|109.9

B3/6-311++G|94.1   |386.8|380.9| 1.750|74.6   |134.2  |19.9|111.7

++++++++++++++++++++++++++++++++

pyridine-mBF3-

C5H4BF3N  mw:146.039 Anion CAS: Z-411206-90-1 fg:96 cnt:11624

----

23DEM/CAO    Datum: EA=5.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mpyrbf3.zcf]

G3MP2B3    |-286.8 |     |     | 4.769|       |-175.9 |    |     

B3/6-311++G|-258.6 |     |     | 4.618|       |-151.1 |    |     

++++++++++++++++++++++++++++++++

pyridine-pBF3-

C5H4BF3N  mw:146.039 Anion CAS: Z-1111944-10-5 fg:96 cnt:11625

----

23DEM/CAO    Datum: EA=5.85(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ppyrbf3.zcf]

G3MP2B3    |-288.1 |     |     | 4.753|       |-177.5 |    |     

B3/6-311++G|-260.1 |     |     | 4.629|       |-152.3 |    |     

++++++++++++++++++++++++++++++++

BiC5H4N-

C5H4BiN  mw:287.015 fg:24 cnt:8465

----

13SUN/SUN    Datum: EA=1.21(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Bi2C5H4N-

C5H4Bi2N  mw:495.996 fg:24 cnt:8466

----

13SUN/SUN    Datum: EA=1.68(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Bi3C5H4N-

C5H4Bi3N  mw:704.976 fg:24 cnt:8467

----

13SUN/SUN    Datum: EA=1.56(7) eV LPES p:8

++++++++++++++++++++++++++++++++

3-CF3-5-Me-pyrazolide-

C5H4F3N2  mw:149.033 Anion CAS: Z-1609465-49-7 fg:51 cnt:2505

HOF(AH)= -123.0/3.0 Est1         |

DacidS=26.0/1.0 Stat | 

----

91TAF/       Datum: DacidG= 333.6/2.0 IMRE | HOF(A-)=-147.3/3.6 Acid p:9

DacidH(AH)= 341.4/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pz3q5r.zaf]

CBS-QB3    |-156.6 |340.6|332.5| 3.521|-131.4 |-75.2  |27.0|108.3

G3MP2B3    |-154.0 |341.1|333.6| 3.555|-127.9 |-71.8  |25.1|108.2

G3MP2B3+   |-154.1 |341.1|333.4| 3.562|-128.0 |-71.8  |25.8|108.3

G4MP2      |-153.2 |341.1|333.6| 3.403|-127.1 |-74.5  |25.3|104.7

M062X/Def2T|-157.3 |341.5|335.0| 3.462|-134.1 |-77.2  |21.8|109.0

B3/6-311++G|-127.2 |340.4|332.8| 3.485|-100.4 |-46.7  |25.6|105.7

++++++++++++++++++++++++++++++++

CF3COCH=C(Me)O-

C5H4F3O2  mw:153.017 Anion CAS: Z-148806-11-5 fg:65 cnt:743

HOF(AH)= -239.7/1.0  84ERA/KOL   |

DacidS=21.3/3.0 Stat |  S(A-)=103.8/4.2 Acid |  S(AH)=108.5/3.0 Est

----

81FUJ/MCI #  Datum: DacidG= 322.0/2.0 IMRE | HOF(A-)=-277.0/2.4 Acid p:9

DacidH(AH)= 328.4/2.2 G+TS

----

78CUM/KEB    Datum: DacidG= 322.1/2.0 IMRE p:8

DacidH(AH)= 328.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acxf3-k.zaf]

CBS-QB3    |-278.5 |328.8|320.9| 3.613|-241.5 |-194.9 |26.5|98.8 

G3MP2B3    |-275.9 |329.7|322.0| 3.686|-238.4 |-190.5 |25.8|100.0

G3MP2B3+   |-276.1 |329.8|322.5| 3.686|-238.6 |-190.7 |24.4|100.0

G4MP2      |-273.4 |329.7|322.1| 3.498|-236.0 |-192.4 |25.4|95.7 

M062X/Def2T|-280.3 |328.6|321.0| 3.671|-244.2 |-195.3 |25.6|101.0

B3/6-311++G|-247.9 |326.6|319.4| 3.740|-207.3 |-161.3 |24.2|98.1 

++++++++++++++++++++++++++++++++

(CF3)2C(Me)OH..CN-

C5H4F6NO  mw:208.020

Core ion CAS: Z-57-12-5 Solvent: 1515-14-6 fg:485 cnt:1691

HOF(solv)=-381.0/3.0 Est3          

----

87LAR/MCM    Datum: DaffG= 17.8/2.3 IMRE | HOF(A-)=-390.0/4.2 AfIN p:9

DaffH(X..Y-)= 25.7/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [q2crohcn.zcf]

G3MP2B3    |-396.7 | 28.0| 19.2| 29.5|-383.1 |14.5   

G4MP2      |-392.6 | 28.9| 20.3| 29.1|-377.7 |14.1   

M062X/Def2T|-402.3 | 32.7| 24.2| 28.5|-387.9 |18.4   

B3/6-311++G|-347.9 | 30.5| 23.0| 25.2|-333.5 |16.2   

++++++++++++++++++++++++++++++++

p-pyridinide-

C5H4N  mw:78.035 Anion CAS: Z-100646-80-8 fg:87 cnt:869

HOF(A.)=  91.8/2.0 D+AH          | BDE(A-H)= 112.0/2.0  97KIE/ZHA    

HOF(AH)=  33.5/0.2  79KUD/KUD3   |

DacidS=27.8/3.0 TDEq |  S(A-)=69.3/3.2 Acid |  S(AH)=67.5/1.0 GpAd 93SP

----

07SCH/WEN    Datum: DacidH(AH)= 389.9/2.0 CIDC | HOF(A-)=57.7/2.0 Acid p:9

DacidG(AH)= 381.6/2.2 H-TS

----

19DEV/BAB2   Datum: EA=1.4797(5) eV LPES p:8

DacidH(AH)= 391.5/2.0 D-EA

----

13CUL/BLA    Datum: EA=1.48(2) eV PVMI p:8

----

12WRE/VOG2   Datum: EA=1.480(6) eV LPES p:8

----

88MEO/KAF    Datum: DacidG= 382.7/2.0 TDEq p:8

DacidH(AH)= 391.0/2.5 TDEq

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

----

88DEP/KAS    Datum: DacidG= 384.0/3.0 IMRB p:7

DacidH(AH)= 392.3/3.1 G+TS

Comparable to water in acidity.
###### the following are "below the line": evaluated as not accurate ####

----

78BRU/FER    Datum: DacidG=<376.3/2.0 IMRB p:2

O- deprotonates pyridine.

----

76FAI/JOY    Datum: EA=2.41(3) eV SI   [55.6(7) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrid-p.zaf]

W1U        |57.9   |391.6|383.8| 1.495|32.1   |92.3   |26.1|112.3

CBS-QB3    |59.4   |391.0|383.2| 1.615|34.2   |96.6   |26.2|114.5

G3MP2B3    |55.9   |390.6|382.4| 1.696|32.6   |95.0   |27.5|114.6

G3MP2B3+   |56.0   |390.8|383.0| 1.692|32.5   |95.0   |26.0|114.6

G4MP2      |56.2   |390.5|382.7| 1.606|32.9   |93.2   |26.0|112.4

M062X/Def2T|59.2   |392.7|385.0| 1.327|31.2   |89.8   |26.0|110.7

B3/6-311++G|68.8   |391.2|383.4| 1.468|44.9   |102.7  |26.0|109.8

++++++++++++++++++++++++++++++++

m-pyridinide-

C5H4N  mw:78.035 Anion CAS: Z-100646-84-2 fg:87 cnt:6877

HOF(A.)=  94.4/4.0 D+AH          | BDE(A-H)= 112.0/2.0  97KIE/ZHA    

HOF(AH)=  33.5/0.2  79KUD/KUD3   |

DacidS=26.0/3.0 Stat | 

----

19DEV/BAB2   Datum: EA=1.4473(5) eV LPES p:9

DacidH(AH)= 392.2/2.0 D-EA

----

07SCH/WEN    Datum: DacidH(AH)= 391.3/3.0 CIDC | HOF(A-)=59.1/3.0 Acid p:8

DacidG(AH)= 383.6/3.1 H-TS

The 97KIE/ZHA Bond Dissociation Energy is for ortho.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrid-m.zaf]

W1U        |59.9   |393.6|385.8|      |32.1   |       |26.2|     

CBS-QB3    |61.2   |392.7|384.9| 1.601|34.2   |98.0   |26.3|115.9

G3MP2B3    |58.0   |392.6|384.4| 1.681|32.6   |96.7   |27.6|116.3

G3MP2B3+   |58.1   |392.8|385.0| 1.679|32.5   |96.7   |26.1|116.4

G4MP2      |58.2   |392.4|384.6| 1.596|32.9   |94.9   |26.2|114.1

M062X/Def2T|61.3   |394.8|387.0| 1.313|31.2   |91.5   |26.2|112.4

B3/6-311++G|70.9   |393.3|385.5| 1.434|44.9   |104.0  |26.1|111.2

++++++++++++++++++++++++++++++++

o-pyridinide-

C5H4N  mw:78.035 Anion CAS: Z-100646-80-8 fg:87 cnt:6878

HOF(A.)=  86.4/2.0 D+AH          | BDE(A-H)= 105.0/2.0  97KIE/ZHA    

HOF(AH)=  33.5/0.2  79KUD/KUD3   |

----

19DEV/BAB2   Datum: EA=0.8669(7) eV LPES | HOF(A-)=66.4/2.0 Acid p:9

DacidH(AH)= 398.6/2.0 D-EA

----

07SCH/WEN    Datum: DacidH(AH)=>391.5/2.0 IMRB p:8

Composite computational methods(18BAR/) indicate an electron affinity of ca. 22-25 kcal/mol, .DELTA.acidH ca. 401 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyridin.zaf]

W1U        |67.6   |401.3|393.4|      |32.1   |       |26.7|     

CBS-QB3    |69.4   |400.9|392.9| 0.953|34.2   |91.2   |26.7|109.1

G3MP2B3    |65.7   |400.3|392.4| 1.074|32.6   |90.3   |26.7|109.9

G3MP2B3+   |65.7   |400.5|392.6| 1.071|32.5   |90.3   |26.6|110.0

G4MP2      |65.7   |399.9|392.0| 0.993|32.9   |88.5   |26.6|107.7

M062X/Def2T|69.5   |403.0|395.1| 0.695|31.2   |85.4   |26.5|106.3

B3/6-311++G|79.0   |401.4|393.5| 0.824|44.9   |97.9   |26.5|105.1

++++++++++++++++++++++++++++++++

N-oxide-o-pyridinide-

C5H4NO  mw:94.030 Anion CAS: Z-100646-83-1 fg:87 cnt:7866

DacidS=24.6/2.0 Stat | 

----

10KOE/TRA    Datum: DacidH(AH)= 381.0/3.0 IMRB p:7

DacidG(AH)= 373.7/3.1 H-TS

Acid: pyridine-N-oxide, M-H at ortho position.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrno-o.zaf]

CBS-QB3    |45.5   |382.2|374.3|      |29.0   |       |26.6|     

G3MP2B3    |44.2   |381.9|373.9| 2.259|29.6   |96.3   |26.6|118.9

G3MP2B3+   |44.2   |382.0|374.1| 2.256|29.4   |96.2   |26.5|118.9

G4MP2      |44.2   |381.4|373.6| 2.170|29.9   |94.2   |26.5|116.4

M062X/Def2T|46.9   |383.1|375.2| 2.022|28.6   |93.5   |26.5|117.1

B3/6-311++G|59.0   |382.4|374.6| 2.152|43.8   |108.6  |26.5|116.9

++++++++++++++++++++++++++++++++

N-oxide-m-pyridinide-

C5H4NO  mw:94.030 Anion CAS: Z-100646-94-4 fg:87 cnt:7867

DacidS=24.6/2.0 Stat | 

----

10KOE/TRA    Datum: DacidH(AH)= 381.0/3.0 IMRB p:7

DacidG(AH)= 373.7/3.1 H-TS

Acid: pyridine-N-oxide, M-H at meta position.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrno-m.zaf]

CBS-QB3    |44.6   |381.4|373.6|      |29.0   |       |26.3|     

G3MP2B3    |43.8   |381.4|373.6| 2.065|29.6   |91.4   |26.2|113.9

G3MP2B3+   |43.7   |381.5|373.7| 2.061|29.4   |91.2   |26.2|113.9

G4MP2      |44.0   |381.2|373.5| 1.973|29.9   |89.5   |26.1|111.7

M062X/Def2T|46.3   |382.4|374.6| 1.865|28.6   |89.2   |26.1|112.8

B3/6-311++G|58.2   |381.7|373.9| 1.965|43.8   |103.5  |26.2|111.8

++++++++++++++++++++++++++++++++

N-oxide-p-pyridine-

C5H4NO  mw:94.030 Anion CAS: Z-100646-95-5 fg:87 cnt:7868

DacidS=26.0/2.0 Stat | 

----

10KOE/TRA    Datum: DacidH(AH)= 381.0/3.0 IMRB p:7

DacidG(AH)= 373.3/3.1 H-TS

Acid: pyridine-N-oxide, M-H at para position.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrno-p.zaf]

CBS-QB3    |46.6   |383.4|375.6|      |29.0   |       |26.0|     

G3MP2B3    |45.4   |383.0|375.2| 2.051|29.6   |92.7   |26.0|115.2

G3MP2B3+   |45.3   |383.1|375.3| 2.046|29.4   |92.5   |26.1|115.2

G4MP2      |45.7   |383.0|375.2| 1.947|29.9   |90.6   |26.0|112.8

M062X/Def2T|48.1   |384.2|376.5| 1.818|28.6   |90.0   |26.0|113.6

B3/6-311++G|60.1   |383.6|376.2| 1.948|43.8   |105.0  |24.7|113.3

++++++++++++++++++++++++++++++++

2-pyridonide-

C5H4NO  mw:94.030 Anion CAS: Z-83700-57-6 fg:48 cnt:8373

HOF(AH)= -19.0/0.3  94PED/       |

DacidS=26.0/3.0 Stat | 

----

12MIC/PET    Datum: DacidH(AH)= 347.0/3.0 CIDC | HOF(A-)=-37.7/3.0 Acid p:8

DacidG(AH)= 339.3/3.1 H-TS

Authors' calculations indicate the keto acid is more stable by 4 kcal/mol than enol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyridon.zaf]

CBS-QB3    |-34.8  |347.1|339.5|      |-16.2  |       |25.5|     

G3MP2B3    |-36.6  |347.5|339.9| 2.863|-16.9  |29.5   |25.5|98.5 

G3MP2B3+   |-36.7  |347.5|339.9| 2.866|-17.0  |29.4   |25.6|98.6 

G4MP2      |-35.9  |347.5|339.9| 2.773|-16.3  |28.1   |25.5|96.5 

M062X/Def2T|-36.4  |348.1|340.5| 2.700|-19.8  |25.9   |25.5|97.8 

B3/6-311++G|-22.1  |347.8|340.2| 2.671|-2.6   |39.6   |25.6|94.3 

++++++++++++++++++++++++++++++++

Pb-pyridinyl-.

C5H4NPb  mw:286.012 Anion CAS: Z-1044743-28-3 fg:24 cnt:7220

----

08LIU/HAN    Datum: EA=1.40(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Pb2-pyridinyl-.

C5H4NPb2  mw:493.988 Anion CAS: Z-1044741-93-6 fg:24 cnt:7221

----

08LIU/HAN    Datum: EA=1.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Pb3-pyridinyl-.

C5H4NPb3  mw:701.965 Anion CAS: Z-1044741-96-9 fg:24 cnt:7222

----

08LIU/HAN    Datum: EA=2.06(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Pb4-pyridinyl-.

C5H4NPb4  mw:909.941 Anion CAS: Z-1044741-99-2 fg:24 cnt:7223

----

08LIU/HAN    Datum: EA=2.68(10) eV LPES p:8

++++++++++++++++++++++++++++++++

2-aza-4-nitroanilide-

C5H4N3O2  mw:138.031 Anion CAS: Z-65626-44-0 fg:47 cnt:4740

HOF(AH)=  30.5/2.0 GpAd 93SP     |

DacidS=24.4/3.0 Stat | 

----

99BRE/KNO    Datum: DacidG= 334.3/2.7 IMRB | HOF(A-)=6.4/3.5 Acid p:8

DacidH(AH)= 341.6/2.8 G+TS

Acid: 2-amino-5-nitropyridine.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2n4no2an.zaf]

CBS-QB3    |-2.0   |343.4|336.3| 3.173|20.3   |71.2   |23.6|103.0

G3MP2B3    |-0.6   |343.4|336.3| 3.394|23.2   |77.7   |24.0|106.7

G3MP2B3+   |-0.8   |343.4|336.3| 3.338|23.0   |76.2   |23.8|105.3

G4MP2      |-0.3   |343.5|336.3| 3.176|23.4   |73.1   |24.0|101.7

M062X/Def2T|-1.7   |343.3|336.2| 3.260|19.7   |73.5   |23.7|105.9

B3/6-311++G|13.5   |341.1|334.0| 3.290|39.6   |89.4   |23.7|101.9

++++++++++++++++++++++++++++++++

adeninide(amino site)-

C5H4N5  mw:134.047 Anion CAS: Z-50339-88-3 fg:93 cnt:9704

HOF(AH)=  49.2/2.0  94PED/       |

DacidS=24.4/2.0 Stat | 

----

02SHA/LEE    Datum: DacidG= 344.3/4.0 IMRB | HOF(A-)=35.0/4.5 Acid p:6

DacidH(AH)= 351.6/4.0 G+TS

Less acidic N-10 site(aniline).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [adenin-a.zaf]

CBS-QB3    |42.6   |354.7|347.6| 2.649|53.6   |103.7  |23.8|102.1

G3MP2B3    |43.0   |354.4|346.9| 2.843|55.9   |108.5  |25.1|104.8

G3MP2B3+   |42.9   |354.4|347.1| 2.846|55.8   |108.5  |24.3|104.8

G4MP2      |42.9   |354.3|346.8| 2.704|55.8   |105.2  |25.0|101.5

M062X/Def2T|39.8   |356.5|349.5| 2.642|47.9   |100.7  |23.4|104.8

B3/6-311++G|57.4   |355.6|348.4| 2.590|69.1   |117.0  |24.3|100.1

++++++++++++++++++++++++++++++++

(HCN)4..CN-

C5H4N5  mw:134.047 fg:485 cnt:3847

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 3.5/2.2 TDAs | HOF(A-)=82.3/3.4 AfIN p:8

DaffH(X..Y-)= 10.9/1.0 TDAs

++++++++++++++++++++++++++++++++

adeninide(N9)-

C5H4N5  mw:134.047 Anion CAS: Z-50339-88-3 fg:93 cnt:6179

HOF(AH)=  49.2/2.0  94PED/       |

DacidS=24.0/3.0 Stat | 

----

09ZHA/LIU    Datum: DacidG= 329.0/3.0 CIDC p:8

DacidH(AH)= 336.2/3.1 G+TS

----

09ZHA/LIU    Datum: DacidG= 328.0/2.0 IMRB | HOF(A-)=18.6/3.0 Acid p:8

DacidH(AH)= 335.2/2.2 G+TS

----

02SHA/LEE    Datum: DacidG= 328.0/2.0 IMRB p:7

DacidH(AH)= 335.2/2.2 G+TS

Acidity at N-9(imidazole N).

----

06CHE/HER    Datum: DacidH(AH)= 333.0/3.0 EIAE p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [adenin-9.zaf]

CBS-QB3    |23.2   |335.3|328.4|      |53.6   |       |23.2|     

G3MP2B3    |24.3   |335.6|328.3| 3.370|55.9   |102.2  |24.2|98.4 

G3MP2B3+   |24.1   |335.6|328.6| 3.372|55.8   |102.1  |23.5|98.5 

G4MP2      |24.3   |335.6|328.4| 3.248|55.8   |99.4   |24.3|95.7 

M062X/Def2T|21.1   |337.9|331.0| 3.274|47.9   |96.8   |22.9|101.0

B3/6-311++G|39.2   |337.5|330.4| 3.248|69.1   |114.3  |23.5|97.4 

++++++++++++++++++++++++++++++++

guaninide(N9)-

C5H4N5O  mw:150.042 Anion CAS: A-73-40-5 fg:93 cnt:9086

HOF(AH)=  -3.7/0.3  35STI/HUF    |

----

09ZHA/LIU    Datum: DacidG= 328.0/3.0 CIDC | HOF(A-)=-41.4/3.0 Acid p:8

----

06CHE/HER    Datum: DacidH(AH)= 331.0/4.0 EIAE p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [guanin-9.zaf]

CBS-QB3    |-27.2  |335.2|327.7|      |3.4    |       |25.2|     

G3MP2B3    |-24.7  |335.6|328.1| 3.150|6.9    |48.2   |25.2|93.4 

G3MP2B3+   |-24.8  |335.6|328.1| 3.143|6.8    |48.0   |25.2|93.3 

G4MP2      |-24.5  |335.6|328.1| 2.985|7.1    |44.7   |25.2|89.7 

M062X/Def2T|-29.8  |337.6|330.1| 2.971|-2.7   |39.1   |25.0|93.9 

B3/6-311++G|-7.4   |337.0|329.5| 2.966|22.9   |61.4   |25.2|90.6 

++++++++++++++++++++++++++++++++

cyclopentadienone-.

C5H4O  mw:80.027 Anion CAS: Z-36523-76-9 fg:102 cnt:367
###### the following are "below the line": evaluated as not accurate ####

----

75COO/NAF    Datum: HOF(A-)=20.1/5.0 NBAE p:2

From benzoquinone, AE ca. 1.0 eV. Possibly cyclopentadienone-. Composite computational methods(18BAR/) indicate that anion has .DELTA.fH(A-) of ca. -11 to -15 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpone.zzf]

CBS-QB3    |-11.5  |     |     | 1.137|       |14.7   |    |     

G3MP2B3    |-13.3  |     |     | 1.107|       |12.3   |    |     

G3MP2B3+   |-13.3  |     |     | 1.104|       |12.1   |    |     

G4MP2      |-14.6  |     |     | 1.196|       |13.0   |    |     

M062X/Def2T|-12.9  |     |     | 1.193|       |14.6   |    |     

B3/6-311++G|-0.4   |     |     | 1.355|       |30.9   |    |     

++++++++++++++++++++++++++++++++

cyclopentene-3,5-dione-.

C5H4O2  mw:96.022 Anion CAS: N-930-60-9 fg:102 cnt:2418

HOF(A.)= -51.2/3.0 Est3          |

----

89PAU/KEB    Datum: EA=1.14(13) eV IMRE [26.2(30) kcal] | HOF(A-)=-77.4/4.2 R-EA p:9

.DELTA.eaG(423 K) = -25.8/1 kcal/mol, .DELTA.S(estimated) = -1/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpndione.zzf]

CBS-QB3    |-73.7  |     |     | 1.176|       |-46.6  |    |     

G3MP2B3    |-73.6  |     |     | 1.138|       |-47.4  |    |     

G3MP2B3+   |-73.8  |     |     | 1.142|       |-47.5  |    |     

G4MP2      |-74.6  |     |     | 1.237|       |-46.1  |    |     

M062X/Def2T|-74.9  |     |     | 1.208|       |-47.0  |    |     

B3/6-311++G|-60.8  |     |     | 1.438|       |-27.7  |    |     

++++++++++++++++++++++++++++++++

2-Me-maleic anhydride-.

C5H4O3  mw:112.017 Anion CAS: Z-62565-77-9 fg:102 cnt:2401

HOF(A.)= -106.9/0.6 GpAd 94PED/  |

----

89PAU/KEB    Datum: EA=1.30(9) eV IMRE [29.9(20) kcal] | HOF(A-)=-136.8/2.1 R-EA p:9

.DELTA.eaG(423 K) = -29.5/1 kcal/mol, .DELTA.S estimated as -1/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rmaleanh.zzf]

CBS-QB3    |-140.1 |     |     | 1.330|       |-109.5 |    |     

G3MP2B3    |-138.1 |     |     | 1.274|       |-108.8 |    |     

G3MP2B3+   |-138.3 |     |     | 1.280|       |-108.9 |    |     

G4MP2      |-139.4 |     |     | 1.405|       |-107.0 |    |     

M062X/Def2T|-142.3 |     |     | 1.376|       |-110.6 |    |     

B3/6-311++G|-119.8 |     |     | 1.593|       |-83.2  |    |     

++++++++++++++++++++++++++++++++

(H2O)2..cyclopentapentanone=

C5H4O7  mw:175.996

Core ion CAS: Z-15110-70-0 Solvent: 7732-18-5 fg:401 cnt:11873

----

25CAO/WAN    Datum: EA=-0.25(5) eV LPES p:8

DaffH(AH)=  0.3/0.1 dEA

Vertical Detachment Energy: 0.90(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [c5o5w2.zdf]

G3MP2B3    |-313.8 | 20.4| 10.9| 31.6|-57.6  |-235.8 |-0.304

++++++++++++++++++++++++++++++++

(CO2)3..MeOH..CO2-.

C5H4O9  mw:207.986 fg:100 cnt:11777

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

99TSU/SAE    Datum: EA=2.64(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is CO2-.

++++++++++++++++++++++++++++++++

cyclopentadienide-

C5H5  mw:65.040 Anion CAS: Z-12127-83-2 fg:77 cnt:829

HOF(A.)=  64.8/1.9 D+AH          | BDE(A-H)= 84.8/1.9  06NUN/AGA     

HOF(AH)=  32.1/0.4  86PED/NAY    |

DacidS=20.8/3.0 Stat |  S(A-)=60.3/3.2 Acid |  S(AH)=65.5/1.0  69BEN/CRU

----

08ICH/WRE    Datum: EA=1.808(6) eV LPES p:9

DacidH(AH)= 356.7/2.0 D-EA

----

79BAR/SCO #  Datum: DacidG= 347.7/2.0 IMRE | HOF(A-)=20.3/2.2 Acid p:9

DacidH(AH)= 353.9/2.2 G+TS EA(ev)= 1.930

----

78CUM/KEB    Datum: DacidG= 348.7/2.0 IMRE p:8

DacidH(AH)= 354.9/2.2 G+TS

----

77ENG/LIN2   Datum: EA=1.786(20) eV LPES p:8

----

91MCD/BIA    Datum: EA=1.79(5) eV LPD  [41.3(11) kcal] p:7

----

73RIC/STE    Datum: EA=1.84(3) eV LPD  [42.4(7) kcal] p:6
###### the following are "below the line": evaluated as not accurate ####

----

72DID/HAR #  Datum: HOF(A-)=18.8/2.3 EIAE p:4

DacidH(AH)=<352.8/2.3 EIAE  EA(eV)= 1.993

From cyclopentadiene. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc5h5.zaf]

W1U        |18.9   |354.2|346.6| 1.810|30.5   |60.5   |25.6|82.1 

CBS-QB3    |22.0   |353.3|345.6| 1.854|34.5   |65.3   |25.7|82.9 

G3MP2B3    |18.5   |354.4|347.7| 1.871|31.3   |62.1   |22.3|82.9 

G3MP2B3+   |18.4   |354.5|347.0| 1.869|31.1   |62.0   |25.3|83.0 

G4MP2      |18.1   |353.8|346.2| 1.852|31.5   |60.8   |25.4|81.4 

M062X/Def2T|21.0   |352.5|344.9| 1.819|33.2   |63.1   |25.4|82.0 

B3/6-311++G|33.6   |354.1|346.5| 1.752|46.8   |74.6   |25.3|79.9 

++++++++++++++++++++++++++++++++

guanine..Ag-

C5H5AgN5O  mw:257.955

Core ion CAS: Z-19498-54-5 Solvent: 73-40-5 fg:201 cnt:9126

HOF(solv)=  13.0/5.0 Est3          

----

17WAN/XU     Datum: EA=2.20(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

adenine..Au-

C5H5AuN5  mw:332.022

Core ion CAS: Z-19498-55-6 Solvent: 73-24-5 fg:24 cnt:11092

HOF(solv)=  49.2/2.0 neut 94PED/   

----

12CAO/XU     Datum: EA=3.15(8) eV LPES p:8

Vertical Detachment Energy:3.28(8) eV.

++++++++++++++++++++++++++++++++

guanine..Au-

C5H5AuN5O  mw:348.017

Core ion CAS: Z-19498-55-6 Solvent: 73-40-5 fg:24 cnt:11093

HOF(solv)=  13.0/5.0 Est3          

----

12CAO/XU     Datum: EA=3.20(8) eV LPES p:8

Vertical Detachment Energy:3.43(8) eV.

++++++++++++++++++++++++++++++++

pyridine..Au2-

C5H5Au2N  mw:472.976 Anion CAS: Z-514790-01-3 fg:24 cnt:9505

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

17LIU/CIB    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.34(5) eV.

++++++++++++++++++++++++++++++++

adenosine..Au2-

C5H5Au2N5  mw:528.988

Core ion CAS: Z-66525-34-6 Solvent: 73-24-5 fg:24 cnt:11292

HOF(solv)=  49.2/2.0 neut 94PED/   

----

14CAO/XU     Datum: EA=2.46(8) eV LPES p:8

Vertical Detachment Energy:2.65(8) eV.

++++++++++++++++++++++++++++++++

guanine..Au2-

C5H5Au2N5O  mw:544.983

Core ion CAS: Z-66525-34-6 Solvent: 73-40-5 fg:24 cnt:11293

HOF(solv)=  13.0/5.0 Est3          

----

14CAO/XU     Datum: EA=2.52(8) eV LPES p:8

Vertical Detachment Energy:2.73(8) eV.

++++++++++++++++++++++++++++++++

pyridine..Au3-

C5H5Au3N  mw:669.942 Anion CAS: Z-514790-04-6 fg:24 cnt:9506

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

17LIU/CIB    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.93(5) eV.

++++++++++++++++++++++++++++++++

pyridine..Au4-

C5H5Au4N  mw:866.909 Anion CAS: Z-514790-07-9 fg:24 cnt:9507

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

17LIU/CIB    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.03(5) eV.

++++++++++++++++++++++++++++++++

(HCN)5..Br-

C5H5BrN5  mw:213.973 fg:483 cnt:3862

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 2.6/2.2 TDAs | HOF(A-)=39.9/3.1 AfIN p:8

DaffH(X..Y-)= 8.1/1.0 TDAs

++++++++++++++++++++++++++++++++

pyridine..Cl-

C5H5ClN  mw:114.012

Core ion CAS: Z-16887-00-6 Solvent: 110-86-1 fg:482 cnt:2168

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

88HIR/MIZ3   Datum: DaffG= 6.8/2.6 TDAs | HOF(A-)=20.8/2.0 AfIN p:8

DaffH(X..Y-)= 12.7/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pyrcl.zcf]

CBS-QB3    |-34.5  | 12.0|  6.5| 18.3|34.2   |-56.7  

G3MP2B3    |-35.3  | 11.7|  6.5| 17.5|32.6   |-56.1  

G3MP2B3+   |-35.2  | 11.5|  6.0| 18.6|32.5   |-56.1  

G4MP2      |-33.8  | 11.7|  6.6| 17.4|32.9   |-55.0  

M062X/Def2T|-32.1  | 14.9|  8.8| 20.4|31.2   |-48.4  

B3/6-311++G|-22.6  | -0.3|  5.3| 17.9|44.9   |-56.9  

++++++++++++++++++++++++++++++++

(HCN)5..Cl-

C5H5ClN5  mw:170.024 fg:482 cnt:3854

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 2.5/2.2 TDAs | HOF(A-)=84.5/3.1 AfIN p:8

DaffH(X..Y-)= 8.8/1.0 TDAs

++++++++++++++++++++++++++++++++

adenine..Pt(Cl)6=

C5H5Cl6N5Pt  mw:539.833

Core ion CAS: Z-16871-54-8 Solvent: 73-24-5 fg:24 cnt:9596

HOF(solv)=  49.2/2.0 neut 94PED/   

----

15SEN/MAT    Datum: EA=2.26(3) eV LPES p:8

Vertical Detachment Energy:2.35(1) eV.

++++++++++++++++++++++++++++++++

Co..cyclopentadienide-

C5H5Co  mw:123.973 Anion CAS: Z-223448-83-7 fg:24 cnt:4884

HOF(solv)= 101.5/0.5 neut 82WAG/EVA

----

99SUN/SQU    Datum: DaffH= 38.7/3.1 CIDT | HOF(A-)=62.8/3.2 AfIN p:8

++++++++++++++++++++++++++++++++

pyridine..Co-

C5H5CoN  mw:137.976

Core ion CAS: Z-16727-18-7 Solvent: 110-86-1 fg:24 cnt:10210

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

06EDM/KAN    Datum: EA=0.8(1) eV LPES p:8

DaffH(AH)=  3.2/2.3 dEA

Vertical Detachment Energy:1.05(6) eV.

++++++++++++++++++++++++++++++++

(C3H5)Co(CO)2-.

C5H5CoO2  mw:155.963 Anion CAS: Z-114884-86-5 fg:22 cnt:1908

----

88MCD/SCH    Datum: EA=0.9(2) eV IMRB p:5

Electron affinity between SO2 and biacetyl.

++++++++++++++++++++++++++++++++

pyridine..Co2-

C5H5Co2N  mw:196.909

Core ion CAS: Z-104120-67-4 Solvent: 110-86-1 fg:24 cnt:10211

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

06EDM/KAN    Datum: EA=0.85(10) eV LPES p:8

Vertical Detachment Energy:0.95(6) eV.

++++++++++++++++++++++++++++++++

CF3CH(OH)CH2CH(CF3)O-

C5H5F6O2  mw:211.020 Anion CAS: A-348575-14-4 fg:31 cnt:8489

HOF(AH)= -429.0/5.0 Est3         |

----

13SHO/WAN    Datum: EA=4.0(1) eV LPES p:8

Vertical Detachment Energy:4.51(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qxohjxoq.zaf]

G3MP2B3    |-460.7 |335.8|328.9| 3.829|-429.3 |-371.9 |23.4|109.5

G3MP2B3+   |-460.3 |336.2|329.4| 3.815|-429.3 |-371.9 |23.0|109.6

G4MP2      |-457.0 |335.8|328.8| 3.550|-425.6 |-374.6 |23.2|103.1

M062X/Def2T|-467.1 |334.0|326.9| 3.748|-436.4 |-380.1 |23.6|108.4

B3/6-311++G|-410.5 |332.0|325.1| 3.847|-375.3 |-323.0 |23.1|104.4

++++++++++++++++++++++++++++++++

adenine..I-

C5H5IN5  mw:261.960

Core ion CAS: Z-20461-54-5 Solvent: 73-24-5 fg:484 cnt:9702

HOF(solv)=  49.2/2.0 neut 94PED/   

----

15STE/KIN    Datum: EA=3.96(5) eV SEVI p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(HCN)5..I-

C5H5IN5  mw:261.960 fg:484 cnt:3866

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 1.8/2.2 TDAs | HOF(A-)=53.7/3.1 AfIN p:8

DaffH(X..Y-)= 8.6/1.0 TDAs

++++++++++++++++++++++++++++++++

N-Me-maleimide-.

C5H5NO2  mw:111.033 Anion CAS: Z-59273-34-6 fg:102 cnt:2412

HOF(A.)= -61.7/2.0 Est1          |

----

89PAU/KEB    Datum: EA=1.11(9) eV IMRE [25.7(20) kcal] | HOF(A-)=-87.4/2.8 R-EA p:9

.DELTA.eaG(423 K) = -25.3/1 kcal/mol, .DELTA.S(estimated) = -1/1 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rmaleimd.zzf]

CBS-QB3    |-87.6  |     |     | 1.142|       |-61.3  |    |     

G3MP2B3    |-85.8  |     |     | 1.102|       |-60.4  |    |     

G3MP2B3+   |-85.9  |     |     | 1.103|       |-60.5  |    |     

G4MP2      |-87.8  |     |     | 1.239|       |-59.3  |    |     

M062X/Def2T|-90.0  |     |     | 1.190|       |-62.6  |    |     

B3/6-311++G|-71.3  |     |     | 1.350|       |-40.2  |    |     

++++++++++++++++++++++++++++++++

pyridine..O2-.

C5H5NO2  mw:111.033

Core ion CAS: Z-11062-77-4 Solvent: 110-86-1 fg:491 cnt:5977

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

02LEB/SCH    Datum: EA=1.39(10) eV LPES p:9

DaffH(AH)=  21.7/2.3 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [pyro2.zcf]

G3MP2B3    |7.8    | 17.3| 10.0| 24.5|32.6   |-7.5   | 1.059

++++++++++++++++++++++++++++++++

p-aza-anilide-

C5H5N2  mw:93.046 Anion CAS: Z-37062-09-2 fg:47 cnt:2430

HOF(A.)=  73.9/4.2               |

HOF(AH)=  31.0/0.3  84BIC/PIL    |

DacidS=24.3/3.0 Est2 |  S(A-)=74.1/3.2 Acid |  S(AH)=75.8/1.0 GpAd 93SP

----

88TAF/BOR    Datum: DacidG= 349.8/2.0 IMRE | HOF(A-)=22.4/2.2 Acid p:9

DacidH(AH)= 357.1/2.2 G+TS EA(ev)= 2.236

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pazaanil.zaf]

CBS-QB3    |24.7   |357.8|350.5| 2.257|32.6   |76.7   |24.5|96.2 

G3MP2B3    |21.7   |357.3|349.2| 2.444|31.6   |78.1   |27.4|98.6 

G3MP2B3+   |21.5   |357.2|349.9| 2.452|31.5   |78.1   |24.7|98.7 

G4MP2      |22.1   |357.4|350.1| 2.348|31.8   |76.3   |24.7|96.6 

M062X/Def2T|23.2   |359.0|351.6| 2.250|28.9   |75.1   |24.7|98.3 

B3/6-311++G|33.8   |357.7|350.3| 2.214|43.4   |84.9   |24.7|93.6 

++++++++++++++++++++++++++++++++

m-aza-anilide-

C5H5N2  mw:93.046 Anion CAS: Z-80287-52-1 fg:47 cnt:2431

HOF(A.)=  72.4/3.6               |

HOF(AH)=  34.0/0.5  84BIC/PIL    |

DacidS=24.4/2.0 Stat |  S(A-)=75.6/2.2 Acid |  S(AH)=77.2/1.0 GpAd 93SP

----

88TAF/BOR    Datum: DacidG= 353.3/2.0 IMRE | HOF(A-)=28.9/2.2 Acid p:9

DacidH(AH)= 360.6/2.1 G+TS EA(ev)= 1.888

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mazaanil.zaf]

CBS-QB3    |31.4   |362.2|354.8| 1.893|35.0   |75.0   |24.7|92.2 

G3MP2B3    |28.8   |361.6|353.8| 2.059|34.4   |76.2   |26.0|93.9 

G3MP2B3+   |28.5   |361.4|354.1| 2.066|34.3   |76.2   |24.7|94.0 

G4MP2      |28.8   |361.4|354.1| 1.976|34.5   |74.4   |24.7|91.9 

M062X/Def2T|30.2   |362.9|355.5| 1.854|32.0   |73.0   |24.8|93.1 

B3/6-311++G|40.1   |361.1|353.7| 1.865|46.3   |83.1   |24.7|88.9 

++++++++++++++++++++++++++++++++

o-aza-anilide-

C5H5N2  mw:93.046 Anion CAS: Z-41458-22-4 fg:47 cnt:1846

HOF(A.)=  69.9/3.6               |

HOF(AH)=  28.0/0.2  84BIC/PIL    |

DacidS=24.3/3.0 TDEq |  S(A-)=75.5/3.2 Acid |  S(AH)=77.2/1.0 GpAd 93SP

----

88TAF/BOR    Datum: DacidG= 355.6/2.0 IMRE | HOF(A-)=25.2/2.2 Acid p:9

DacidH(AH)= 362.9/2.2 G+TS EA(ev)= 1.941

----

88MEO/KAF    Datum: DacidH(AH)= 363.1/2.5 TDEq p:8

DacidG(AH)= 355.8/2.0 TDEq

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oazaanil.zaf]

CBS-QB3    |26.2   |363.0|355.4| 2.164|29.0   |76.1   |25.3|99.2 

G3MP2B3    |23.2   |362.4|354.5| 2.363|28.0   |77.6   |26.6|101.8

G3MP2B3+   |23.1   |362.4|354.8| 2.367|27.9   |77.6   |25.3|101.8

G4MP2      |23.3   |362.4|354.9| 2.271|28.1   |75.7   |25.3|99.7 

M062X/Def2T|24.5   |364.0|356.4| 2.180|25.2   |74.7   |25.3|101.6

B3/6-311++G|35.1   |362.7|355.1| 2.157|39.7   |84.8   |25.3|97.2 

++++++++++++++++++++++++++++++++

pyrrole..CN-

C5H5N2  mw:93.046

Core ion CAS: Z-57-12-5 Solvent: 109-97-7 fg:485 cnt:1701

HOF(solv)=  25.9/0.1 neut 94PED/   

----

88MEO/       Datum: DaffG= 15.3/1.0 TDAs | HOF(A-)=19.2/2.2 AfIN p:9

DaffH(X..Y-)= 23.4/1.0 TDAs

----

87LAR/MCM    Datum: DaffG= 12.3/2.3 IMRE p:8

DaffH(X..Y-)= 19.5/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pyrrnc.zcf]

CBS-QB3    |22.1   | 21.2| 13.2| 26.8|26.8   |16.5   

G3MP2B3    |19.8   | 20.7| 12.5| 27.5|26.0   |14.5   

G3MP2B3+   |19.9   | 20.5| 12.3| 27.6|25.9   |14.5   

G4MP2      |19.3   | 20.5| 12.2| 27.8|25.7   |14.1   

M062X/Def2T|20.0   | 21.9| 14.2| 26.0|23.5   |18.4   

B3/6-311++G|32.9   | 19.7| 11.9| 26.2|36.4   |16.2   

++++++++++++++++++++++++++++++++

pyridine..NO-

C5H5N2O  mw:109.041

Core ion CAS: Z-14967-78-3 Solvent: 110-86-1 fg:492 cnt:5980

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

02LEB/SCH    Datum: EA=0.62(10) eV LPES p:9

DaffH(AH)=  13.7/2.3 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [pyrno.zcf]

CBS-QB3    |45.2   |  9.4| -2.0| 38.4|34.2   |20.4   | 1.164

G3MP2B3    |43.5   | 10.9| -0.5| 38.4|32.6   |21.9   | 1.367

G3MP2B3+   |43.5   | 10.7| -0.7| 38.5|32.5   |21.8   | 1.362

G4MP2      |42.9   | 12.5|  1.0| 38.4|32.9   |22.5   | 1.280

M062X/Def2T|47.0   |  8.1| -3.3| 38.3|31.2   |23.9   | 0.947

B3/6-311++G|56.9   |  1.7| -9.8| 38.4|44.9   |13.7   | 1.055

++++++++++++++++++++++++++++++++

2-amino-3-aza-phenoxide-

C5H5N2O  mw:109.041 Anion CAS: A-16867-03-1 fg:33 cnt:4741

HOF(AH)=  -7.9/2.0 GpAd 93SP     |

DacidS=23.0/3.0 Stat | 

----

99BRE/KNO    Datum: DacidG= 334.2/2.7 IMRB | HOF(A-)=-32.5/3.5 Acid p:8

DacidH(AH)= 341.1/2.8 G+TS

Acid: 2-amino-3-hydroxypyridine.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2a3npho.zaf]

CBS-QB3    |-38.1  |341.1|333.9| 2.135|-13.5  |11.2   |24.3|76.9 

G3MP2B3    |-38.6  |341.6|334.3| 2.250|-13.0  |13.5   |24.5|78.6 

G3MP2B3+   |-38.7  |341.7|334.4| 2.257|-13.2  |13.5   |24.5|78.8 

G4MP2      |-37.8  |341.7|334.4| 2.145|-12.3  |11.8   |24.6|76.2 

M062X/Def2T|-38.4  |342.8|335.6| 1.999|-16.5  |7.8    |24.2|76.4 

B3/6-311++G|-24.0  |339.5|332.2| 2.036|3.7    |23.0   |24.4|71.4 

++++++++++++++++++++++++++++++++

EtOCOCN..CN-

C5H5N2O2  mw:125.036

Core ion CAS: Z-57-12-5 Solvent: 623-49-4 fg:485 cnt:1708

HOF(solv)= -47.0/3.0 Est3          

----

87LAR/MCM    Datum: DaffG= 10.0/2.3 IMRE | HOF(A-)=-47.7/4.2 AfIN p:9

DaffH(X..Y-)= 17.4/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etococn2.zcf]

CBS-QB3    |-55.5  | 22.2| 11.5| 35.9|-49.9  |16.5   

G3MP2B3    |-56.4  | 20.8| 10.2| 35.6|-50.0  |14.5   

G3MP2B3+   |-56.7  | 21.0| 10.5| 35.4|-50.1  |14.5   

G4MP2      |-54.3  | 19.8|  9.1| 35.8|-48.5  |14.1   

M062X/Def2T|-54.1  | 22.1| 11.9| 34.4|-50.4  |18.4   

B3/6-311++G|-31.4  | 16.6|  5.9| 35.6|-31.0  |16.2   

++++++++++++++++++++++++++++++++

1-Me-uracilide(C6)-

C5H5N2O2  mw:125.036 Anion CAS: Z-269065-24-9 fg:87 cnt:6777

----

05LEE/       Datum: DacidH(AH)= 363.0/3.0 IMRB | HOF(A-)=-2.7/3.0 Acid p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1ruracc6.zaf]

CBS-QB3    |-74.6  |366.3|360.1| 2.616|-75.1  |-14.0  |20.8|113.2

G3MP2B3    |-73.4  |366.7|359.6| 2.644|-72.8  |-12.2  |23.6|112.8

G3MP2B3+   |-73.5  |366.7|359.5| 2.643|-73.0  |-12.4  |24.1|112.8

G4MP2      |-72.7  |366.3|360.4| 2.518|-71.8  |-14.5  |19.8|109.5

M062X/Def2T|-77.2  |366.7|359.6| 2.478|-79.2  |-19.9  |23.8|111.4

B3/6-311++G|-55.8  |366.0|358.7| 2.565|-54.5  |3.6    |24.5|110.2

++++++++++++++++++++++++++++++++

6-Me-uracilide(N3)-

C5H5N2O2  mw:125.036 Anion CAS: A-626-48-2 fg:87 cnt:6781

----

05LEE/       Datum: DacidH(AH)= 352.0/5.0 IMRB | HOF(A-)=-13.7/5.0 Acid p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [6ruracn3.zaf]

CBS-QB3    |-102.4 |347.2|339.3|      |-83.8  |       |26.5|     

G3MP2B3    |-101.2 |347.8|339.8| 3.896|-81.7  |-11.1  |26.7|122.7

G3MP2B3+   |-101.4 |347.7|339.8| 3.678|-81.9  |-16.4  |26.8|117.6

G4MP2      |-100.4 |347.7|339.8|      |-81.0  |       |26.4|     

M062X/Def2T|-103.9 |348.6|340.9| 3.979|-87.9  |-11.9  |26.0|128.1

B3/6-311++G|-83.1  |348.2|340.2| 3.699|-64.0  |2.4    |26.7|118.5

++++++++++++++++++++++++++++++++

3-Me-uracilide(N1)-

C5H5N2O2  mw:125.036 Anion CAS: Z-65592-61-2 fg:87 cnt:6778

----

05LEE/       Datum: DacidH(AH)= 333.0/2.0 IMRB | HOF(A-)=-32.7/2.0 Acid p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3ruracn1.zaf]

CBS-QB3    |-105.5 |335.7|327.8|      |-75.4  |       |26.5|     

G3MP2B3    |-104.0 |336.5|329.2| 3.443|-73.2  |-24.3  |24.2|101.0

G3MP2B3+   |-104.1 |336.4|329.1| 3.447|-73.4  |-24.5  |24.7|101.0

G4MP2      |-102.7 |336.6|329.5| 3.312|-72.2  |-26.2  |23.8|98.1 

M062X/Def2T|-108.1 |336.1|328.4| 3.431|-79.5  |-28.8  |26.1|102.8

B3/6-311++G|-85.9  |335.7|328.1| 3.378|-54.3  |-7.8   |25.4|98.6 

++++++++++++++++++++++++++++++++

3-Me-uracilide(C6)-

C5H5N2O2  mw:125.036 Anion CAS: A-608-34-4 fg:87 cnt:6779

----

05LEE/       Datum: DacidH(AH)= 363.0/3.0 IMRB | HOF(A-)=-2.7/3.0 Acid p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3ruracc6.zaf]

CBS-QB3    |-74.1  |367.1|359.6|      |-75.4  |       |25.0|     

G3MP2B3    |-72.9  |367.5|360.3| 2.637|-73.2  |-11.9  |24.0|113.4

G3MP2B3+   |-73.1  |367.5|360.2| 2.637|-73.4  |-12.1  |24.5|113.4

G4MP2      |-72.2  |367.2|360.2|      |-72.2  |       |23.3|     

M062X/Def2T|-77.2  |367.0|359.2| 2.495|-79.5  |-19.4  |26.1|112.2

B3/6-311++G|-55.1  |366.6|359.1| 2.576|-54.3  |4.6    |25.1|111.0

++++++++++++++++++++++++++++++++

6-Me-uracilide(N1)-

C5H5N2O2  mw:125.036 Anion CAS: Z-118428-63-0 fg:87 cnt:6780

----

05LEE/       Datum: DacidH(AH)= 331.0/3.0 IMRB | HOF(A-)=-34.7/3.0 Acid p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [6ruracn1.zaf]

CBS-QB3    |-114.5 |335.0|327.4|      |-83.8  |       |25.5|     

G3MP2B3    |-113.3 |335.6|328.0| 3.467|-81.7  |-33.1  |25.6|100.7

G3MP2B3+   |-113.5 |335.6|328.1| 3.466|-81.9  |-33.2  |25.2|100.8

G4MP2      |-112.4 |335.7|328.1|      |-81.0  |       |25.8|     

M062X/Def2T|-116.9 |335.6|328.1| 3.448|-87.9  |-37.2  |25.2|102.8

B3/6-311++G|-96.4  |334.9|327.4|      |-64.0  |       |25.2|     

++++++++++++++++++++++++++++++++

1-Me-uracilide(N3)-

C5H5N2O2  mw:125.036 Anion CAS: Z-65592-60-1 fg:87 cnt:6776

DacidS=26.0/3.0 Stat | 

----

05LEE/       Datum: DacidH(AH)= 348.0/3.0 IMRB | HOF(A-)=-17.7/3.0 Acid p:7

DacidG(AH)= 340.3/3.1 H-TS

----

05PTA/DEN    Datum: DacidH(AH)= 346.0/5.0 EIAE p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1ruracn3.zaf]

G3MP2B3    |-92.6  |347.4|339.6| 3.908|-72.8  |-2.3   |26.3|122.6

G3MP2B3+   |-92.8  |347.4|339.6|      |-73.0  |       |26.3|     

G4MP2      |-91.1  |347.9|341.6|      |-71.8  |       |21.2|     

M062X/Def2T|-96.0  |347.9|340.3| 3.868|-79.2  |-6.5   |25.6|124.8

B3/6-311++G|-73.8  |347.9|340.1|      |-54.5  |       |26.3|     

++++++++++++++++++++++++++++++++

thyminide-

C5H5N2O2  mw:125.036 Anion CAS: N-681428-10-4 fg:93 cnt:6909

HOF(AH)= -78.6/1.0  94PED/       |

----

15HUA/LIU    Datum: EA=3.2635(6) eV PVMI p:9

Deprotonated at N between carbonyl and double bond.

----

07PAR/SHE    Datum: EA=3.25(5) eV LPES p:8

Anion at N1.

----

06CHE/HER    Datum: DacidH(AH)= 334.0/3.0 EIAE p:5

----

05PTA/DEN    Datum: DacidH(AH)= 328.0/5.0 EIAE p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [thyminn1.zaf]

CBS-QB3    |-112.3 |335.4|327.9| 3.255|-82.0  |-37.0  |25.2|97.0 

G3MP2B3    |-110.8 |336.2|328.7| 3.324|-79.8  |-34.0  |25.2|97.9 

G3MP2B3+   |-111.1 |336.1|328.6| 3.327|-80.0  |-34.1  |25.2|98.0 

G4MP2      |-109.9 |336.3|328.8| 3.192|-79.0  |-36.1  |25.2|95.1 

M062X/Def2T|-114.5 |335.9|328.3| 3.271|-85.7  |-38.9  |25.3|98.9 

B3/6-311++G|-93.7  |335.3|327.8| 3.240|-61.7  |-18.8  |25.1|95.0 

++++++++++++++++++++++++++++++++

H2O..hypoxanthinide-

C5H5N4O2  mw:153.042

Core ion CAS: Z-72359-89-8 Solvent: 7732-18-5 fg:293 cnt:8879

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WIN/       Datum: DaffG= 5.6/1.0 TDAs | HOF(A-)=-67.9/0.5 AfIN p:8

DaffH(X..Y-)= 10.1/0.5 TDAs

++++++++++++++++++++++++++++++++

adenine-.

C5H5N5  mw:135.055 Anion CAS: Z-34512-23-7 fg:120 cnt:4103

HOF(A.)=  49.2/2.0  94PED/       |

----

96DES/ABD    Datum: EA=0.012(5) eV Rydb | HOF(A-)=48.9/2.0 R-EA p:7

98AFL/GAL: vertical attachment electron affinity = -0.54 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [adenine.zzf]

CBS-QB3    |64.2   |     |     |-0.450|       |53.6   |    |     

G3MP2B3    |66.9   |     |     |-0.467|       |55.9   |    |     

G3MP2B3+   |66.7   |     |     |-0.466|       |55.8   |    |     

G4MP2      |63.1   |     |     |-0.306|       |55.8   |    |     

M062X/Def2T|64.5   |     |     |-0.710|       |47.9   |    |     

B3/6-311++G|77.2   |     |     |-0.345|       |69.1   |    |     

++++++++++++++++++++++++++++++++

guanine-.

C5H5N5O  mw:151.050 Anion CAS: Z-928855-34-9 fg:120 cnt:7021

HOF(A.)=  13.0/5.0 Est3          |

----

07HAR/GUT    Datum: EA=0.5(1) eV LPES p:7

Likely non-standard tautomer(s).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [guanine.zzf]

CBS-QB3    |11.5   |     |     |-0.330|       |3.4    |    |     

G3MP2B3    |14.7   |     |     |-0.312|       |6.9    |    |     

G3MP2B3+   |14.1   |     |     |-0.301|       |6.8    |    |     

G4MP2      |10.3   |     |     |-0.116|       |7.1    |    |     

M062X/Def2T|10.4   |     |     |-0.550|       |-2.7   |    |     

B3/6-311++G|27.5   |     |     |-0.183|       |22.9   |    |     

++++++++++++++++++++++++++++++++

2-furanyl-CH2-

C5H5O  mw:81.035 Anion CAS: Z-116077-68-0 fg:74 cnt:1833

HOF(AH)= -16.1/2.0 Est1          |

DacidS=23.0/3.0 Stat | 

----

88DEP/KAS    Datum: DacidG= 377.0/3.0 IMRB | HOF(A-)=2.1/3.7 Acid p:7

DacidH(AH)= 383.9/3.1 G+TS

Anion of 2-methylfuran. Order: H2O < furan < 2-Me-furan < MeOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [furan2j.zaf]

CBS-QB3    |3.0    |387.0|378.7| 0.592|-18.2  |16.0   |27.8|86.3 

G3MP2B3    |-0.3   |385.9|376.8| 0.780|-18.9  |16.8   |30.4|87.9 

G3MP2B3+   |-0.3   |386.0|378.0| 0.763|-19.1  |16.8   |26.8|88.0 

G4MP2      |0.1    |385.8|377.3| 0.715|-18.4  |15.9   |28.3|86.4 

M062X/Def2T|0.3    |386.3|378.6| 0.617|-21.2  |14.1   |25.9|87.4 

B3/6-311++G|15.6   |383.7|375.7| 0.662|-0.9   |30.4   |26.8|83.3 

++++++++++++++++++++++++++++++++

1-CO2Me-2-cycloprope-1-ide-

C5H5O2  mw:97.030 Anion CAS: Z-153503-94-7 fg:66 cnt:3563

HOF(AH)= -20.4/1.0 GpAd 93SP     |

DacidS=27.0/3.0 Calc |  S(A-)=89.9/3.2 Acid |  S(AH)=88.9/1.0 GpAd 93SP

----

94SAC/KAS    Datum: DacidG= 384.3/4.0 IMRB | HOF(A-)=6.3/4.2 Acid p:7

DacidH(AH)= 392.4/4.1 G+TS

Between water and fluorobenzene. Site of protonation uncertain.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc3co2r.zaf]

CBS-QB3    |10.5   |395.9|387.4| 0.703|-19.6  |26.8   |28.5|98.4 

G3MP2B3    |9.1    |395.5|387.0| 0.785|-19.3  |27.1   |28.5|98.4 

G3MP2B3+   |8.0    |394.5|386.1| 0.830|-19.4  |27.0   |28.3|98.5 

G4MP2      |9.4    |394.9|386.5| 0.715|-18.3  |25.9   |28.0|96.2 

M062X/Def2T|6.1    |396.4|388.3| 0.532|-25.6  |18.3   |27.2|96.0 

B3/6-311++G|26.5   |392.1|383.7| 0.661|1.6    |41.6   |28.4|92.1 

++++++++++++++++++++++++++++++++

cyclopentane-1,3-dione-2-ide-

C5H5O2  mw:97.030 Anion CAS: Z-81020-06-6 fg:65 cnt:6521

DacidS=23.6 Calc | 

----

04MIS/MAT    Datum: DacidG= 326.5/2.0 IMRE p:9

DacidH(AH)= 333.5 G+TS

Composite computational methods (18BAR/) indicate the keto form of the acid is more stable by 3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpdione.zaf]

CBS-QB3    |-105.3 |331.0|324.7| 3.072|-70.5  |-34.2  |21.0|88.4 

G3MP2B3    |-105.7 |331.9|325.5| 3.115|-70.4  |-33.7  |21.3|88.8 

G3MP2B3+   |-105.9 |331.7|325.3| 3.124|-70.4  |-33.7  |21.4|88.8 

G4MP2      |-104.3 |332.2|326.4| 3.014|-69.3  |-34.6  |19.3|86.8 

M062X/Def2T|-104.9 |330.9|324.3| 3.045|-71.2  |-34.5  |22.3|88.8 

B3/6-311++G|-88.7  |329.0|322.7| 3.105|-50.4  |-16.9  |21.2|85.6 

++++++++++++++++++++++++++++++++

3-Me-thiophenide-

C5H5S  mw:97.012 Anion CAS: A-616-44-4 fg:87 cnt:1835

HOF(AH)=  19.7/0.2  94PED/       |

DacidS=26.0/2.0 Stat |  S(A-)=76.8/2.2 Acid |  S(AH)=76.8/1.0 GpAd 93SP

----

88DEP/KAS    Datum: DacidG= 373.0/3.0 IMRB | HOF(A-)=34.8/3.1 Acid p:7

DacidH(AH)= 380.8/3.1 G+TS

Acid: 3-methylthiophene. Between MeOH, EtOH. Observation of only one deuterium exchange implies a ring proton is the acidic site.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3rthiph2.zaf]

CBS-QB3    |37.2   |383.4|375.7| 2.102|19.6   |85.7   |25.7|118.3

G3MP2B3    |33.5   |382.9|375.3| 2.196|17.8   |84.3   |25.5|118.6

G3MP2B3+   |33.3   |382.9|375.2| 2.201|17.6   |84.1   |25.8|118.6

G4MP2      |32.3   |382.6|375.0| 2.114|16.8   |81.1   |25.6|116.4

M062X/Def2T|39.3   |385.3|377.7| 1.910|18.7   |83.4   |25.6|116.8

B3/6-311++G|60.9   |384.8|377.1| 2.030|43.3   |107.7  |25.8|116.5

++++++++++++++++++++++++++++++++

thiophene-2-CH2-

C5H5S  mw:97.012 Anion CAS: Z-116077-52-2 fg:74 cnt:1834

HOF(AH)=  20.0/0.2  94PED/       |

DacidS=23.0/2.0 Stat |  S(A-)=73.6/2.2 Acid |  S(AH)=76.6/1.0 GpAd 93SP

----

88DEP/KAS    Datum: DacidG= 373.0/3.0 IMRB | HOF(A-)=34.1/3.1 Acid p:7

DacidH(AH)= 379.9/3.1 G+TS

Acid: 2-methylthiophene. Between MeOH, EtOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [thiop2j.zaf]

CBS-QB3    |36.8   |383.0|374.9| 0.773|19.6   |54.0   |27.0|86.6 

G3MP2B3    |32.6   |382.0|373.3| 0.970|17.8   |54.3   |29.0|88.6 

G3MP2B3+   |32.3   |381.9|373.9| 0.971|17.6   |54.2   |26.7|88.7 

G4MP2      |31.8   |382.0|373.8| 0.906|17.0   |52.1   |27.7|87.2 

M062X/Def2T|35.5   |381.3|373.7| 0.832|18.9   |54.3   |25.8|87.5 

B3/6-311++G|55.2   |379.3|371.4| 0.847|43.1   |74.2   |26.7|83.2 

++++++++++++++++++++++++++++++++

thymine..Ag-

C5H6AgN2O2  mw:232.949

Core ion CAS: Z-19498-54-5 Solvent: 65-71-4 fg:201 cnt:9124

HOF(solv)= -78.6/1.0 neut 94PED/   

----

17WAN/XU     Datum: EA=2.11(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

thymine..Au-

C5H6AuN2O2  mw:323.010

Core ion CAS: Z-19498-55-6 Solvent: 65-71-4 fg:24 cnt:11090

HOF(solv)= -78.6/1.0 neut 94PED/   

----

12CAO/XU     Datum: EA=3.29(8) eV LPES p:8

Vertical Detachment Energy:3.40(8) eV.

++++++++++++++++++++++++++++++++

thymine..Au2-

C5H6Au2N2O2  mw:519.977

Core ion CAS: Z-66525-34-6 Solvent: 65-71-4 fg:24 cnt:11290

HOF(solv)= -78.6/1.0 neut 94PED/   

----

14CAO/XU     Datum: EA=2.54(8) eV LPES p:8

Vertical Detachment Energy:2.74(8) eV.

++++++++++++++++++++++++++++++++

cyclopentadiene..Cl-

C5H6Cl  mw:101.016

Core ion CAS: Z-16887-00-6 Solvent: 542-92-7 fg:482 cnt:1522

HOF(solv)=  32.1/0.4 neut 86PED/NAY

----

82FRE/IKU    Datum: DaffG=<2.5 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cpcl.zcf]

CBS-QB3    |-29.6  |  7.4|  2.9| 15.1|34.5   |-56.7  

G3MP2B3    |-32.0  |  7.2|  2.4| 15.9|31.3   |-56.1  

G3MP2B3+   |-32.0  |  7.0|  2.9| 13.6|31.1   |-56.1  

G4MP2      |-30.7  |  7.2|  2.8| 14.8|31.5   |-55.0  

M062X/Def2T|-25.9  | 10.6|  4.8| 19.4|33.2   |-48.4  

B3/6-311++G|-15.8  | -5.1|  1.4| 14.8|46.8   |-56.9  

++++++++++++++++++++++++++++++++

thymine..Pt(Cl)6=

C5H6Cl6N2O2Pt  mw:530.822

Core ion CAS: Z-16871-54-8 Solvent: 65-71-4 fg:24 cnt:9594

HOF(solv)= -78.6/1.0 neut 94PED/   

----

15SEN/MAT    Datum: EA=2.35(3) eV LPES p:8

Vertical Detachment Energy:2.42(1) eV.

++++++++++++++++++++++++++++++++

thymine..I-

C5H6IN2O2  mw:252.948

Core ion CAS: Z-20461-54-5 Solvent: 65-71-4 fg:484 cnt:9529

HOF(solv)= -78.6/1.0 neut 94PED/   

----

13KIN/YAN    Datum: EA=4.05(5) eV LPES p:8

The stated EA is also the Vertical Detachment Energy. See also 15KIN/STE and 18MAT/CER.

++++++++++++++++++++++++++++++++

N-pyrrolyl-CH2-

C5H6N  mw:80.051 Anion CAS: Z-116077-57-7 fg:74 cnt:1832

HOF(AH)=  24.6/0.1  94PED/       |

DacidS=23.0/2.0 Stat | 

----

88DEP/KAS    Datum: DacidG= 386.0/3.0 IMRB | HOF(A-)=51.8/3.1 Acid p:7

DacidH(AH)= 392.9/3.1 G+TS

Anion of N-methyl-pyrrole. Between Me2NH, H2O.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrrj.zaf]

CBS-QB3    |55.2   |395.6|388.1| 0.521|25.4   |67.2   |25.3|93.9 

G3MP2B3    |52.8   |395.4|387.6| 0.568|24.6   |66.0   |25.9|93.5 

G3MP2B3+   |52.6   |395.3|387.7| 0.577|24.5   |65.9   |25.5|93.6 

G4MP2      |52.0   |394.9|387.4| 0.513|24.2   |63.8   |25.1|91.7 

M062X/Def2T|54.1   |396.7|389.2| 0.372|22.1   |62.8   |25.1|92.8 

B3/6-311++G|66.9   |395.4|387.8| 0.442|38.9   |77.2   |25.4|90.4 

++++++++++++++++++++++++++++++++

1-CN-cyclobutanide-

C5H6N  mw:80.051 Anion CAS: Z-157832-69-4 fg:67 cnt:9742

HOF(AH)=  35.2/0.3  94PED/       |

DacidS=24.1/2.0 Stat | 

----

94PEE/DEK    Datum: DacidG= 367.6 IMRE | HOF(A-)=44.3/0.3 Acid p:8

DacidH(AH)= 374.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbucn.zaf]

CBS-QB3    |50.0   |376.6|368.7| 1.242|39.1   |78.8   |26.8|91.8 

G3MP2B3    |47.9   |378.1|369.8| 1.271|37.0   |77.3   |28.0|92.4 

G3MP2B3+   |46.6   |377.0|369.1| 1.316|36.8   |77.1   |26.4|92.4 

G4MP2      |49.1   |379.0|370.1| 1.175|37.3   |76.2   |30.0|91.0 

M062X/Def2T|48.3   |375.6|367.6| 1.224|37.4   |76.6   |26.8|91.4 

B3/6-311++G|59.6   |373.1|365.2| 1.221|53.8   |88.0   |26.5|86.3 

++++++++++++++++++++++++++++++++

1-NC-cyclobutanide-

C5H6N  mw:80.051 Anion CAS: A-90993-55-8 fg:83 cnt:9754

DacidS=25.0/3.0 Calc | 

----

92PEE/       Datum: DacidG= 372.6/2.7 IMRE p:7

DacidH(AH)= 380.1/2.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbunc.zaf]

CBS-QB3    |76.1   |382.3|374.9| 1.069|59.5   |101.0  |24.8|93.6 

G3MP2B3    |73.1   |382.5|375.0| 1.159|57.8   |100.1  |25.2|94.4 

G3MP2B3+   |72.8   |382.3|374.9| 1.165|57.6   |99.9   |25.0|94.4 

G4MP2      |72.3   |382.0|374.5| 1.115|57.4   |98.2   |25.2|92.9 

M062X/Def2T|74.0   |382.7|375.3| 0.958|55.9   |96.4   |24.8|92.6 

B3/6-311++G|87.2   |379.9|372.4| 0.977|74.5   |110.0  |25.1|87.6 

++++++++++++++++++++++++++++++++

Me2NCOCC-

C5H6NO  mw:96.045 Anion CAS: A-2682-34-0 fg:84 cnt:1199

HOF(A.)=  96.9/4.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)=  16.0/3.0 Est3          |

DacidS=26.0/1.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 354.8/2.0 IMRE | HOF(A-)=12.9/3.6 Acid p:9

DacidH(AH)= 362.6/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2ncocc.zaf]

CBS-QB3    |11.6   |363.1|355.5| 3.678|14.3   |96.5   |25.4|134.3

G3MP2B3    |10.1   |363.5|356.1| 3.743|13.8   |96.6   |24.9|134.8

G3MP2B3+   |9.8    |363.3|355.6| 3.780|13.7   |97.0   |25.7|135.5

G4MP2      |10.8   |363.1|355.6| 3.573|14.9   |93.3   |25.0|130.5

M062X/Def2T|10.3   |362.4|354.8| 3.551|12.6   |92.2   |25.3|131.7

B3/6-311++G|25.5   |362.4|354.7| 3.521|30.3   |106.7  |25.9|128.5

++++++++++++++++++++++++++++++++

NCCH=C(OEt)O-

C5H6NO2  mw:112.040 Anion CAS: Z-31124-95-5 fg:66 cnt:2432

HOF(A.)= -34.1/2.8 D+AH          | BDE(A-H)= 92.0/2.0  94ZHA/BOR     

HOF(AH)= -74.0/2.0 GpAd 93SP     |

DacidS=21.0/3.0 Stat |  S(A-)=96.4/3.2 Acid |  S(AH)=101.4/1.0 GpAd 93SP

----

88TAF/BOR    Datum: DacidG= 333.6/2.0 IMRE | HOF(A-)=-99.8/3.0 Acid p:9

DacidH(AH)= 339.9/2.2 G+TS EA(ev)= 2.851

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncchco2e.zaf]

CBS-QB3    |-94.1  |340.4|333.3| 2.769|-68.7  |-30.2  |23.5|90.6 

G3MP2B3    |-94.2  |341.4|334.4| 2.813|-68.4  |-29.3  |23.5|91.2 

G3MP2B3+   |-94.4  |341.3|334.4| 2.818|-68.5  |-29.4  |23.1|91.3 

G4MP2      |-92.6  |341.4|334.4| 2.705|-66.8  |-30.1  |23.6|88.8 

M062X/Def2T|-96.6  |337.9|331.4| 2.841|-69.7  |-30.9  |21.6|90.9 

B3/6-311++G|-77.0  |336.6|329.6| 2.804|-46.3  |-12.3  |23.5|86.1 

++++++++++++++++++++++++++++++++

thymine-.

C5H6N2O2  mw:126.043 Anion CAS: Z-34504-16-0 fg:120 cnt:4102

HOF(A.)= -78.6/1.0  94PED/       |

----

18CIB/LIU    Datum: EA=0.071(2) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

96HEN/LYA    Datum: EA=0.069(7) eV LPES p:8

98AFL/GAL: vertical attachment electron affinity = -0.29 eV.

----

99DES/ABD    Datum: EA=0.070(20) eV Rydb p:7

----

98SCH/WEI    Datum: EA=0.062(8) eV LPES p:7

----

96DES/ABD    Datum: EA=0.068(20) eV Rydb p:7

----

07LI_/BOW    Datum: EA=2.40(10) eV LPES p:6

Valence state of rare tautomer(N3-H to C5) inferred from calculations.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [thymine.zzf]

CBS-QB3    |-81.9  |     |     | 0.018|       |-82.0  |    |     

G3MP2B3    |-78.7  |     |     |-0.032|       |-79.8  |    |     

G3MP2B3+   |-79.2  |     |     |-0.013|       |-80.0  |    |     

G4MP2      |-81.8  |     |     | 0.139|       |-79.0  |    |     

M062X/Def2T|-83.8  |     |     |-0.059|       |-85.7  |    |     

B3/6-311++G|-65.2  |     |     | 0.173|       |-61.7  |    |     

++++++++++++++++++++++++++++++++

HCO2H..uracil-.

C5H6N2O4  mw:158.033

Core ion CAS: Z-42052-10-8 Solvent: 64-18-6 fg:320 cnt:10057

HOF(solv)= -90.5/0.1 neut 94PED/   

----

04HAR/DAB    Datum: EA=1.7(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a proton-transfered complex.

++++++++++++++++++++++++++++++++

(HCN)3..MeCO2-

C5H6N3O2  mw:140.047 fg:234 cnt:3872

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 7.2/2.2 TDAs | HOF(A-)=39.8/2.4 AfIN p:8

DaffH(X..Y-)= 14.8/1.0 TDAs

++++++++++++++++++++++++++++++++

H2O..adeninide-

C5H6N5O  mw:152.058

Core ion CAS: Z-50339-88-3 Solvent: 7732-18-5 fg:293 cnt:8878

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WIN/       Datum: DaffG= 5.4/1.0 TDAs | HOF(A-)=-68.0/0.5 AfIN p:8

DaffH(X..Y-)= 10.2/0.5 TDAs

++++++++++++++++++++++++++++++++

MeOH..maleic anhydride-.

C5H6O4  mw:130.027

Core ion CAS: Z-51978-31-5 Solvent: 67-56-1 fg:302 cnt:1926

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.7/1.6 IMRE | HOF(A-)=-176.4/2.3 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [malanhw.zcf]

CBS-QB3    |-191.2 | 10.3|  1.8| 28.6|-48.8  |-132.1 

G3MP2B3    |-188.0 |  9.9|  1.6| 28.0|-47.8  |-130.2 

G3MP2B3+   |-188.1 |  9.9|  1.8| 27.1|-47.9  |-130.3 

G4MP2      |-189.4 | 10.7|  2.1| 28.7|-47.8  |-131.0 

M062X/Def2T|-194.0 | 12.7|  4.3| 28.3|-46.6  |-134.7 

B3/6-311++G|-168.3 |  8.8|  0.8| 26.9|-43.7  |-115.8 

++++++++++++++++++++++++++++++++

O2C(CH2)3CO2=

C5H6O4  mw:130.028 Anion CAS: Z-56-16-6 fg:37 cnt:4393

HOF(A.)= -187.6/4.4 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -248.5/3.2 hfa 16HOU/VAL|

----

14DEN/HOU    Datum: EA=0.50(5) eV LPES | HOF(A-)=-199.1/4.2 Acid p:8

DacidH(AH)= 415.1/2.7 D-EA

At 20 K.

----

08XIN/WAN    Datum: EA=0.45(10) eV PVMI p:8

Vertical Detachment Energy:0.8(1) eV. See also 09XIN/WAN and 10XIN/WAN.

----

99WAN/DIN5   Datum: EA=0.60(5) eV LPES p:8

Reverse Coulomb Barrier: 2.6(3) eV.

----

98DIN/WAN    Datum: EA=0.55(9) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj3a.zdf]

CBS-QB3    |-189.1 |423.2|412.6| 0.273|-246.5 |-182.6 |35.5|116.0

G3MP2B3    |-187.4 |423.9|413.3| 0.584|-244.1 |-173.8 |35.3|122.4

M062X/Def2T|-182.1 |428.5|417.8| 0.285|-246.0 |-175.2 |36.0|122.8

B3/6-311++G|-164.0 |419.4|408.4| 0.077|-216.1 |-163.6 |37.1|104.7

++++++++++++++++++++++++++++++++

(H2O)3..cyclopentapentanone=

C5H6O8  mw:194.006

Core ion CAS: Z-15110-70-0 Solvent: 7732-18-5 fg:401 cnt:11874

----

25CAO/WAN    Datum: EA=0.15(5) eV LPES p:8

DaffH(AH)=  0.4/0.1 dEA

Vertical Detachment Energy: 0.35(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [c5o5w3.zdf]

G3MP2B3    |-390.1 | 18.7|  9.7| 30.3|-57.6  |-313.8 | 0.116

++++++++++++++++++++++++++++++++

1-vinylcyclopropanide-

C5H7  mw:67.055 Anion CAS: Z-84064-88-0 fg:80 cnt:2793

HOF(AH)=  35.9/2.0  77PED/RYL    |

DacidS=24.0/3.0 Stat |  S(A-)=72.8/3.2 Acid |  S(AH)=74.8/1.0 GpAd 93SP

----

92GUO/KAS    Datum: DacidG= 386.5/3.0 IMRB | HOF(A-)=63.9/3.7 Acid p:7

DacidH(AH)= 393.7/3.1 G+TS

Between Me2NH, H2O.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cprv.zaf]

W1U        |58.4   |395.9|388.0| 0.600|28.3   |72.3   |26.4|96.0 

CBS-QB3    |61.8   |395.5|387.7| 0.580|32.1   |75.2   |26.2|95.3 

G3MP2B3    |57.7   |395.2|387.3| 0.710|29.7   |74.1   |26.5|96.5 

G3MP2B3+   |57.3   |395.0|387.1| 0.721|29.5   |73.9   |26.3|96.6 

G4MP2      |57.3   |394.9|386.9| 0.674|29.5   |72.8   |26.7|95.4 

M062X/Def2T|58.3   |395.3|387.5| 0.534|27.7   |70.6   |26.1|95.0 

B3/6-311++G|68.9   |392.2|384.4| 0.586|44.0   |82.4   |26.2|90.6 

++++++++++++++++++++++++++++++++

pentadienide-

C5H7  mw:67.055 Anion CAS: Z-35731-42-1 fg:80 cnt:831

HOF(A.)=  49.8/1.0 D+AH          | BDE(A-H)= 76.6/1.0  91CLA/CUL     

HOF(AH)=  25.3/0.3  94PED/       |

DacidS=16.2/3.0 Stat |  S(A-)=69.3/3.2 Acid |  S(AH)=79.1/1.0 GpAd 93SP

----

78ZIM/GYG    Datum: EA=0.91(3) eV PD   | HOF(A-)=28.8/2.6 Acid p:8

DacidG(AH)= 364.4/1.5 H-TS| DacidH(AH)= 369.2/1.6 D-EA

DaffH(AH)=  66.2/2.6 A-IN

Acid: 1,4-pentadiene. (Z)-1,3-pentadiene is 7.0 kcal/mol more stable(weaker acid).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jvv-w.zaf]

W1U        |27.3   |375.8|368.3| 0.872|17.3   |47.2   |24.9|82.0 

CBS-QB3    |31.3   |376.1|368.7| 0.807|21.0   |49.7   |24.8|80.9 

G3MP2B3    |26.3   |375.6|368.2| 0.999|17.9   |49.1   |24.9|83.3 

G3MP2B3+   |26.0   |375.6|368.1| 1.005|17.7   |49.0   |24.9|83.5 

G4MP2      |26.5   |375.4|368.0| 0.953|18.3   |48.3   |24.8|82.1 

M062X/Def2T|28.7   |373.2|365.9| 0.936|20.3   |50.2   |24.6|82.1 

B3/6-311++G|34.2   |371.3|363.9| 0.963|30.2   |56.2   |24.9|78.2 

++++++++++++++++++++++++++++++++

nPrCC-

C5H7  mw:67.055 Anion CAS: Z-91595-22-1 fg:84 cnt:855

HOF(A.)= 115.3/3.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)=  34.4/1.0  79ROG/DAG    |

DacidS=26.0/3.0 Stat |  S(A-)=78.8/3.6 Acid |  S(AH)=78.8/2.0  69BEN/CRU

----

79BAR/SCO #  Datum: DacidG= 372.0/2.0 IMRE | HOF(A-)=48.5/2.4 Acid p:9

DacidH(AH)= 379.8/2.2 G+TS EA(ev)= 2.899

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nprcc.zaf]

W1U        |48.5   |381.2|373.8| 2.906|33.1   |115.6  |25.0|134.6

CBS-QB3    |51.6   |380.5|373.1|      |36.8   |       |25.0|     

G3MP2B3    |47.4   |380.4|373.1| 3.060|34.2   |118.1  |24.3|136.0

G3MP2B3+   |47.2   |380.4|372.9| 3.100|34.0   |118.8  |25.1|136.9

G4MP2      |47.6   |380.1|372.8| 2.855|34.7   |113.6  |24.4|131.0

M062X/Def2T|51.9   |381.2|373.9| 2.736|35.3   |115.0  |24.7|131.8

B3/6-311++G|62.4   |381.2|373.8| 2.832|48.5   |127.9  |25.0|131.5

++++++++++++++++++++++++++++++++

bicyclo[1.1.1]pentan-1-ide-

C5H7  mw:67.055 Anion CAS: Z-37908-33-1 fg:88 cnt:2360

HOF(AH)=  49.7/3.0  82WIB/WEN    |

DacidS=28.2/2.0 Stat | 

----

90GRA/SQU    Datum: DacidH(AH)= 411.0/3.5 CIDT | HOF(A-)=95.0/4.6 Acid p:7

DacidG(AH)= 402.6/3.6 H-TS

02REE/KAS claim this is the 1,4-pentadien-2-ide vinyl anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc111pn.zaf]

W1U        |90.8   |410.1|402.2| 0.419|46.6   |100.4  |26.5|106.0

CBS-QB3    |92.7   |409.3|401.4| 0.455|49.2   |103.2  |26.5|106.0

G3MP2B3    |88.7   |408.3|400.0| 0.555|47.6   |101.4  |27.8|105.9

G3MP2B3+   |88.5   |408.4|400.5| 0.555|47.4   |101.3  |26.3|106.0

G4MP2      |87.8   |407.5|399.6| 0.497|47.4   |99.1   |26.4|103.8

M062X/Def2T|95.0   |412.1|404.3| 0.200|47.6   |99.5   |26.3|104.1

B3/6-311++G|110.7  |409.6|401.8| 0.381|68.3   |119.4  |26.3|103.2

++++++++++++++++++++++++++++++++

methylenecyclobutan-2-ide-

C5H7  mw:67.055 Anion CAS: Z-100812-23-5 fg:80 cnt:2774

HOF(AH)=  29.1/0.2  94PED/       |

DacidS=27.3/3.0 Stat | 

----

92GUO/KAS    Datum: DacidG= 379.0/5.0 IMRB | HOF(A-)=50.5/5.1 Acid p:7

DacidH(AH)= 387.1/5.1 G+TS

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 379 to 380 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcbu.zaf]

W1U        |49.3   |387.5|379.5| 0.558|27.6   |61.9   |26.9|86.3 

CBS-QB3    |53.2   |387.5|379.6| 0.536|31.4   |65.2   |26.7|86.0 

G3MP2B3    |49.2   |387.3|379.3| 0.656|29.1   |64.0   |26.9|87.0 

G3MP2B3+   |48.8   |387.1|379.1| 0.665|28.9   |63.8   |27.1|87.1 

G4MP2      |48.7   |386.8|378.8| 0.617|29.1   |62.6   |27.0|85.6 

M062X/Def2T|52.6   |387.5|379.6| 0.529|29.8   |64.6   |26.6|86.9 

B3/6-311++G|61.7   |385.5|377.5| 0.559|43.4   |74.3   |27.0|83.0 

++++++++++++++++++++++++++++++++

CH2=C(CH=CH2)CH2-

C5H7  mw:67.055 Anion CAS: Z-78427-90-4 fg:81 cnt:832 BDE(A-H)= 83.4/5.0 D-EA           

HOF(AH)=  18.0/0.3  94PED/       |

DacidS=22.3/2.0 Stat |  S(A-)=71.5/2.2 Acid |  S(AH)=75.2/1.0 GpAd 93SP

----

21DOB/THO    Datum: EA=0.63(5) eV LPES p:7

Vertical Detachment Energy:0.77(5) eV.

----

79BAR/MCI    Datum: DacidG= 379.0/5.0 IMRB | HOF(A-)=38.0/5.1 Acid p:6

DacidH(AH)= 385.7/5.0 G+TS

Between H2O, MeOH. Acid: isoprene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vallyl.zaf]

W1U        |40.8   |389.8|381.8| 0.642|16.9   |55.4   |26.8|90.7 

CBS-QB3    |44.9   |390.2|382.3| 0.592|20.4   |58.4   |26.5|90.1 

G3MP2B3    |39.5   |389.4|381.6| 0.773|17.3   |57.2   |26.2|92.1 

G3MP2B3+   |38.8   |388.9|380.1| 0.815|17.1   |57.2   |29.5|92.2 

G4MP2      |39.6   |389.1|381.3| 0.722|17.6   |56.1   |26.2|90.7 

M062X/Def2T|45.0   |389.7|381.6| 0.630|19.9   |59.3   |27.3|91.5 

B3/6-311++G|51.5   |387.4|378.6| 0.697|31.4   |67.2   |29.3|88.0 

++++++++++++++++++++++++++++++++

3,3-dimethyl-cyclopropenide-

C5H7  mw:67.055 Anion CAS: Z-613670-12-5 fg:86 cnt:6359

HOF(A.)= 104.6/6.2 D+AH          | BDE(A-H)= 106.6/3.7 D-EA          

HOF(AH)=  50.0/4.0 GpAd 93SP     |

DacidS=27.6/1.0 Stat | 

----

03FAT/MCC    Datum: DacidG= 374.4/1.3 IMRE | HOF(A-)=66.9/4.2 Acid p:8

DacidH(AH)= 382.6/1.3 G+TS

Maybe be ring-opened HCC-C(Me)2- structure.

----

03FAT/MCC    Datum: EA=1.63(15) eV IMRB [37.6(35) kcal] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2cpe.zaf]

W1U        |69.1   |383.9|376.1| 1.567|51.1   |105.3  |26.3|106.3

CBS-QB3    |71.8   |383.1|375.2| 1.595|54.5   |108.7  |26.3|106.3

G3MP2B3    |68.0   |382.8|374.5| 1.633|52.5   |105.7  |27.8|105.3

G3MP2B3+   |67.6   |382.6|374.8| 1.639|52.2   |105.5  |26.2|105.4

G4MP2      |67.4   |382.3|374.4| 1.579|52.3   |103.9  |26.4|103.7

M062X/Def2T|70.2   |384.1|376.2| 1.504|50.8   |105.1  |26.6|106.4

B3/6-311++G|83.5   |383.3|375.5| 1.542|67.5   |119.1  |26.2|103.7

++++++++++++++++++++++++++++++++

pyridine..{H2O}..O2-.

C5H7NO3  mw:129.043 fg:491 cnt:5983

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

02LEB/SCH    Datum: EA=1.87(10) eV LPES p:9

DaffH(AH)=  10.4/2.6 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

++++++++++++++++++++++++++++++++

O2C(CH2)2CH(NH2)CO2=

C5H7NO4  mw:145.039 Anion CAS: Z-138-18-1 fg:36 cnt:8649

----

14DEN/HOU    Datum: EA=0.65(5) eV LPES p:8

At 20 K.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2nh2dcj3.zdf]

CBS-QB3    |-189.3 |     |     | 0.270|       |-182.4 |    |     

G3MP2B3    |-187.5 |     |     | 0.648|       |-172.1 |    |     

M062X/Def2T|-179.5 |     |     |-0.182|       |-182.4 |    |     

M062X/Def2T|-181.8 |     |     |-0.487|       |-192.9 |    |     

B3/6-311++G|-159.2 |     |     |-0.136|       |-162.0 |    |     

++++++++++++++++++++++++++++++++

3,5-diMe-pyrazolide-

C5H7N2  mw:95.061 Anion CAS: Z-122039-72-9 fg:51 cnt:1248

HOF(AH)=  28.0/4.0 Est1          |

DacidS=24.6/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 346.5/2.0 IMRE | HOF(A-)=16.1/4.5 Acid p:8

DacidH(AH)= 353.8/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pz35r.zaf]

G3MP2B3    |14.1   |356.1|349.0| 2.639|25.2   |75.2   |23.8|102.1

G3MP2B3+   |13.8   |356.0|348.3| 2.653|25.0   |75.0   |25.8|102.2

G4MP2      |13.5   |356.0|348.9| 2.549|24.6   |72.5   |23.9|100.0

M062X/Def2T|15.9   |357.4|350.4| 2.530|23.2   |74.5   |23.5|103.4

B3/6-311++G|28.8   |357.1|349.6| 2.513|38.9   |86.9   |25.5|100.0

++++++++++++++++++++++++++++++++

3,4-diMe-pyrazolide-

C5H7N2  mw:95.061 Anion CAS: A-2820-37-3 fg:51 cnt:2497

HOF(AH)=  28.0/4.0 Est1          |

DacidS=26.0/1.0 Stat | 

----

91TAF/       Datum: DacidG= 348.0/2.0 IMRE | HOF(A-)=18.1/4.5 Acid p:9

DacidH(AH)= 355.8/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pz34r.zaf]

G3MP2B3    |15.9   |356.6|348.8| 2.725|26.5   |79.0   |26.4|104.7

G3MP2B3+   |15.6   |356.5|348.6| 2.734|26.3   |78.9   |26.4|104.7

G4MP2      |15.2   |356.6|348.7| 2.640|25.8   |76.4   |26.6|102.7

M062X/Def2T|17.7   |357.8|349.8| 2.639|24.6   |78.7   |26.9|106.2

B3/6-311++G|31.0   |357.6|349.8| 2.585|40.7   |90.9   |26.2|102.3

++++++++++++++++++++++++++++++++

H2O..thyminide-

C5H7N2O3  mw:143.046

Core ion CAS: N-681428-10-4 Solvent: 7732-18-5 fg:293 cnt:8876

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WIN/       Datum: DaffG= 5.4/1.0 TDAs | HOF(A-)=-68.2/0.5 AfIN p:8

DaffH(X..Y-)= 10.4/0.5 TDAs

++++++++++++++++++++++++++++++++

H2O..adenine-.

C5H7N5O  mw:153.066

Core ion CAS: Z-34512-23-7 Solvent: 7732-18-5 fg:320 cnt:6970

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN2   Datum: EA=0.29(10) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:0.78(5) eV.

++++++++++++++++++++++++++++++++

cyclopentanone enolate-

C5H7O  mw:83.050 Anion CAS: Z-67592-90-9 fg:63 cnt:718

HOF(A.)=  -6.2/2.0 D+AH          | BDE(A-H)= 91.8/2.0 SDEA 91BAU/GUA 

HOF(AH)= -45.9/0.4  94PED/       |

DacidS=26.0/3.0 Stat | 

----

93BRI/BER    Datum: EA=1.598(7) eV LPD  p:9

DacidH(AH)= 368.6/2.0 D-EA

----

88BRI/SQU    Datum: DacidG= 360.3/4.0 IMRB | HOF(A-)=-43.5/4.1 Acid p:8

DacidH(AH)= 368.1/4.1 G+TS

----

78ZIM/JAC    Datum: EA=1.62(6) eV PD   [37.3(13) kcal] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpnone.zaf]

CBS-QB3    |-43.9  |367.6|360.2| 1.635|-45.7  |-6.1   |24.7|91.7 

G3MP2B3    |-45.5  |368.0|360.6| 1.676|-46.3  |-6.8   |24.6|91.6 

G3MP2B3+   |-45.9  |367.7|360.4| 1.689|-46.5  |-6.9   |24.7|91.6 

G4MP2      |-44.8  |367.9|360.6| 1.596|-45.6  |-8.0   |24.7|89.8 

M062X/Def2T|-42.1  |368.5|361.1| 1.502|-46.0  |-7.5   |24.7|90.6 

B3/6-311++G|-28.6  |366.6|359.2| 1.572|-27.9  |7.7    |24.7|87.7 

++++++++++++++++++++++++++++++++

H2O..cyclopentadienide-

C5H7O  mw:83.050

Core ion CAS: Z-12127-83-2 Solvent: 7732-18-5 fg:277 cnt:2085

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88MEO/   2   Datum: DaffG= 6.2/1.0 TDAs | HOF(A-)=-68.8/1.0 AfIN p:8

DaffH(X..Y-)= 11.0/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wcp.zcf]

G3MP2B3    |-51.9  | 12.8|  5.9| 23.4|-57.6  |18.5   

G3MP2B3+   |-52.0  | 12.9|  6.2| 22.3|-57.6  |18.4   

M062X/Def2T|-48.2  | 15.5|  7.6| 26.4|-53.6  |21.0   

B3/6-311++G|-32.2  | 11.7|  5.1| 22.4|-54.2  |33.6   

++++++++++++++++++++++++++++++++

CH2=C(cPr)O-

C5H7O  mw:83.050 Anion CAS: Z-113685-99-7 fg:63 cnt:2367

HOF(A.)=  15.9/2.0 D+AH          | BDE(A-H)= 96.0/2.0 Est2 01BOU/CHA 

HOF(AH)= -28.0/0.2  83FUC/SMI    |

DacidS=22.6/3.0 Stat |  S(A-)=78.8/3.2 Acid |  S(AH)=82.2/1.0 GpAd 93SP

----

88BRI/SQU    Datum: DacidG= 359.0/4.0 IMRB | HOF(A-)=-27.9/4.1 Acid p:7

DacidH(AH)= 365.7/4.1 G+TS EA(ev)= 1.902

Between MeCHO, Me2C=NOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcocpr.zaf]

CBS-QB3    |-21.7  |371.7|364.4| 1.660|-27.6  |16.6   |24.6|96.4 

G3MP2B3    |-23.9  |371.3|363.6| 1.726|-28.0  |15.9   |26.0|96.0 

G3MP2B3+   |-24.1  |371.2|363.9| 1.729|-28.1  |15.8   |24.4|96.0 

G4MP2      |-23.8  |371.3|363.7| 1.650|-27.9  |14.2   |25.4|94.2 

M062X/Def2T|-23.8  |372.4|365.1| 1.538|-31.6  |11.7   |24.6|95.3 

B3/6-311++G|-7.5   |370.6|363.4| 1.638|-10.9  |30.3   |24.2|93.3 

++++++++++++++++++++++++++++++++

EtCH=CHCO2-

C5H7O2  mw:99.045 Anion CAS: Z-98571-46-1 fg:34 cnt:2339

HOF(A.)= -30.5/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -91.4/1.0 GpAd 93SP     |

DacidS=23.5/1.0 Stat |  S(A-)=89.8/1.4 Acid |  S(AH)=92.3/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 338.2/2.8 CIDC | HOF(A-)=-111.9/3.0 Acid p:9

DacidH(AH)= 345.2/2.8 G+TS EA(ev)= 3.529

Trans isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etvco2.zaf]

CBS-QB3    |-111.5 |344.9|337.2| 3.386|-90.6  |-33.3  |25.8|109.4

G3MP2B3    |-112.2 |345.8|338.6| 3.522|-90.8  |-30.9  |24.3|112.0

G3MP2B3+   |-112.4 |345.8|338.1| 3.393|-91.0  |-34.1  |25.9|109.0

G4MP2      |-111.3 |345.6|337.9| 3.317|-89.8  |-34.8  |25.8|107.1

M062X/Def2T|-108.9 |346.6|339.0| 3.409|-90.8  |-30.2  |25.5|112.8

B3/6-311++G|-94.1  |344.4|336.6| 3.230|-71.2  |-19.6  |25.8|103.7

++++++++++++++++++++++++++++++++

MeCOCH=C(Me)O-

C5H7O2  mw:99.045 Anion CAS: Z-19268-49-6 fg:65 cnt:724

HOF(A.)= -51.5/2.0 D+AH          | BDE(A-H)= 91.0/2.0 SDEA 91BAU/GUA 

HOF(AH)= -90.4/0.3  05TEM/ROU    |

DacidS=23.7/1.0 Stat | 

----

78CUM/KEB    Datum: DacidG= 336.6/2.0 IMRE | HOF(A-)=-112.4/2.0 Acid p:9

DacidH(AH)= 343.7/2.0 G+TS EA(ev)= 2.642

At 500K: neutral enol/keto ratio is 1.7:1, 85FOL/WEI. .DELTA.H=-4.7 kcal/mol, enol favored. The carbonyls are anti in the anion: 99IRI/ .

----

24JAR/TAC    Datum: EA=3(2) eV LPD  [2.74(2) eV] p:8

There is a vibrationally excited dipole-bound state at 2.78 eV, and an electrnically excited one at 3.69 eV.

----

88TAF/BOR    Datum: DacidG= 336.7/2.0 IMRE p:8

DacidH(AH)= 343.8/2.0 G+TS

At 330K: neutral enol/keto ratio should be 8:1 (52STR/HOH).

----

91SHA/RIC    Datum: EA=2.52(13) eV IMRB [58.0(30) kcal] p:7

99IRI/ reports electron affinity = 2.8 eV, in sickle geometry, at MP2/6-31+G* level. Composite computational methods(18BAR/) indicate electron affinity = 2.92 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ac2ch-k.zaf]

CBS-QB3    |-111.6 |345.2|338.2| 2.854|-91.0  |-45.7  |23.5|97.4 

G3MP2B3    |-112.6 |345.4|336.9| 2.922|-90.7  |-45.1  |28.3|97.8 

G3MP2B3+   |-112.8 |     |     | 2.930|       |-45.1  |    |     

G4MP2      |-110.7 |346.0|337.6| 2.780|-89.6  |-46.5  |28.4|95.2 

M062X/Def2T|-111.9 |344.9|336.9| 2.903|-92.1  |-44.9  |26.8|99.3 

B3/6-311++G|-97.3  |343.1|335.5| 2.966|-73.2  |-28.8  |25.5|96.5 

++++++++++++++++++++++++++++++++

1-Me-cPrCO2-

C5H7O2  mw:99.045 Anion CAS: Z-124891-62-9 fg:34 cnt:2342

HOF(A.)= -23.3/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -84.2/1.0 GpAd 93SP     |

DacidS=23.5/1.0 Stat |  S(A-)=83.0/1.4 Acid |  S(AH)=85.5/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 337.1/2.8 CIDC | HOF(A-)=-105.8/3.0 Acid p:9

DacidH(AH)= 344.1/2.8 G+TS EA(ev)= 3.577

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpr1rco2.zaf]

CBS-QB3    |-108.6 |344.0|336.4| 3.409|-86.9  |-29.9  |25.5|109.1

G3MP2B3    |-108.4 |345.0|337.8| 3.557|-86.2  |-26.2  |24.1|112.0

G3MP2B3+   |-108.7 |344.9|337.3| 3.429|-86.3  |-29.5  |25.4|109.0

G4MP2      |-108.0 |344.8|337.1| 3.344|-85.6  |-30.8  |25.7|106.9

M062X/Def2T|-109.5 |345.2|337.6| 3.439|-90.0  |-30.0  |25.5|112.2

B3/6-311++G|-86.5  |343.5|335.8| 3.240|-62.7  |-11.7  |25.6|103.1

++++++++++++++++++++++++++++++++

2-Me-cPrCO2-

C5H7O2  mw:99.045 Anion CAS: Z-124891-63-0 fg:34 cnt:2338

HOF(A.)= -23.4/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -84.3/1.0 GpAd 93SP     |

DacidS=23.5/1.0 Stat |  S(A-)=82.5/1.4 Acid |  S(AH)=85.0/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 338.8/2.8 CIDC | HOF(A-)=-104.2/3.0 Acid p:9

DacidH(AH)= 345.8/2.8 G+TS EA(ev)= 3.503

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpr2rco2.zaf]

CBS-QB3    |-107.0 |345.4|337.9| 3.385|-86.6  |-28.9  |25.0|109.9

G3MP2B3    |-106.8 |346.4|339.3| 3.514|-86.0  |-25.7  |23.7|112.4

G3MP2B3+   |-107.0 |346.4|338.8| 3.400|-86.2  |-28.5  |25.4|109.8

G4MP2      |-106.5 |346.2|338.7| 3.314|-85.5  |-29.9  |25.2|107.7

M062X/Def2T|-107.8 |347.0|339.4| 3.397|-90.1  |-29.3  |25.3|112.9

B3/6-311++G|-86.5  |344.9|337.3| 3.215|-64.0  |-12.2  |25.4|103.9

++++++++++++++++++++++++++++++++

Me2C=CHCO2-

C5H7O2  mw:99.045 Anion CAS: Z-18358-40-2 fg:34 cnt:2176

HOF(A.)= -34.2/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -95.1/1.0 GpAd 93SP     |

DacidS=23.5/3.0 Stat |  S(A-)=87.6/3.2 Acid |  S(AH)=90.1/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 338.9/2.0 IMRE | HOF(A-)=-114.9/2.4 Acid p:9

DacidH(AH)= 345.9/2.2 G+TS EA(ev)= 3.499

----

90GRA/SCH    Datum: DacidG= 338.2/2.8 CIDC p:8

DacidH(AH)= 345.2/2.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2ccco2.zaf]

CBS-QB3    |-114.2 |345.6|338.1| 3.333|-94.0  |-37.1  |25.0|109.0

G3MP2B3    |-114.7 |346.5|339.5| 3.481|-94.0  |-34.1  |23.6|111.9

G3MP2B3+   |-115.0 |346.4|339.0| 3.348|-94.2  |-37.5  |24.9|108.8

G4MP2      |-113.8 |346.4|338.9| 3.263|-93.0  |-38.4  |25.1|106.7

M062X/Def2T|-111.3 |347.5|339.2| 3.357|-94.1  |-33.8  |27.9|112.5

B3/6-311++G|-95.9  |345.6|337.9| 3.164|-74.2  |-22.8  |25.8|103.6

++++++++++++++++++++++++++++++++

cPrCH2CO2-

C5H7O2  mw:99.045 Anion CAS: Z-64274-58-4 fg:34 cnt:2337

HOF(A.)= -21.6/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -82.5/1.0 GpAd 93SP     |

DacidS=23.5/1.0 Stat |  S(A-)=85.3/1.4 Acid |  S(AH)=87.8/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 338.8/2.8 CIDC | HOF(A-)=-102.4/3.0 Acid p:9

DacidH(AH)= 345.8/2.8 G+TS EA(ev)= 3.503

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cprjco2.zaf]

CBS-QB3    |-102.8 |344.6|338.0|      |-81.7  |       |22.3|     

G3MP2B3    |-102.7 |345.8|339.6| 3.409|-81.3  |-23.8  |20.6|109.6

G3MP2B3+   |-102.8 |345.9|338.7| 3.413|-81.5  |-23.9  |24.0|109.7

G4MP2      |-102.4 |345.6|339.1| 3.328|-80.8  |-25.4  |21.9|107.5

M062X/Def2T|-104.0 |346.1|339.1| 3.436|-85.4  |-24.5  |23.6|113.0

B3/6-311++G|-81.6  |344.8|337.5| 3.214|-59.1  |-7.3   |24.7|103.9

++++++++++++++++++++++++++++++++

CH2=CHCH2CH2CO2-

C5H7O2  mw:99.045 Anion CAS: Z-20224-66-2 fg:34 cnt:2341

HOF(A.)= -32.3/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -93.2/1.0 GpAd 93SP     |

DacidS=23.5/1.0 Stat |  S(A-)=99.8/1.4 Acid |  S(AH)=102.3/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 337.3/2.8 CIDC | HOF(A-)=-114.6/3.0 Acid p:9

DacidH(AH)= 344.3/2.8 G+TS EA(ev)= 3.568

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vjjco2ga.zaf]

CBS-QB3    |-110.6 |342.4|335.3|      |-87.3  |       |24.0|     

G3MP2B3    |-111.5 |343.6|336.8| 2.683|-87.9  |-48.1  |22.6|91.9 

G3MP2B3+   |-111.8 |343.4|336.0| 2.682|-88.0  |-48.3  |24.9|91.8 

G4MP2      |-110.5 |343.5|336.4| 2.588|-86.9  |-49.3  |24.0|89.7 

M062X/Def2T|-108.6 |343.6|336.3| 2.640|-87.5  |-46.4  |24.5|93.2 

B3/6-311++G|-92.3  |340.8|333.6| 2.623|-65.8  |-30.1  |23.9|87.7 

++++++++++++++++++++++++++++++++

cBuCO2-

C5H7O2  mw:99.045 Anion CAS: Z-64274-59-5 fg:34 cnt:2177

HOF(A.)= -22.5/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -83.4/1.0 GpAd 93SP     |

DacidS=23.5/3.0 Stat |  S(A-)=82.9/3.2 Acid |  S(AH)=85.4/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 338.8/2.0 IMRE | HOF(A-)=-103.3/2.4 Acid p:9

DacidH(AH)= 345.8/2.2 G+TS EA(ev)= 3.503

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbuco2.zaf]

CBS-QB3    |-104.5 |345.0|337.8| 3.384|-83.7  |-26.3  |24.2|109.5

G3MP2B3    |-104.5 |346.0|339.4| 3.520|-83.3  |-23.2  |22.3|112.2

G4MP2      |-104.0 |345.9|339.0| 3.312|-82.7  |-27.4  |23.1|107.3

M062X/Def2T|-102.5 |346.6|338.7| 2.550|-84.4  |-41.8  |26.4|94.7 

B3/6-311++G|-83.4  |344.3|337.1| 3.245|-60.4  |-9.9   |24.2|102.7

++++++++++++++++++++++++++++++++

1-CO2Me-cyclopropanide-

C5H7O2  mw:99.045 Anion CAS: Z-157832-71-8 fg:66 cnt:3564

HOF(AH)= -72.3/1.0 GpAd 93SP     |

DacidS=26.2/3.0 Calc |  S(A-)=90.6/3.2 Acid |  S(AH)=90.4/1.0 GpAd 93SP

----

94PEE/DEK    Datum: DacidG= 367.1 IMRE | HOF(A-)=-63.1/1.0 Acid p:8

DacidH(AH)= 374.9 G+TS

Composite computational methods(18BAR/) indicate an acidity ca. 10 kcal/mol weaker.

----

94SAC/KAS    Datum: DacidG= 366.9/4.0 IMRB p:7

DacidH(AH)= 374.7/4.1 G+TS

Between tBuOH and HF. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 377-378 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cprco2r.zaf]

CBS-QB3    |-56.2  |384.7|376.4| 1.636|-75.2  |-18.3  |27.9|108.9

G3MP2B3    |-55.8  |385.4|377.0| 1.663|-74.0  |-17.4  |28.2|108.8

G3MP2B3+   |-56.2  |385.1|376.9| 1.674|-74.1  |-17.4  |27.5|108.8

G4MP2      |-54.2  |386.3|377.9| 1.524|-73.4  |-18.9  |28.2|106.5

M062X/Def2T|-60.2  |384.4|376.8| 1.547|-80.0  |-24.3  |25.7|107.7

B3/6-311++G|-38.2  |381.8|373.6| 1.578|-52.7  |-1.7   |27.4|103.2

++++++++++++++++++++++++++++++++

MeCO2CH=C(Me)O-

C5H7O3  mw:115.040 Anion CAS: Z-163667-28-5 fg:63 cnt:1058

HOF(A.)= -109.1/2.2 D+AH         | BDE(A-H)= 81.0/2.0 Est2 90BOR/HAR 

HOF(AH)= -138.0/1.0 GpAd 93SP    |

DacidS=23.3/3.0 Stat |  S(A-)=111.8/3.2 Acid |  S(AH)=114.5/1.0 GpAd 93SP

----

78CUM/KEB    Datum: DacidG= 343.3/2.0 IMRE | HOF(A-)=-153.4/2.4 Acid p:9

DacidH(AH)= 350.3/2.2 G+TS

Composite computational methods(18BAR/) indicate the terminal methyl of the ketone is 2.4 kcal/mol more strongly acidic than the internal site.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acojcoj.zaf]

CBS-QB3    |-141.5 |353.6|348.1|      |-129.3 |       |18.3|     

G3MP2B3    |-141.0 |353.7|348.4| 2.453|-127.6 |-84.3  |17.8|95.4 

G3MP2B3+   |-141.6 |353.3|347.5| 2.485|-127.7 |-84.2  |19.3|95.6 

G4MP2      |-139.6 |353.8|348.5| 2.321|-126.2 |-85.8  |18.0|92.5 

M062X/Def2T|-141.5 |353.2|348.1| 2.323|-130.1 |-87.9  |17.2|94.3 

B3/6-311++G|-118.7 |352.8|347.3| 2.396|-104.3 |-63.3  |18.7|93.1 

++++++++++++++++++++++++++++++++

MeCOCH2CH2CO2-

C5H7O3  mw:115.040 Anion CAS: Z-10402-70-7 fg:38 cnt:2346

HOF(A.)= -84.2/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -145.1/1.0 GpAd 93SP    |

DacidS=23.5/1.0 Stat |  S(A-)=97.9/1.4 Acid |  S(AH)=100.4/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 333.7/2.8 CIDC | HOF(A-)=-170.1/3.0 Acid p:9

DacidH(AH)= 340.7/2.8 G+TS EA(ev)= 3.725

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acjjco2.zaf]

CBS-QB3    |-169.7 |338.9|331.6| 2.872|-142.9 |-103.3 |24.6|91.7 

G3MP2B3    |-168.6 |340.4|333.6| 2.868|-141.8 |-102.2 |22.8|91.7 

G3MP2B3+   |-169.1 |339.9|332.4| 2.888|-141.8 |-102.3 |25.2|91.6 

G4MP2      |-167.3 |340.4|333.2| 2.739|-140.5 |-103.9 |24.2|88.7 

M062X/Def2T|-167.3 |339.9|331.4| 2.696|-142.5 |-105.0 |28.5|89.7 

B3/6-311++G|-147.8 |339.5|332.5| 2.815|-120.0 |-82.7  |23.4|89.4 

++++++++++++++++++++++++++++++++

(MeO2C)2CH-

C5H7O4  mw:131.035 Anion CAS: Z-33673-07-3 fg:66 cnt:6499

HOF(AH)= -179.0/3.0 Est4         |

DacidS=22.6 Calc |  S(A-)=109.1/2.0 Acid |  S(AH)=112.5/2.0 GpAd 93SP

----

04MIS/MAT    Datum: DacidG= 341.3/2.0 IMRE | HOF(A-)=-196.6/3.0 Acid p:9

DacidH(AH)= 348.0 G+TS

Composite computational methods(18BAR/) indicate the keto form of acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [e2ch-k.zaf]

CBS-QB3    |-200.0 |347.4|340.5| 2.727|-181.7 |-137.1 |23.3|96.8 

G3MP2B3    |-197.0 |348.5|341.6| 2.733|-178.3 |-133.9 |23.2|96.6 

G3MP2B3+   |-197.1 |348.4|341.6|      |-178.3 |       |22.8|     

G4MP2      |-194.9 |348.4|341.5| 2.584|-176.2 |-135.3 |23.2|93.1 

M062X/Def2T|-201.9 |345.2|338.2| 2.727|-182.4 |-138.9 |23.5|95.6 

B3/6-311++G|-173.7 |344.2|337.5| 2.829|-150.6 |-110.0 |22.2|92.6 

++++++++++++++++++++++++++++++++

HO2C(CH2)3CO2-

C5H7O4  mw:131.035 Anion CAS: Z-18667-05-5 fg:37 cnt:6601

HOF(A.)= -140.8/2.2 D+AH         | BDE(A-H)= 113.0/2.0 Est2          

HOF(AH)= -201.7/1.0 GpAd 93SP    |

DacidS=23.5/3.0 CIDC |  S(A-)=102.0/3.2 Acid |  S(AH)=104.5/1.0 GpAd 93SP

----

06WOO/WAN    Datum: EA=4.59(5) eV LPES p:9

----

16HOU/VAL    Datum: EA=4.67(10) eV LPES | HOF(A-)=-248.5/3.2 Acid p:8

DacidG(AH)= 311.9/3.3 H-TS| DacidH(AH)= 318.9/3.1 D-EA

----

05KUM/PRA    Datum: DacidG= 319.7/2.0 CIDC | HOF(A-)=-240.7/2.2 Acid p:7

DacidH(AH)= 326.7/2.0 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj3c.zaf]

G3MP2B3    |-244.1 |321.8|317.4| 4.581|-198.7 |-138.0 |14.6|112.8

B3/6-311++G|-216.1 |     |     | 4.400|       |-114.2 |    |     

++++++++++++++++++++++++++++++++

CH2=CHCH2CH=CH2..Cl-

C5H8Cl  mw:103.032

Core ion CAS: Z-16887-00-6 Solvent: 2004-70-8 fg:482 cnt:1521

HOF(solv)=  25.3/0.3 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 3.7 IMRE | HOF(A-)=-29.1/0.3 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [vjvcl.zcf]

CBS-QB3    |-38.8  |  9.7|  3.8| 19.8|27.6   |-56.7  

G3MP2B3    |-40.0  |  8.1|  1.7| 21.5|24.3   |-56.1  

G3MP2B3+   |-40.0  |  7.9|  2.1| 19.3|24.0   |-56.1  

G4MP2      |-38.5  |  8.3|  1.7| 21.8|24.7   |-55.0  

M062X/Def2T|-32.4  | 11.3|  5.1| 20.6|27.4   |-48.4  

B3/6-311++G|-25.0  | -4.6|  0.7| 18.7|38.1   |-56.9  

++++++++++++++++++++++++++++++++

MeCOCH2COMe..Cl-

C5H8ClO2  mw:135.022

Core ion CAS: Z-16887-00-6 Solvent: 123-54-6 fg:482 cnt:1501

HOF(solv)= -90.4/0.3 neut 05TEM/ROU

----

82FRE/IKU    Datum: DaffG= 13.4 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [acacecl.zcf]

CBS-QB3    |-168.8 | 21.0| 12.7| 27.7|-91.0  |-56.7  

G3MP2B3    |-167.6 | 20.8| 13.5| 24.5|-90.7  |-56.1  

G4MP2      |-165.8 | 21.3| 14.3| 23.5|-89.6  |-55.0  

M062X/Def2T|-166.5 | 26.0| 18.9| 23.8|-92.1  |-48.4  

B3/6-311++G|-148.4 |  7.5| 11.1| 24.4|-73.2  |-56.9  

++++++++++++++++++++++++++++++++

MeCOCH2COMe..I-

C5H8IO2  mw:226.957

Core ion CAS: Z-20461-54-5 Solvent: 123-54-6 fg:484 cnt:4047

HOF(solv)= -90.4/0.3 neut 05TEM/ROU

----

89CAL/MAS    Datum: DaffH= 15.1/1.0 TDAs | HOF(A-)=-150.5/1.1 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [acacei.zc0]

M062X/Def2T|-149.0 | 13.3|  6.1| 24.0|-92.1  |-43.7  

++++++++++++++++++++++++++++++++

MeCN..CH2=C(Me)O-

C5H8NO  mw:98.061

Core ion CAS: Z-24262-31-5 Solvent: 75-05-8 fg:263 cnt:2093

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88MEO/   2   Datum: DaffG= 9.6/2.0 TDAs | HOF(A-)=-45.9/2.3 AfIN p:8

DaffH(X..Y-)= 15.3/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnjcro.zcf]

CBS-QB3    |-45.4  | 16.0|  8.3| 25.7|18.4   |-47.9  

G3MP2B3    |-47.3  | 15.6|  7.2| 25.9|17.4   |-49.1  

G3MP2B3+   |-47.8  | 15.7|  8.6| 24.0|17.3   |-49.3  

G4MP2      |-46.1  | 15.0|  7.1| 26.6|17.7   |-48.8  

M062X/Def2T|-44.3  | 17.0|  9.1| 26.3|18.1   |-45.4  

B3/6-311++G|-33.4  | 13.5|  7.7| 19.5|22.0   |-41.9  

++++++++++++++++++++++++++++++++

MeOH..pyrrolide-

C5H8NO  mw:98.061

Core ion CAS: Z-23303-09-5 Solvent: 67-56-1 fg:251 cnt:2087

HOF(solv)= -48.1/0.1 neut 94PED/   

----

88MEO/   2   Datum: DaffG= 10.4/1.0 TDAs | HOF(A-)=-66.7/1.0 AfIN p:8

DaffH(X..Y-)= 18.6/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohpyrr.zcf]

CBS-QB3    |-47.6  | 18.6| 10.4| 27.2|-48.8  |19.8   

G3MP2B3    |-47.9  | 17.7| 10.1| 25.6|-47.8  |17.7   

G3MP2B3+   |-48.0  | 17.7|  9.6| 27.3|-47.9  |17.6   

G4MP2      |-47.8  | 17.2|  8.4| 29.4|-47.8  |17.1   

M062X/Def2T|-47.0  | 19.6| 11.0| 28.8|-46.6  |19.2   

B3/6-311++G|-32.6  | 17.7|  9.9| 26.0|-43.7  |28.7   

++++++++++++++++++++++++++++++++

1-NO2-cyclopentanide-

C5H8NO2  mw:114.056 Anion CAS: Z-29916-56-1 fg:70 cnt:9751

HOF(A.)=   7.7/4.0               | BDE(A-H)= 86.8/2.0  94BOR/SAT     

HOF(AH)= -27.0/2.0  93SP         |

DacidS=20.3/2.0 Stat |  S(A-)=84.8/2.8 Acid |  S(AH)=90.5/2.0  93SP

----

94PEE/DEK    Datum: DacidG= 349.2 IMRE | HOF(A-)=-37.4/2.0 Acid p:8

DacidH(AH)= 355.3 G+TS EA(ev)= 1.958

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpnno2.zaf]

CBS-QB3    |-39.6  |354.3|347.2| 2.211|-28.2  |11.3   |23.8|91.7 

G3MP2B3    |-37.3  |356.4|349.3| 2.224|-26.5  |14.0   |24.0|92.6 

G3MP2B3+   |-37.8  |356.1|349.4| 2.238|-26.7  |13.9   |22.5|92.6 

G4MP2      |-37.2  |356.2|349.1| 2.100|-26.2  |11.3   |23.8|89.6 

M062X/Def2T|-34.7  |354.2|347.4| 2.086|-24.2  |13.5   |22.9|89.8 

B3/6-311++G|-18.7  |351.2|344.4| 2.153|-2.6   |31.0   |23.0|85.7 

++++++++++++++++++++++++++++++++

pyrrolidine-2-CO2- (L-Proline)

C5H8NO2  mw:114.056 Anion CAS: Z-17781-82-7 fg:36 cnt:2843

HOF(A.)= -26.1/3.0 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -87.0/0.2  78SAB/LAF2   |

DacidS=23.0/3.0 Stat | 

----

92OHA/BOW    Datum: DacidG= 333.4/3.0 CIDC | HOF(A-)=-112.4/3.1 Acid p:8

DacidH(AH)= 340.3/3.1 G+TS EA(ev)= 3.744

----

07JON/BER    Datum: DacidH(AH)= 342.0/2.2 CIDC p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [proline.zaf]

CBS-QB3    |-118.6 |340.3|332.8| 2.516|-93.2  |-59.2  |25.3|86.0 

G3MP2B3    |-117.6 |341.5|334.5| 2.488|-91.9  |-58.9  |23.5|85.1 

G3MP2B3+   |-117.8 |341.5|333.8| 2.494|-92.1  |-58.9  |25.8|85.2 

G4MP2      |-116.9 |341.5|334.1| 2.347|-91.2  |-61.4  |24.8|81.9 

M062X/Def2T|-115.4 |342.0|335.0| 2.318|-92.7  |-60.8  |23.2|84.0 

B3/6-311++G|-94.5  |340.2|332.6| 2.273|-67.4  |-40.7  |25.8|78.8 

++++++++++++++++++++++++++++++++

1-amino-1-cyclobutyl-CO2-

C5H8NO2  mw:114.056 Anion CAS: A-22264-50-2 fg:36 cnt:8745

HOF(AH)= -80.1 GpAd 93SP         |

DacidS=24.6/0.2 CIDC | 

----

15MUE/TOU    Datum: DacidH(AH)= 340.3/1.9 CIDC | HOF(A-)=-105.4/1.9 Acid p:8

DacidG(AH)= 333.0/1.9 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbuaa.zaf]

CBS-QB3    |-107.0 |339.7|331.8|      |-80.9  |       |26.7|     

G3MP2B3    |-106.5 |340.8|332.9| 2.571|-80.0  |-45.8  |26.5|86.4 

G3MP2B3+   |-106.7 |340.7|332.5| 2.588|-80.1  |-45.6  |27.3|86.6 

G4MP2      |-106.1 |340.5|332.7| 2.447|-79.5  |-48.2  |26.2|83.3 

M062X/Def2T|-103.7 |341.9|333.9| 2.401|-80.9  |-47.1  |26.7|85.9 

B3/6-311++G|-82.5  |339.4|331.2| 2.294|-54.5  |-28.2  |27.4|78.4 

++++++++++++++++++++++++++++++++

MeO2CCH(NH2)CH2CO2-

C5H8NO4  mw:146.046 Anion CAS: A-65414-77-9 fg:36 cnt:7236

HOF(AH)= -182.1/2.0 GpAd 93SP    |

DacidS=23.2 CIDC | 

----

08FOU/AFO    Datum: DacidG= 330.8/3.0 CIDC | HOF(A-)=-210.1/3.6 Acid p:8

DacidH(AH)= 337.7/3.0 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [meglu.zaf]

CBS-QB3    |-215.8 |338.6|331.0| 2.916|-188.7 |-147.1 |25.4|93.6 

G3MP2B3    |-212.4 |340.1|333.0| 2.846|-185.3 |-145.4 |23.9|92.0 

G3MP2B3+   |-213.0 |339.6|332.1| 2.884|-185.4 |-145.0 |25.1|92.5 

G4MP2      |-210.8 |339.9|332.4|      |-183.5 |       |25.1|     

M062X/Def2T|-213.3 |339.9|332.3| 2.788|-188.6 |-148.0 |25.6|92.7 

B3/6-311++G|-184.6 |337.6|330.0| 2.798|-154.9 |-118.6 |25.2|88.4 

++++++++++++++++++++++++++++++++

HO2C(CH2)2CH(NH2)CO2- (L-Glutamic acid)

C5H8NO4  mw:146.046 Anion CAS: Z-11070-68-1 fg:36 cnt:6933

HOF(AH)= -192.8/2.0 GpAd 93SP    |

DacidS=21.6/2.2 CIDC | 

----

08FOU/AFO    Datum: DacidG= 318.8/3.7 CIDC | HOF(A-)=-235.8/4.0 Acid p:8

DacidH(AH)= 322.7/3.4 CIDC

For Teff<413 K. Likely cyclized.

----

08FOU/AFO    Datum: DacidG= 320.2/3.5 CIDC p:8

DacidH(AH)= 326.5/3.2 CIDC

For Teff > 413 K. .DELTA.acidS ca. -1 eu. Likely uncyclized.

----

07LI_/MAT    Datum: DacidG= 318.2/3.7 IMRB p:8

DacidH(AH)= 324.6/3.8 G+TS

Authors' calculations indicate cyclized (H-bonded) anion.

----

07JON/BER    Datum: DacidH(AH)= 322.2/5.0 CIDC p:8

DacidG(AH)= 315.7/5.1 H-TS

For Teff < 413 K. See 08FOU/AFO for higher temps.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [glutam3.zaf]

CBS-QB3    |-244.2 |317.6|312.9|      |-196.1 |       |15.7|     

G3MP2B3    |-241.5 |319.6|315.0| 3.570|-193.9 |-157.6 |15.7|88.4 

G3MP2B3+   |-241.6 |319.7|315.0| 3.568|-194.1 |-157.7 |15.8|88.5 

G4MP2      |-239.7 |320.0|315.3| 3.367|-192.5 |-160.4 |15.7|84.2 

M062X/Def2T|-242.6 |317.9|313.4| 3.504|-195.9 |-160.3 |15.1|87.6 

B3/6-311++G|-211.7 |318.8|314.3| 3.350|-163.2 |-132.8 |15.3|82.5 

++++++++++++++++++++++++++++++++

H2O..thymine-.

C5H8N2O3  mw:144.054

Core ion CAS: Z-34504-16-0 Solvent: 7732-18-5 fg:320 cnt:4603

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98SCH/WEI    Datum: EA=0.30(10) eV LPES p:8

DaffH(AH)=  5.3/2.3 dEA

++++++++++++++++++++++++++++++++

cyclopentanone-.

C5H8O  mw:84.058 Anion CAS: Z-52069-44-0 fg:102 cnt:3456

HOF(A.)= -45.9/0.4  94PED/       |

----

03HAM/DIR    Datum: EA=0.0028(1) eV Rydb p:7

----

94DES/ABD    Datum: EA=0.0392 eV EFD  | HOF(A-)=-46.8/0.4  p:7

Electron affinity: 1.7 meV. Dipole-bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpnone.zzf]

CBS-QB3    |-29.1  |     |     |-0.713|       |-45.7  |    |     

G3MP2B3    |-24.5  |     |     |-0.932|       |-46.3  |    |     

G3MP2B3+   |-28.0  |     |     |-0.790|       |-46.5  |    |     

G4MP2      |-26.4  |     |     |-0.821|       |-45.6  |    |     

M062X/Def2T|-19.7  |     |     |-1.129|       |-46.0  |    |     

B3/6-311++G|-16.9  |     |     |-0.463|       |-27.9  |    |     

++++++++++++++++++++++++++++++++

isoprene..O2-.

C5H8O2  mw:100.053

Core ion CAS: Z-11062-77-4 Solvent: 78-79-5 fg:491 cnt:9142

HOF(solv)=  18.1/0.2  94PED/       

----

16PAT/MAN    Datum: EA=1.50(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

ribose(-H2O)-

C5H8O4  mw:132.043 fg:32 cnt:9128

----

17ZEN/BER    Datum: EA=1.98(4) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Isomer with electron affinity = 1.53 eV observed.

++++++++++++++++++++++++++++++++

isoprene..O4-.

C5H8O4  mw:132.043

Core ion CAS: Z-12596-84-8 Solvent: 78-79-5 fg:491 cnt:9145

HOF(solv)=  18.1/0.2  94PED/       

----

16PAT/MAN    Datum: EA=1.92(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2O..O2C(CH2)3CO2=

C5H8O5  mw:148.038

Core ion CAS: Z-56-16-6 Solvent: 7732-18-5 fg:237 cnt:4398

HOF(A.)= -244.2/5.5              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98DIN/WAN    Datum: EA=0.90(9) eV LPES | HOF(A-)=-266.1/4.8 AfIN p:8

DaffH(AH)=  9.2/2.4 dEA

Affinity is electron affinity difference from next lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)4..cyclopentapentanone=

C5H8O9  mw:212.017

Core ion CAS: Z-15110-70-0 Solvent: 7732-18-5 fg:401 cnt:11875

----

25CAO/WAN    Datum: EA=0.55(5) eV LPES p:8

DaffH(AH)=  0.4/0.1 dEA

Vertical Detachment Energy: 0.75(5) eV.

++++++++++++++++++++++++++++++++

cyclopentanide-

C5H9  mw:69.071 Anion CAS: Z-60211-43-0 fg:88 cnt:2133

HOF(A.)=  25.5/1.4 D+AH          | BDE(A-H)= 96.3/1.4  08AGA/NUN     

HOF(AH)= -18.3/0.2  94PED/       |

DacidS=29.2/2.0 Stat |  S(A-)=73.3/2.0 Acid |  S(AH)=70.1/0.3  69STU/WES

----

89DEP/GRO    Datum: DacidH(AH)= 416.1/2.0 Bran | HOF(A-)=32.2/2.0 Acid p:8

DacidG(AH)= 407.4/2.1 H-TS  EA(eV)=-0.269 DaffH(X..Y-)= 10.7/2.0 A-IN

----

92PEE/RAD    Datum: DacidH(AH)= 418.3/2.0 Bran p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc5h9.zaf]

W1U        |26.6   |412.6|406.6|-0.119|-20.2  |24.0   |20.1|96.3 

CBS-QB3    |30.0   |411.9|405.1|-0.085|-16.1  |28.3   |22.9|96.5 

G3MP2B3    |27.1   |411.8|405.6|-0.032|-17.4  |26.5   |20.8|96.1 

G3MP2B3+   |26.4   |411.3|405.0|-0.010|-17.7  |26.3   |21.2|96.1 

G4MP2      |26.9   |411.3|404.7|-0.084|-17.3  |25.1   |22.0|94.4 

M062X/Def2T|35.3   |415.7|409.6|-0.366|-15.8  |27.0   |20.5|94.9 

B3/6-311++G|42.9   |411.2|404.9|-0.148|-1.0   |39.7   |21.2|92.9 

++++++++++++++++++++++++++++++++

tBuCN..Cl-

C5H9ClN  mw:118.043

Core ion CAS: Z-16887-00-6 Solvent: 630-18-2 fg:482 cnt:4319

HOF(solv)=  -0.5/0.2  94PED/       

----

96LI_/ROS    Datum: DaffG= 11.1/0.2 TDAs | HOF(A-)=-19.0/1.0 AfIN p:8

DaffH(X..Y-)= 18.5/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbucncl.zcf]

CBS-QB3    |-73.6  | 17.3| 10.7| 22.2|0.4    |-56.7  

G3MP2B3    |-74.5  | 17.0| 10.1| 23.1|-1.4   |-56.1  

G3MP2B3+   |-74.5  | 16.8| 10.3| 21.8|-1.5   |-56.1  

G4MP2      |-73.0  | 17.2| 10.2| 23.2|-0.9   |-55.0  

M062X/Def2T|-68.2  | 21.2| 14.1| 23.6|1.5    |-48.4  

B3/6-311++G|-54.3  |  3.8|  8.2| 21.8|17.3   |-56.9  

++++++++++++++++++++++++++++++++

tBuCl..CN-

C5H9ClN  mw:118.043

Core ion CAS: Z-57-12-5 Solvent: 507-20-0 fg:485 cnt:4320

HOF(solv)= -48.3/2.0  94PED/       

----

96LI_/ROS    Datum: DaffG= 7.6/0.2 TDAs | HOF(A-)=-47.6/3.0 AfIN p:8

DaffH(X..Y-)= 15.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuclcn.zcf]

CBS-QB3    |-39.8  | 11.5|  5.0| 22.0|-44.8  |16.5   

G3MP2B3    |-40.6  | 11.0|  3.3| 25.8|-44.1  |14.5   

G3MP2B3+   |-41.1  | 11.4|  5.0| 21.5|-44.2  |14.5   

G4MP2      |-41.1  | 11.0|  3.5| 25.2|-44.1  |14.1   

M062X/Def2T|-37.1  | 13.1|  6.8| 21.1|-42.3  |18.4   

B3/6-311++G|-20.6  | 10.6|  4.4| 20.7|-26.2  |16.2   

++++++++++++++++++++++++++++++++

2,2-Dimethylpropanenitrile-.

C5H9N  mw:83.074 Anion CAS: Z-166900-27-2 fg:102 cnt:6218

HOF(A.)=  -2.3/0.8 GpAd 94PED/   |

----

03HAM/DIR    Datum: EA=0.0126(2) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbucn.zzf]

CBS-QB3    |28.0   |     |     |-1.181|       |0.4    |    |     

G3MP2B3    |27.2   |     |     |-1.222|       |-1.4   |    |     

G3MP2B3+   |26.1   |     |     |-1.185|       |-1.5   |    |     

G4MP2      |24.4   |     |     |-1.077|       |-0.9   |    |     

M062X/Def2T|32.5   |     |     |-1.335|       |1.5    |    |     

B3/6-311++G|38.6   |     |     |-0.910|       |17.3   |    |     

++++++++++++++++++++++++++++++++

2-Methylbutanenitrile-.

C5H9N  mw:83.074 Anion CAS: N-25570-03-0 fg:102 cnt:6219

HOF(A.)=   0.5/1.0 GpAd 93SP     |

----

03HAM/DIR    Datum: EA=0.0129(2) eV Rydb p:8

++++++++++++++++++++++++++++++++

3-Methylbutanenitrile-.

C5H9N  mw:83.074 Anion CAS: N-625-28-5 fg:102 cnt:6220

HOF(A.)=   0.2/1.0 GpAd 93SP     |

----

03HAM/DIR    Datum: EA=0.0117(2) eV Rydb p:8

++++++++++++++++++++++++++++++++

pentanenitrile-.

C5H9N  mw:83.074 Anion CAS: N-110-59-8 fg:102 cnt:6221

HOF(A.)=  10.5/1.3 GpAd 94PED/   |

----

03HAM/DIR    Datum: EA=0.0126(2) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbucn.zzf]

CBS-QB3    |31.8   |     |     |-1.162|       |4.7    |    |     

G3MP2B3    |32.4   |     |     |-1.273|       |2.8    |    |     

G3MP2B3+   |30.5   |     |     |-1.192|       |2.5    |    |     

G4MP2      |29.6   |     |     |-1.128|       |3.2    |    |     

M062X/Def2T|39.1   |     |     |-1.492|       |4.4    |    |     

B3/6-311++G|32.7   |     |     |-0.608|       |18.2   |    |     

++++++++++++++++++++++++++++++++

H2NCOCH2CH2CH(NH2)CO2- (L-Glutamine)

C5H9N2O3  mw:145.062 Anion CAS: Z-84061-74-5 fg:36 cnt:2844

HOF(A.)= -85.4/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -146.3/1.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat | 

----

92OHA/BOW    Datum: DacidG= 324.8/3.0 CIDC | HOF(A-)=-180.3/3.3 Acid p:9

DacidH(AH)= 331.7/3.1 G+TS EA(ev)= 4.117

----

07JON/BER    Datum: DacidH(AH)= 331.0/2.6 CIDC p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [glutamn.zaf]

CBS-QB3    |-187.9 |326.5|320.9|      |-148.6 |       |18.7|     

G3MP2B3    |-185.2 |328.1|322.7|      |-146.1 |       |18.0|     

G4MP2      |-184.4 |327.9|322.5|      |-145.1 |       |18.3|     

M062X/Def2T|-185.7 |327.1|321.6| 2.960|-148.2 |-115.0 |18.5|85.3 

B3/6-311++G|-161.8 |325.9|320.5| 2.878|-120.5 |-95.7  |18.2|76.9 

++++++++++++++++++++++++++++++++

H2NCOCH(NH2)(CH2)2CO2- (L-Glutamide)

C5H9N2O3  mw:145.062 Anion CAS: A-636-65-7 fg:36 cnt:6935

HOF(AH)= -146.3 GpAd 93SP        |

DacidS=21.0/3.0 Calc | 

----

07LI_/MAT    Datum: DacidG= 328.7/4.8 IMRB | HOF(A-)=-177.0/4.9 Acid p:8

DacidH(AH)= 335.0/4.9 G+TS

Authors' calculations indicate cyclized (H-bonded) anion; side chain acidic site.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [glutam-c.zaf]

CBS-QB3    |-182.0 |334.6|328.8| 3.963|-150.8 |-90.3  |19.7|112.7

G3MP2B3    |-179.5 |336.2|330.0| 3.888|-148.4 |-89.5  |20.7|111.0

G4MP2      |-178.3 |336.4|330.2| 3.712|-147.5 |-92.4  |20.8|107.3

M062X/Def2T|-180.8 |334.6|327.8| 3.814|-150.7 |-92.6  |22.7|110.1

B3/6-311++G|-156.0 |334.3|328.1| 3.575|-123.0 |-73.3  |20.6|101.8

++++++++++++++++++++++++++++++++

(H2O)2..adenine-.

C5H9N5O2  mw:171.076 fg:320 cnt:6971

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN2   Datum: EA=0.41(10) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:0.92(5) eV.

++++++++++++++++++++++++++++++++

EtCH=C(Me)O-

C5H9O  mw:85.066 Anion CAS: Z-136569-12-5 fg:63 cnt:6332

HOF(AH)= -61.8/0.2  94PED/       |

DacidS=22.8/0.5 TDEq | 

----

03BUR/FRI    Datum: DacidG= 359.6/2.0 TDEq | HOF(A-)=-60.4/2.1 Acid p:9

DacidH(AH)= 367.1/2.1 TDEq

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [echcor-z.zaf]

CBS-QB3    |-60.1  |367.0|360.3| 1.712|-61.3  |-20.4  |22.5|93.0 

G3MP2B3    |-61.5  |367.3|360.9| 1.758|-61.6  |-20.8  |21.7|92.9 

G3MP2B3+   |-61.9  |367.7|359.3| 1.770|-62.4  |-21.0  |28.1|93.6 

G4MP2      |-61.0  |367.3|360.6| 1.672|-61.2  |-22.4  |22.4|90.9 

M062X/Def2T|-58.0  |367.3|360.8| 1.607|-60.6  |-20.8  |21.7|91.9 

B3/6-311++G|-46.9  |365.4|358.5| 1.673|-45.0  |-8.2   |23.3|89.0 

++++++++++++++++++++++++++++++++

CH2=C(iPr)O-

C5H9O  mw:85.066 Anion CAS: Z-138999-31-2 fg:63 cnt:1057

HOF(A.)= -18.9/2.0 D+AH          | BDE(A-H)= 96.0/2.0 Est2 01BOU/CHA 

HOF(AH)= -62.8/0.2  94PED/       |

DacidS=22.8/3.0 Stat |  S(A-)=84.5/3.2 Acid |  S(AH)=87.7/1.0 GpAd 93SP

----

78CUM/KEB    Datum: DacidG= 360.5/2.0 IMRE | HOF(A-)=-61.1/2.2 Acid p:8

DacidH(AH)= 367.3/2.2 G+TS EA(ev)= 1.834

Structure assignment revised to less-substituted site: 94CHY/BRI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcoipr.zaf]

CBS-QB3    |-61.3  |366.7|360.1| 1.857|-62.3  |-18.3  |22.2|96.0 

G3MP2B3    |-63.2  |366.6|359.3| 1.917|-62.5  |-18.8  |24.2|95.8 

G3MP2B3+   |-63.5  |366.4|359.8| 1.926|-62.7  |-18.9  |22.3|95.9 

G4MP2      |-62.6  |366.7|360.0| 1.827|-62.1  |-20.3  |22.2|93.9 

M062X/Def2T|-59.0  |366.8|359.8| 1.756|-61.0  |-18.3  |23.2|94.8 

B3/6-311++G|-46.2  |365.6|359.0| 1.836|-44.5  |-3.7   |22.1|92.9 

++++++++++++++++++++++++++++++++

2,2-diMe-cyclopropoxide-

C5H9O  mw:85.066 Anion CAS: A-930-24-5 fg:30 cnt:1786

HOF(AH)= -42.3/1.0 GpAd 93SP     |

DacidS=24.0/2.0 Stat |  S(A-)=80.3/2.2 Acid |  S(AH)=82.3/1.0 GpAd 93SP
###### the following are "below the line": evaluated as not accurate ####

----

85PEE/ING    Datum: DacidG= 352.3/4.0 IMRB | HOF(A-)=-48.5/5.8 Acid p:4

DacidH(AH)= 359.5/4.0 G+TS DaffH(X..Y-)= 72.5/5.8 A-IN

Authors say anion is likely a mixture of open and cyclized. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 363 for the cyclized anion, and that is ca. 1 kcal/mol more stable than the open anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2cpro.zaf]

W1U        |-36.7  |370.5|363.0|      |-41.4  |       |25.1|     

CBS-QB3    |-35.1  |369.4|361.9| 1.034|-38.8  |-10.4  |25.2|80.5 

G3MP2B3    |-35.7  |370.4|363.1| 1.042|-38.9  |-10.8  |24.8|80.2 

G3MP2B3+   |-36.4  |370.0|362.6| 1.061|-39.2  |-11.1  |24.9|80.2 

G4MP2      |-35.7  |370.3|362.9| 0.957|-38.8  |-12.7  |24.9|78.1 

M062X/Def2T|-33.4  |371.9|364.6| 0.945|-40.6  |-10.8  |24.7|82.0 

B3/6-311++G|-18.3  |367.3|359.8| 0.853|-18.4  |2.2    |25.1|72.7 

++++++++++++++++++++++++++++++++

Me2C(CHO)CH2-

C5H9O  mw:85.066 Anion CAS: Z-74976-88-8 fg:92 cnt:947

HOF(AH)= -58.3/1.0 GpAd 93SP     |

DacidS=21.4/3.0 Stat |  S(A-)=79.8/3.2 Acid |  S(AH)=84.4/1.0 GpAd 93SP

----

80NOE/NIB    Datum: DacidG= 381.0/4.0 IMRB | HOF(A-)=-36.6/4.2 Acid p:6

DacidH(AH)= 387.4/4.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcr2cho.zaf]

W1U        |-33.4  |393.3|386.3|      |-60.8  |       |23.4|     

CBS-QB3    |-31.6  |393.0|386.0| 0.979|-58.8  |-8.7   |23.4|102.2

G3MP2B3    |-35.7  |390.7|383.8| 1.095|-59.2  |-9.8   |23.2|101.5

G3MP2B3+   |-35.0  |391.6|384.5| 1.075|-59.4  |-10.0  |23.7|101.5

G4MP2      |-34.1  |391.9|384.9| 0.965|-58.9  |-11.6  |23.4|99.4 

M062X/Def2T|-26.9  |394.6|387.4| 0.808|-56.8  |-8.1   |24.3|100.8

B3/6-311++G|-18.3  |387.9|381.3| 1.094|-39.0  |7.5    |22.2|98.6 

++++++++++++++++++++++++++++++++

Me2C=C(Me)O-

C5H9O  mw:85.066 Anion CAS: Z-112929-69-8 fg:63 cnt:3589

HOF(A.)= -29.8/3.0 D+AH          | BDE(A-H)= 85.0/3.0 Est2 90BOR/HAR 

HOF(AH)= -62.8/0.2  94PED/       |

DacidS=21.8/3.0 Stat |  S(A-)=83.5/3.2 Acid |  S(AH)=87.7/1.0 GpAd 93SP

----

94CHY/BRI    Datum: DacidG= 362.8/2.5 IMRE | HOF(A-)=-59.1/2.7 Acid p:8

DacidH(AH)= 369.3/2.7 G+TS EA(ev)= 1.271

By equilibration, the more substituted site is less acidic than -Me by 2.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2ccor.zaf]

CBS-QB3    |-58.2  |369.9|362.4| 1.363|-62.3  |-26.5  |24.8|87.8 

G3MP2B3    |-59.1  |370.6|363.4| 1.397|-62.5  |-26.7  |24.3|87.9 

G3MP2B3+   |-59.6  |370.3|362.8| 1.410|-62.7  |-26.9  |25.2|87.9 

G4MP2      |-58.7  |370.6|363.1| 1.311|-62.1  |-28.3  |25.1|85.9 

M062X/Def2T|-55.8  |369.9|362.0| 1.235|-61.0  |-27.3  |26.4|85.9 

B3/6-311++G|-44.1  |367.7|360.2| 1.307|-44.5  |-13.8  |25.0|82.8 

++++++++++++++++++++++++++++++++

cyclopentoxide-

C5H9O  mw:85.066 Anion CAS: Z-210970-31-3 fg:30 cnt:6182

HOF(A.)=  -6.1/4.0 D+AH          | BDE(A-H)= 104.0/4.0 Est2          

HOF(AH)= -58.0/0.4  94PED/       |

DacidS=27.2/2.0 Stat | 

----

11GAR/YAN    Datum: DacidG= 366.9/1.1 kfkr | HOF(A-)=-48.6/1.3 Acid p:9

DacidH(AH)= 375.0/1.3 G+TS EA(ev)= 1.847

----

93HAA/HAR    Datum: DacidH(AH)= 373.8/2.0 CIDC p:7

Both metastable and 50 eV collision energy.

----

02ALC/CON    Datum: EA=1.5(1) eV LPD  p:5

DacidH(AH)= 383.0/3.7 D-EA

Derived acidity seems ca. 10 kcal/mol too weak, and electron affinity likewise.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpno.zaf]

G3MP2B3    |-48.9  |375.1|367.5| 1.935|-56.8  |-4.2   |25.5|104.7

G3MP2B3+   |-49.4  |374.8|368.1| 1.946|-57.0  |-4.5   |22.4|104.6

G4MP2      |-48.3  |375.0|367.6| 1.839|-56.2  |-6.5   |24.9|101.8

M062X/Def2T|-42.9  |377.2|370.1| 1.660|-55.4  |-4.6   |23.7|102.9

B3/6-311++G|-29.9  |372.8|366.0| 1.768|-35.4  |10.9   |22.7|98.5 

++++++++++++++++++++++++++++++++

MeCH=C(Et)O-

C5H9O  mw:85.066 Anion CAS: Z-136569-11-4 fg:63 cnt:720

HOF(A.)= -25.7/2.0 D+AH          | BDE(A-H)= 88.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -61.6/0.2  94PED/       |

DacidS=24.0/3.0 Stat |  S(A-)=86.6/3.0 Acid |  S(AH)=88.6/0.5  69BEN/CRU

----

78CUM/KEB    Datum: DacidG= 361.4/2.0 IMRE | HOF(A-)=-58.8/2.2 Acid p:8

DacidH(AH)= 368.6/2.2 G+TS

----

77ZIM/REE    Datum: EA=1.68(5) eV PD   [38.8(12) kcal] p:8

DacidH(AH)= 362.8/2.3 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rchcoetz.zaf]

W1U        |-60.1  |370.3|364.1|      |-64.6  |       |20.7|     

CBS-QB3    |-57.7  |369.8|363.6| 1.518|-61.8  |-22.6  |21.0|91.4 

G3MP2B3    |-59.2  |370.1|363.4| 1.563|-62.0  |-22.9  |22.3|91.2 

G3MP2B3+   |-59.5  |369.9|362.7| 1.576|-62.2  |-23.1  |24.0|91.2 

G4MP2      |-58.7  |370.0|363.4| 1.481|-61.5  |-24.4  |22.1|89.2 

M062X/Def2T|-56.0  |369.7|362.5| 1.417|-61.0  |-23.2  |24.2|89.9 

B3/6-311++G|-43.9  |368.6|361.3| 1.458|-45.3  |-10.3  |24.5|87.1 

++++++++++++++++++++++++++++++++

tBuCO-

C5H9O  mw:85.066 Anion CAS: Z-78944-73-7 fg:85 cnt:9508

HOF(AH)= -58.3/1.0 GpAd 93SP     |

DacidS=28.0/3.0 Stat |  S(A-)=86.4/3.6 Acid |  S(AH)=84.4/2.0  93SP

----

83BAR/CAL    Datum: DacidH(AH)= 396.8/6.5 IMRB | HOF(A-)=-27.2/6.6 Acid p:8

DacidG(AH)= 388.5/6.6 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuco.zaf]

CBS-QB3    |-32.5  |392.1|383.7| 0.499|-58.8  |-21.2  |28.0|89.7 

G3MP2B3    |-34.0  |392.4|384.2| 0.524|-59.2  |-22.1  |27.7|89.2 

G3MP2B3+   |-35.6  |391.0|382.4| 0.587|-59.4  |-22.3  |28.7|89.2 

G4MP2      |-34.1  |391.9|383.7| 0.435|-58.9  |-24.3  |27.5|86.7 

M062X/Def2T|-28.7  |392.8|384.6| 0.361|-56.8  |-20.5  |27.7|88.4 

B3/6-311++G|-16.2  |390.0|381.5| 0.519|-39.0  |-4.4   |28.7|86.6 

++++++++++++++++++++++++++++++++

CH2=CHC(=CH2)Me..HO-

C5H9O  mw:85.066

Core ion CAS: Z-14280-30-9 Solvent: 78-79-5 fg:486 cnt:10900

HOF(solv)=  18.0/0.3 neut 94PED/   

----

20DOB/THO    Datum: EA=2.33(5) eV LPES p:8

Vertical Detachment Energy:2.45(2) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [vcrjoh.zaf]

G3MP2B3    |-34.0  | 18.1|  9.2| 29.8|17.3   |-33.2  | 1.010

G3MP2B3+   |-34.3  | 18.3|  9.2| 30.6|17.1   |-33.0  | 1.007

M062X/Def2T|-29.4  | 32.6| 23.5| 30.5|19.9   |-16.8  | 0.836

B3/6-311++G|-18.7  | 18.1|  8.9| 30.7|31.4   |-31.9  | 0.946

++++++++++++++++++++++++++++++++

tetrahydropyran-2-O-

C5H9O2  mw:101.061 Anion CAS: Z-77213-01-5 fg:32 cnt:2118

HOF(A.)= -37.3/4.5 D+AH          | BDE(A-H)= 104.0/2.0 Est2          

HOF(AH)= -89.2/4.0 GpAd 76BEN/   |

DacidS=25.0/3.0 Calc | 

----

91BAE/BRI    Datum: EA=2.15(11) eV LPD  [49.6(25) kcal] p:9

DacidH(AH)= 368.0/3.2 D-EA

Structure: cyclic H-bonded 5-hydroxypentanal enolate.

----

91BAE/BRI    Datum: DacidG= 347.0/3.0 IMRB | HOF(A-)=-100.4/5.1 Acid p:8

DacidH(AH)= 354.5/3.1 G+TS EA(ev)= 2.738 DaffH(X..Y-)= 45.2/5.1 A-IN

For reprotonation of anion: structure is cyclic H-bonded cyclic enolate.

----

91BAE/BRI    Datum: DacidG= 351.0/2.0 IMRB | HOF(A-)=-96.4/4.6 Acid p:8

DacidH(AH)= 358.5/2.2 G+TS EA(ev)= 2.565 DaffH(X..Y-)= 41.2/4.6 A-IN

For deprotonation of neutral acetal.

----

81BAR/HAY2   Datum: DacidG= 352.3/3.0 IMRB p:6

DacidH(AH)= 359.8/3.1 G+TS

Between CF3CH2OH, MeSH for deprotonation, reprotonates at ca. HOAc due to isomerization.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [thpo-a.zaf]

CBS-QB3    |-101.9 |362.5|354.9| 2.392|-98.7  |-46.8  |25.3|103.9

G3MP2B3    |-101.2 |363.5|356.1| 2.391|-97.5  |-46.1  |25.1|103.5

G3MP2B3+   |-101.7 |363.2|355.7| 2.404|-97.7  |-46.3  |25.0|103.5

G4MP2      |-100.2 |363.5|356.0| 2.270|-96.5  |-47.8  |25.0|100.7

M062X/Def2T|-98.4  |364.9|357.6| 2.152|-98.6  |-48.8  |24.6|101.9

B3/6-311++G|-77.8  |360.3|352.8| 2.256|-70.8  |-25.8  |24.9|97.1 

++++++++++++++++++++++++++++++++

iBuCO2-

C5H9O2  mw:101.061 Anion CAS: Z-5711-68-2 fg:34 cnt:1222

HOF(A.)= -60.0/3.1 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -120.9/0.7  99RIB/FER   |

DacidS=23.5/2.0 Stat | 

----

89CAL/REN    Datum: DacidG= 338.5/2.0 IMRE | HOF(A-)=-141.1/2.2 Acid p:9

DacidH(AH)= 345.5/2.1 G+TS EA(ev)= 3.516

----

87TAF/TOP    Datum: DacidG= 339.7/2.0 IMRE p:8

DacidH(AH)= 346.7/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ipryyf.zaf]

CBS-QB3    |-141.3 |344.9|337.5|      |-120.5 |       |24.9|     

G3MP2B3    |-141.1 |346.0|339.1| 3.404|-119.9 |-62.4  |23.1|109.6

G3MP2B3+   |-141.5 |345.8|338.2| 3.417|-120.1 |-62.6  |25.4|109.6

G4MP2      |-140.4 |345.9|338.6|      |-119.1 |       |24.6|     

M062X/Def2T|-137.8 |346.3|338.8| 2.588|-119.4 |-75.9  |25.2|95.6 

B3/6-311++G|-120.3 |343.9|336.3| 3.254|-96.9  |-45.2  |25.4|103.9

++++++++++++++++++++++++++++++++

nBuCO2-

C5H9O2  mw:101.061 Anion CAS: Z-10023-74-2 fg:34 cnt:1605

HOF(A.)= -59.7/2.3 D+AH          | BDE(A-H)= 111.0/2.9 D-EA          

HOF(AH)= -117.6/0.7  94PED/      |

DacidS=23.5/2.0 Stat | 

----

89CAL/REN    Datum: DacidG= 339.2/2.0 IMRE | HOF(A-)=-137.0/2.2 Acid p:9

DacidH(AH)= 346.2/2.1 G+TS

----

05WAN/WOO3   Datum: EA=3.40(3) eV LPES p:8

DacidH(AH)= 345.2/2.3 D-EA

The stated EA is at 300K. At 70 K, no change.

----

81MCL/CAM    Datum: DacidG= 339.1/2.3 CIDC p:7

DacidH(AH)= 346.1/2.4 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbuco2ag.zaf]

G3MP2B3    |-139.1 |346.2|338.9| 3.401|-118.1 |-60.6  |24.7|109.7

++++++++++++++++++++++++++++++++

tBuCO2-

C5H9O2  mw:101.061 Anion CAS: Z-29650-96-2 fg:34 cnt:1225

HOF(A.)= -57.3/3.1 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -118.2/0.8  99RIB/FER   |

DacidS=23.5/2.0 Stat |  S(A-)=86.3/2.2 Acid |  S(AH)=88.8/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 337.6/2.0 IMRE | HOF(A-)=-139.3/2.2 Acid p:9

DacidH(AH)= 344.6/2.1 G+TS EA(ev)= 3.555

----

88JIN/TOP #  Datum: DacidG= 338.0/2.0 IMRE p:8

DacidH(AH)= 345.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuco2.zaf]

CBS-QB3    |-143.9 |344.2|336.6| 3.395|-122.3 |-65.4  |25.5|109.0

G3MP2B3    |-143.5 |345.3|338.2| 3.403|-121.6 |-64.8  |23.8|108.9

G3MP2B3+   |-143.9 |345.1|337.6| 3.412|-121.8 |-65.0  |25.3|108.9

G4MP2      |-142.8 |345.1|337.6| 3.315|-120.7 |-66.2  |25.3|106.7

M062X/Def2T|-139.9 |345.1|335.0| 3.448|-120.4 |-60.3  |34.1|112.2

B3/6-311++G|-120.4 |343.2|335.6| 3.248|-96.3  |-45.3  |25.4|103.1

++++++++++++++++++++++++++++++++

CH2=C(OnPr)O-

C5H9O2  mw:101.061 Anion CAS: Z-114752-04-4 fg:66 cnt:4296

HOF(A.)= -65.7/2.1 D+AH          | BDE(A-H)= 98.0/2.0 Est2           

HOF(AH)= -111.6/0.5 GpAd 93SP    |

DacidS=22.6/1.0 Stat |  S(A-)=95.5/1.4 Acid |  S(AH)=98.9/1.0 GpAd 93SP

----

98HAA/GIB    Datum: DacidG= 364.6/4.0 IMRE | HOF(A-)=-105.9/4.0 Acid p:8

DacidH(AH)= 371.3/4.0 G+TS EA(ev)= 1.746

From transesterification equilibria.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcoopr-g.zaf]

CBS-QB3    |-105.2 |372.6|366.1|      |-112.0 |       |21.6|     

G3MP2B3    |-105.2 |372.8|366.2| 1.762|-110.8 |-64.6  |22.2|98.3 

G3MP2B3+   |-105.5 |372.7|365.9| 1.771|-111.0 |-64.6  |22.8|98.4 

G4MP2      |-104.2 |372.8|366.3| 1.648|-109.8 |-66.2  |21.7|95.7 

M062X/Def2T|-104.7 |371.8|364.9| 1.662|-111.8 |-66.3  |23.1|97.6 

B3/6-311++G|-86.6  |371.2|364.3| 1.735|-90.5  |-46.6  |23.0|96.0 

++++++++++++++++++++++++++++++++

CH2=C(OiPr)O-

C5H9O2  mw:101.061 Anion CAS: Z-96026-57-2 fg:66 cnt:4297

HOF(A.)= -69.2/2.0 D+AH          | BDE(A-H)= 98.0/2.0 Est2           

HOF(AH)= -115.1/0.2  94PED/      |

DacidS=22.6/1.0 Stat |  S(A-)=93.5/1.4 Acid |  S(AH)=96.9/1.0 GpAd 93SP

----

98HAA/GIB    Datum: DacidG= 365.2/4.0 IMRE | HOF(A-)=-108.9/4.0 Acid p:8

DacidH(AH)= 371.9/4.0 G+TS EA(ev)= 1.720

From transesterification equilibria.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcooipr.zaf]

CBS-QB3    |-109.3 |372.7|366.0| 1.726|-116.3 |-69.5  |22.6|98.9 

G3MP2B3    |-109.3 |372.9|365.3| 1.755|-115.0 |-68.9  |25.3|98.2 

G3MP2B3+   |-109.6 |372.7|365.7| 1.765|-115.1 |-68.9  |23.5|98.3 

G4MP2      |-108.2 |372.9|366.1| 1.641|-113.9 |-70.4  |22.7|95.7 

M062X/Def2T|-108.2 |372.1|364.7| 1.649|-115.7 |-70.2  |25.1|97.6 

B3/6-311++G|-89.8  |371.1|364.0| 1.724|-93.6  |-50.1  |23.7|95.6 

++++++++++++++++++++++++++++++++

Me2CO..MeCO2-

C5H9O3  mw:117.056

Core ion CAS: Z-71-50-1 Solvent: 67-64-1 fg:234 cnt:2069

HOF(solv)= -51.9/0.2 neut 94PED/   

----

88MEO/       Datum: DaffG= 9.1/1.0 TDAs | HOF(A-)=-67.6/1.0 AfIN p:8

DaffH(X..Y-)= 15.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r2corco2.zcf]

CBS-QB3    |-189.6 | 15.3|  6.1| 30.6|-51.7  |-122.6 

G3MP2B3    |-187.9 | 15.0|  5.5| 31.9|-51.5  |-121.4 

G4MP2      |-186.6 | 14.3|  4.2| 34.1|-51.2  |-121.1 

M062X/Def2T|-186.8 | 17.3|  8.7| 29.0|-50.8  |-118.7 

++++++++++++++++++++++++++++++++

H2O..HO2C(CH2)3CO2-

C5H9O5  mw:149.046

Core ion CAS: Z-18667-05-5 Solvent: 7732-18-5 fg:237 cnt:3227

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.5/0.3 IMRE p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [glutarwc.zcf]

G3MP2B3    |-314.6 | 12.9|  4.3| 29.2|-57.6  |-244.0 

G3MP2B3+   |-314.8 | 13.2|  4.9| 28.0|-57.6  |-244.0 

M062X/Def2T|-313.6 | 14.0|  5.7| 27.9|-53.6  |-246.0 

B3/6-311++G|-283.3 | 13.0|  4.6| 28.2|-54.2  |-216.1 

++++++++++++++++++++++++++++++++

H2O..MeO2CCH2CH2CO2-

C5H9O5  mw:149.046

Core ion CAS: Z-93278-49-0 Solvent: 7732-18-5 fg:238 cnt:3226

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.4/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

ribose (M-H)-

C5H9O5  mw:149.046 Anion CAS: Z-505036-95-3 fg:31 cnt:9127

----

17ZEN/BER    Datum: EA=3.27(4) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Isomer with Vertical Detachment Energy = 2.45 eV observed.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ribose.zaf]

CBS-QB3    |-239.2 |346.7|340.4| 3.131|-220.2 |-166.5 |21.3|105.7

G3MP2B3    |-235.0 |348.2|342.0| 3.129|-216.0 |-162.3 |20.7|105.8

G3MP2B3+   |-235.4 |347.4|341.4| 3.129|-215.6 |-162.7 |20.1|105.0

G4MP2      |-232.2 |347.8|341.7| 2.930|-212.8 |-164.0 |20.4|100.9

M062X/Def2T|-233.6 |347.9|341.7| 2.898|-216.8 |-166.2 |20.9|102.7

B3/6-311++G|-195.4 |345.5|339.4| 2.902|-173.6 |-128.0 |20.3|97.8 

++++++++++++++++++++++++++++++++

(HCO2H)4..HCO2-

C5H9O10  mw:229.020 fg:234 cnt:3988

HOF(solv)= -90.5/0.1 neut 94PED/   

----

78LUC/WLO    Datum: DaffH= 14.2/2.1 TDAs | HOF(A-)=-459.1/4.7 AfIN p:7

Buffer gas H2. There may be appreciable fractionation of neutral gases:96WIL/KNI.

++++++++++++++++++++++++++++++++

cC5H10..Cl-

C5H10Cl  mw:105.048

Core ion CAS: Z-16887-00-6 Solvent: 287-92-3 fg:482 cnt:8482

HOF(solv)= -18.3/0.2 neut 94PED/   

----

13ZIE/GAM    Datum: DaffG= 2.6 TDAs | HOF(A-)=-26.8/0.2 AfIN p:9

DaffH(X..Y-)= 8.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c5h10cl.zcf]

G3MP2B3    |-81.0  |  7.4| -0.4| 26.1|-17.4  |-56.1  

G3MP2B3+   |-80.9  |  7.1|  1.4| 18.9|-17.7  |-56.1  

M062X/Def2T|-75.4  | 11.2|  3.3| 26.5|-15.8  |-48.4  

B3/6-311++G|-62.8  | -6.0| -0.8| 19.0|-1.0   |-56.9  

++++++++++++++++++++++++++++++++

tBuCHO..Cl-

C5H10ClO  mw:121.043

Core ion CAS: Z-16887-00-6 Solvent: 630-19-3 fg:482 cnt:1398

HOF(solv)= -58.3/1.0 GpAd 93SP     

----

84LAR/MCM2   Datum: DaffG= 8.4/2.0 IMRE | HOF(A-)=-73.3/2.2 AfIN p:9

DaffH(X..Y-)= 15.0/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuchocl.zcf]

CBS-QB3    |-129.8 | 14.3|  7.8| 21.8|-58.8  |-56.7  

G3MP2B3    |-129.3 | 13.9|  7.1| 22.9|-59.2  |-56.1  

G3MP2B3+   |-129.3 | 13.8|  7.2| 21.8|-59.4  |-56.1  

G4MP2      |-127.9 | 14.0|  7.2| 22.9|-58.9  |-55.0  

M062X/Def2T|-123.2 | 17.9| 11.0| 23.2|-56.8  |-48.4  

B3/6-311++G|-107.5 |  0.7|  5.1| 21.8|-39.0  |-56.9  

++++++++++++++++++++++++++++++++

Et2CO..Cl-

C5H10ClO  mw:121.043

Core ion CAS: Z-16887-00-6 Solvent: 96-22-0 fg:482 cnt:1401

HOF(solv)= -61.6/0.2 neut 94PED/   

----

84LAR/MCM2   Datum: DaffG= 8.2/2.0 IMRE | HOF(A-)=-75.7/2.0 AfIN p:9

DaffH(X..Y-)= 14.1/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [et2cocl.zcf]

CBS-QB3    |-131.4 | 12.8|  6.1| 22.4|-61.8  |-56.7  

G3MP2B3    |-130.7 | 12.5|  6.0| 22.9|-62.0  |-56.1  

G3MP2B3+   |-130.7 | 12.3|  5.5| 22.8|-62.2  |-56.1  

G4MP2      |-129.3 | 12.8|  6.3| 21.9|-61.5  |-55.0  

M062X/Def2T|-126.1 | 16.7| 10.2| 21.6|-61.0  |-48.4  

B3/6-311++G|-112.9 | -0.2|  3.9| 22.8|-45.3  |-56.9  

++++++++++++++++++++++++++++++++

(HCO2H)5..Cl-

C5H10ClO10  mw:264.997 fg:482 cnt:3993

HOF(solv)= -90.5/0.1 neut 94PED/   

----

78LUC/WLO    Datum: DaffH= 10.1/2.0 TDAs | HOF(A-)=-537.5/5.0 AfIN p:7

Buffer gas: H2. Value too bound based on 82FRE/IKU, by Grimsrud fractionation factor (96WIL/KNI).

++++++++++++++++++++++++++++++++

(CH2Cl2)5..Cl-

C5H10Cl11  mw:454.736 fg:482 cnt:5299

HOF(solv)= -22.8/0.3 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 2.6/3.0 TDAs | HOF(A-)=-169.3/2.1 AfIN p:8

DaffH(X..Y-)= 7.7/0.2 TDAs

++++++++++++++++++++++++++++++++

tBuCHO..F-

C5H10FO  mw:105.072

Core ion CAS: Z-16984-48-8 Solvent: 630-19-3 fg:481 cnt:1047

HOF(solv)= -58.3/1.0 GpAd 93SP     

----

83LAR/MCM    Datum: DaffG= 16.8/2.0 IMRE | HOF(A-)=-142.3/2.3 AfIN p:9

DaffH(X..Y-)= 24.6/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuchof.zcf]

CBS-QB3    |-144.6 | 26.8| 17.8| 30.1|-58.8  |-59.0  

G3MP2B3    |-144.3 | 25.0| 15.7| 31.1|-59.2  |-60.1  

G3MP2B3+   |-144.6 | 25.1| 16.3| 29.3|-59.4  |-60.1  

G4MP2      |-143.5 | 22.6| 13.4| 30.9|-58.9  |-62.0  

M062X/Def2T|-139.7 | 37.0| 28.0| 30.0|-56.8  |-45.9  

B3/6-311++G|-123.4 | 12.6| 14.2| 29.3|-39.0  |-61.5  

++++++++++++++++++++++++++++++++

tBuCO2H..I-

C5H10IO2  mw:228.973

Core ion CAS: Z-20461-54-5 Solvent: 75-98-9 fg:484 cnt:1470

HOF(solv)=-118.2/0.8 neut 99RIB/FER

----

84CAL/KEB    Datum: DaffG= 8.9/1.0 TDAs | HOF(A-)=-178.6/1.3 AfIN p:9

DaffH(X..Y-)= 15.4/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuco2hi.zc0]

M062X/Def2T|-178.3 | 14.3|  8.8| 18.3|-120.4 |-43.7  

++++++++++++++++++++++++++++++++

CH2=CHCH(NMe2)-

C5H10N  mw:84.082 Anion CAS: Z-53173-30-1 fg:80 cnt:2745

HOF(A.)=  40.2/4.1 D+AH          | BDE(A-H)= 80.0/4.0 Est3 91DAH/KAS 

HOF(AH)=  12.3/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=84.4/3.2 Acid |  S(AH)=88.4/1.0 GpAd 93SP

----

91DAH/KAS    Datum: DacidG= 382.0/4.0 IMRB | HOF(A-)=35.2/4.2 Acid p:8

DacidH(AH)= 388.6/4.1 G+TS EA(ev)= 0.219

Between H2O, furan. Reprotonation site uncertain.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchnr2.zaf]

CBS-QB3    |39.0   |390.9|382.4| 0.076|13.9   |40.5   |28.4|78.7 

G3MP2B3    |36.2   |390.4|381.7| 0.216|13.0   |40.8   |29.4|80.0 

G3MP2B3+   |35.9   |390.4|381.9| 0.217|12.7   |40.6   |28.5|80.0 

G4MP2      |36.0   |390.2|381.6| 0.140|12.9   |38.9   |28.9|78.1 

M062X/Def2T|38.9   |389.7|381.7| 0.020|13.9   |39.2   |26.8|77.4 

B3/6-311++G|47.5   |386.7|378.2| 0.092|28.0   |49.3   |28.5|73.4 

++++++++++++++++++++++++++++++++

tBuCH=NO-

C5H10NO  mw:100.077 Anion CAS: A-637-91-2 fg:39 cnt:621

HOF(A.)=   7.9/4.2 D+AH          | BDE(A-H)= 84.0/3.0 Est2 04PRA/BLA 

HOF(AH)= -24.0/3.0 Est3 90STE/CHI|

DacidS=23.2/3.0 Stat |  S(A-)=82.1/3.2 Acid |  S(AH)=84.9/1.0 Est

----

79BAR/SCO #  Datum: DacidG= 355.8/2.5 IMRE | HOF(A-)=-27.0/4.0 Acid p:9

DacidH(AH)= 362.7/2.7 G+TS EA(ev)= 1.513

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuchnoz.zaf]

CBS-QB3    |-26.3  |360.8|353.6|      |-21.3  |       |24.0|     

G3MP2B3    |-27.2  |361.6|354.5| 1.598|-21.6  |9.9    |23.8|83.6 

G3MP2B3+   |-27.4  |361.5|354.3|      |-21.8  |       |24.3|     

G4MP2      |-27.2  |361.3|354.2| 1.488|-21.3  |7.4    |23.8|80.8 

M062X/Def2T|-21.4  |361.6|354.1| 1.357|-18.3  |9.9    |24.9|80.2 

B3/6-311++G|-8.3   |359.1|351.8| 1.498|-0.1   |24.2   |24.4|76.4 

++++++++++++++++++++++++++++++++

HN=C(tBu)O-

C5H10NO  mw:100.077 Anion CAS: Z-61652-31-1 fg:48 cnt:1237

HOF(AH)= -76.8/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat |  S(A-)=86.5/2.2 Acid |  S(AH)=89.0/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 351.1/2.0 IMRE | HOF(A-)=-84.4/2.3 Acid p:9

DacidH(AH)= 358.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuconhz.zaf]

G3MP2B3    |-82.3  |358.3|351.8| 2.885|-73.4  |-15.5  |21.9|110.0

G3MP2B3+   |-82.7  |358.1|352.1| 2.890|-73.5  |-15.8  |19.9|109.9

G4MP2      |-82.1  |358.2|352.1| 2.565|-73.1  |-21.1  |20.6|104.1

M062X/Def2T|-77.8  |359.5|352.8| 2.777|-72.6  |-13.5  |22.5|111.2

B3/6-311++G|-61.8  |359.1|352.3| 2.747|-53.6  |1.8    |22.8|107.5

++++++++++++++++++++++++++++++++

tBuOH..CN-

C5H10NO  mw:100.077

Core ion CAS: Z-57-12-5 Solvent: 75-65-0 fg:485 cnt:1705

HOF(solv)= -74.7/0.2 neut 94PED/   

----

87LAR/MCM    Datum: DaffG= 10.7/2.3 IMRE | HOF(A-)=-76.1/3.0 AfIN p:9

DaffH(X..Y-)= 18.1/2.3 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuohnc.zcf]

CBS-QB3    |-76.5  | 18.1|  9.8| 28.0|-74.9  |16.5   

G3MP2B3    |-77.9  | 17.7|  9.4| 28.0|-74.6  |14.5   

G3MP2B3+   |-77.8  | 17.4|  9.2| 27.3|-74.9  |14.5   

G4MP2      |-77.5  | 17.3|  8.6| 29.3|-74.2  |14.1   

M062X/Def2T|-73.6  | 19.7| 11.0| 29.0|-72.3  |18.4   

B3/6-311++G|-57.0  | 15.8|  7.7| 27.1|-57.3  |16.2   

++++++++++++++++++++++++++++++++

tBuCH=NO2-

C5H10NO2  mw:116.072 Anion CAS: A-34715-98-5 fg:70 cnt:776

HOF(AH)= -44.5/1.0 GpAd 93SP     |

DacidS=22.6/3.0 Stat |  S(A-)=91.0/3.2 Acid |  S(AH)=94.4/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 348.4/2.0 IMRE | HOF(A-)=-55.0/2.4 Acid p:9

DacidH(AH)= 355.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuchno2.zaf]

CBS-QB3    |-57.0  |355.1|348.6| 2.457|-46.4  |-0.1   |21.8|98.4 

G3MP2B3    |-55.1  |356.6|349.4| 2.531|-44.4  |3.6    |24.1|100.1

G3MP2B3+   |-55.4  |356.4|349.8| 2.489|-44.6  |2.2    |22.0|98.9 

G4MP2      |-55.1  |356.4|349.7| 2.350|-44.3  |-0.6   |22.4|95.8 

M062X/Def2T|-51.1  |353.7|346.5| 2.375|-40.1  |3.9    |24.2|96.2 

B3/6-311++G|-34.5  |352.2|345.4| 2.434|-19.4  |21.8   |22.5|93.3 

++++++++++++++++++++++++++++++++

iPrCH(NH2)CO2- (L-Valine)

C5H10NO2  mw:116.072 Anion CAS: Z-17333-21-0 fg:36 cnt:2845

HOF(A.)= -47.9/3.0 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -108.8/0.2  94PED/      |

DacidS=23.0/3.0 Stat | 

----

07JON/BER    Datum: DacidH(AH)= 342.0/1.9 CIDC | HOF(A-)=-132.4/1.9 Acid p:8

DacidG(AH)= 335.2/2.1 H-TS  EA(eV)= 3.668

----

92OHA/BOW    Datum: DacidG= 332.5/3.0 CIDC p:8

DacidH(AH)= 339.4/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [valine.zaf]

CBS-QB3    |-137.8 |340.2|333.1|      |-112.3 |       |24.0|     

G3MP2B3    |-137.0 |341.4|334.8| 2.428|-111.3 |-79.7  |22.3|83.7 

G3MP2B3+   |-139.6 |339.1|331.8| 2.531|-111.5 |-79.9  |24.5|83.8 

G4MP2      |-136.2 |341.7|334.6| 2.274|-110.7 |-82.4  |23.8|80.4 

M062X/Def2T|-134.1 |341.1|333.0| 2.286|-110.5 |-80.2  |27.1|82.4 

B3/6-311++G|-115.8 |337.4|330.1| 2.268|-85.9  |-62.1  |24.7|75.9 

++++++++++++++++++++++++++++++++

Me2N(+)(CH2CO2-)CH2-

C5H10NO2  mw:116.072 Anion CAS: A-107-43-7 fg:36 cnt:10056

----

05ZHE/XU     Datum: EA=1.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Composite computational methods(18BAR/) indicate the methyl site is ca. 6 kcal/mol more acidic that the methylene site.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2nj2co2.zaf]

M062X/Def2T|-64.4  |     |     | 1.868|       |-20.3  |    |     

B3/6-311++G|-42.6  |374.3|366.4| 2.003|-49.6  |1.6    |26.3|103.3

++++++++++++++++++++++++++++++++

MeSCH2CH2CH(NH2)CO2- (L-Methionine)

C5H10NO2S  mw:148.044 Anion CAS: Z-44805-37-0 fg:36 cnt:2846

HOF(A.)= -41.9/3.8 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -102.8/2.4  12ROU/NOT   |

DacidS=23.0/3.0 Stat | 

----

07JON/BER    Datum: DacidH(AH)= 336.3/2.2 CIDC | HOF(A-)=-132.2/3.2 Acid p:8

DacidG(AH)= 329.4/2.3 H-TS  EA(eV)= 3.917

----

92OHA/BOW    Datum: DacidG= 328.9/3.0 CIDC p:7

DacidH(AH)= 335.8/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rsjjaa.zaf]

CBS-QB3    |-131.7 |334.6|327.6|      |-100.6 |       |23.5|     

G3MP2B3    |-129.7 |336.4|329.8|      |-98.9  |       |22.0|     

G3MP2B3+   |-130.6 |335.7|328.4|      |-99.0  |       |24.3|     

G4MP2      |-129.7 |336.6|329.8|      |-99.1  |       |23.1|     

M062X/Def2T|-127.3 |336.6|329.9|-14.54|-99.2  |-99.2  |22.6|-311.

B3/6-311++G|-101.5 |333.6|326.4| 2.508|-67.8  |-44.5  |24.2|75.4 

++++++++++++++++++++++++++++++++

HO2CCH(NH2)C(Me)2S- | 3,3-diMe-cystine

C5H10NO2S  mw:148.044 Anion CAS: Z-41079-68-9 fg:54 cnt:11523

HOF(AH)= -109.4/2.0 GpAd 93SP    |

DacidS=20.3/3.0 CIDC | 

----

22TUR/LON    Datum: DacidH(AH)= 329.8/2.2 CIDC | HOF(A-)=-145.3/2.9 Acid p:8

DacidG(AH)= 323.8/2.3 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3r2cys-c.zaf]

CBS-QB3    |-132.2 |340.6|330.9|      |-107.1 |       |32.7|     

G3MP2B3    |-132.2 |340.6|330.8|      |-105.6 |       |32.8|     

M062X/Def2T|-128.1 |340.3|330.5| 3.320|-103.8 |-50.6  |32.9|105.3

B3/6-311++G|-103.7 |332.7|322.9| 3.417|-69.2  |-27.1  |32.9|94.2 

++++++++++++++++++++++++++++++++

MeCONHMe..MeCO2-

C5H10NO3  mw:132.067

Core ion CAS: Z-71-50-1 Solvent: 79-16-3 fg:234 cnt:2065

HOF(solv)= -57.6/1.0 GpAd 93SP     

----

88MEO/       Datum: DaffG= 17.2/1.0 TDAs | HOF(A-)=-83.0/1.4 AfIN p:8

DaffH(X..Y-)= 25.4/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [acnhraco.zcf]

G3MP2B3    |-202.5 | 26.2| 15.8| 34.8|-55.0  |-121.4 

G3MP2B3+   |-202.7 | 26.0| 14.2| 39.5|-55.1  |-121.5 

G4MP2      |-201.4 | 25.6| 14.7| 36.5|-54.8  |-121.1 

M062X/Def2T|-202.5 | 27.2| 16.8| 35.0|-56.5  |-118.7 

B3/6-311++G|-184.8 | 23.4| 11.5| 39.9|-47.4  |-114.0 

++++++++++++++++++++++++++++++++

H2O..pyrrolidine-2-CO2-

C5H10NO3  mw:132.067

Core ion CAS: Z-17781-82-7 Solvent: 7732-18-5 fg:236 cnt:8191

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WIN/       Datum: DaffG= 7.6/0.9 TDAs | HOF(A-)=-185.6/3.2 AfIN p:8

DaffH(X..Y-)= 15.4/0.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prolinew.zcf]

G3MP2B3    |-187.2 | 12.0|  3.3| 29.1|-57.6  |-117.6 

++++++++++++++++++++++++++++++++

HOC(Me)2CH(NH2)CO2- | 3,3-diMe-serine

C5H10NO3  mw:132.067 Anion CAS: A-2280-28-6 fg:36 cnt:11525

DacidS=22.4/3.0 CIDC | 

----

22TUR/LON    Datum: DacidH(AH)= 329.4/2.9 CIDC p:8

DacidG(AH)= 322.7/3.0 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3r2ser-c.zaf]

CBS-QB3    |-183.3 |338.6|328.5|      |-156.2 |       |33.8|     

G3MP2B3    |-182.7 |338.6|328.7|      |-154.1 |       |33.3|     

M062X/Def2T|-178.8 |339.6|329.9|      |-153.7 |       |32.4|     

B3/6-311++G|-157.8 |331.8|321.8| 2.219|-122.3 |-107.0 |33.7|67.4 

++++++++++++++++++++++++++++++++

(H2O)2..thymine-.

C5H10N2O4  mw:162.065 fg:320 cnt:4604

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98SCH/WEI    Datum: EA=0.57(10) eV LPES p:8

DaffH(AH)=  6.2/3.3 dEA

++++++++++++++++++++++++++++++++

H2NCH2CONHCH(CONH2)CH2S-[GlyCysNH2]

C5H10N3O2S  mw:176.050 Anion CAS: A-1237831-25-2 fg:54 cnt:8213

HOF(AH)= -83.7 GpAd 93SP         |

DacidS=27.5 CIDC | 

----

12SHE/REN    Datum: DacidG= 327.1/1.8 CIDC | HOF(A-)=-114.1/1.8 Acid p:7

DacidH(AH)= 335.3/1.8 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nglycysn.zaf]

CBS-QB3    |-126.1 |337.3|329.4| 3.094|-97.6  |-54.4  |26.5|95.4 

G3MP2B3    |-123.2 |338.1|330.1| 3.106|-94.1  |-51.3  |26.6|94.9 

G3MP2B3+   |-123.7 |337.8|329.9| 3.118|-94.3  |-51.4  |26.4|95.0 

M062X/Def2T|-124.7 |337.1|330.5| 3.062|-97.1  |-52.4  |22.2|96.8 

B3/6-311++G|-96.3  |336.6|328.8| 3.016|-65.7  |-26.4  |26.3|91.4 

++++++++++++++++++++++++++++++++

H2NCOCH2NHCOCH(NH2)CH2S-[H2NCysGly]

C5H10N3O2S  mw:176.050 Anion CAS: A-860458-23-7 fg:54 cnt:8214

HOF(AH)= -83.7 GpAd 93SP         |

DacidS=29.9 CIDC | 

----

12SHE/REN    Datum: DacidG= 321.5/1.8 CIDC | HOF(A-)=-119.0/1.8 Acid p:7

DacidH(AH)= 330.4/1.8 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [8214.zaf]

CBS-QB3    |-124.1 |335.5|331.3| 2.970|-93.9  |-55.2  |14.4|90.8 

G3MP2B3    |-121.3 |336.2|332.3| 2.988|-90.3  |-52.0  |13.1|90.5 

G3MP2B3+   |-121.6 |336.1|331.6| 2.991|-90.4  |-52.2  |14.8|90.3 

M062X/Def2T|-121.8 |337.2|332.3| 2.826|-94.3  |-55.2  |16.3|91.1 

B3/6-311++G|-93.8  |336.8|332.4| 2.954|-63.4  |-27.7  |14.8|87.8 

++++++++++++++++++++++++++++++++

tBuCH=O-.

C5H10O  mw:86.074 Anion CAS: Z-140223-43-4 fg:102 cnt:3463

HOF(A.)= -58.3/1.0 GpAd 93SP     | BDE(A-H)= 17.5/2.5 R-AH           

HOF(AH)= -23.7/2.2 d+ah          |

----

03HAM/DIR    Datum: EA=0.0012(1) eV Rydb p:7

----

94DES/ABD    Datum: EA=0.0115 eV EFD  | HOF(A-)=-58.6/1.0  p:7

DacidH(AH)= 330.8/2.2 D-EA

Electron affinity: 0.5 meV. Dipole-bound state.

++++++++++++++++++++++++++++++++

(H2O)2..O2C(CH2)3CO2=

C5H10O6  mw:166.049 fg:237 cnt:4402

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98DIN/WAN    Datum: EA=1.45(9) eV LPES p:8

DaffH(AH)=  12.7/4.2 dEA

Affinity is electron affinity difference from next lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)..{nPrCO2H}..CO3-.

C5H10O6  mw:166.048 fg:401 cnt:4864

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

00VII/REI    Datum: DaffG= 3.6/0.2 IMRE p:5

++++++++++++++++++++++++++++++++

H2O..D-ribose-5-OPO3-

C5H10O9P  mw:245.007

Core ion CAS: Z-207592-41-4 Solvent: 7732-18-5 fg:241 cnt:4080

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 5.8/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

tBuCH2-

C5H11  mw:71.087 Anion CAS: Z-79431-02-0 fg:88 cnt:2137

HOF(A.)=   8.4/2.0 D+AH          | BDE(A-H)= 100.5/2.0 Est2 90SEE/RUS

HOF(AH)= -40.0/0.1  82MCM/GOL    |

DacidS=29.6/2.0 Stat |  S(A-)=76.8/2.0 Acid |  S(AH)=73.2/0.3  69STU/WES

----

89DEP/GRO    Datum: DacidH(AH)= 408.9/2.0 Bran | HOF(A-)=3.2/2.0 Acid p:8

DacidG(AH)= 400.1/2.1 H-TS  EA(eV)= 0.225

----

90GRA/SQU    Datum: DacidH(AH)= 411.0/10.0 CIDT p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jtbu.zaf]

W1U        |4.9    |412.8|405.1| 0.152|-42.1  |8.6    |26.0|102.8

CBS-QB3    |8.1    |412.6|404.9| 0.162|-38.8  |12.1   |25.9|103.0

G3MP2B3    |5.1    |412.1|403.3| 0.218|-39.9  |10.4   |29.5|102.4

G3MP2B3+   |4.2    |411.6|403.8| 0.249|-40.2  |10.2   |26.1|102.4

G4MP2      |4.5    |411.8|404.1| 0.159|-40.1  |8.5    |25.6|100.6

M062X/Def2T|13.9   |415.1|407.1|-0.063|-36.6  |12.6   |27.0|101.3

B3/6-311++G|22.5   |412.1|404.3| 0.118|-22.4  |25.4   |26.0|99.9 

++++++++++++++++++++++++++++++++

tBuCH2Br..Br-

C5H11Br2  mw:228.923

Core ion CAS: Z-24959-67-9 Solvent: 630-17-1 fg:483 cnt:1500

HOF(solv)= -35.5/2.0 GpAd 93SP     

----

74DOU/       Datum: DaffG= 6.9 TDAs | HOF(A-)=-100.7/2.0 AfIN p:7

DaffH(X..Y-)= 14.4 TDAs

++++++++++++++++++++++++++++++++

Me3N(+)CH2CO2-

C5H11NO2  mw:117.080 Anion CAS: Z-107-43-7 fg:36 cnt:3586 BDE(A-H)= 113.0/3.0 Est2          

DacidS=23.5/2.0 Stat | 

----

05ZHE/XU     Datum: EA=0.29(3) eV LPES p:8

The stated EA is a Vertical Detachment Energy. Likely a dipole bound anion.

----

96PAT/YAN    Datum: DacidG= 232.9/2.9 CIDC p:7

DacidH(AH)= 239.9/3.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r3njco2.zyf]

CBS-QB3    |-73.2  |250.2|240.5|      |42.3   |       |32.6|     

G3MP2B3    |-70.8  |251.5|237.1| 6.810|44.9   |87.8   |48.3|95.0 

G3MP2B3+   |-74.7  |247.7|240.5|      |44.8   |       |24.1|     

G4MP2      |-70.3  |251.4|241.9|      |45.5   |       |31.8|     

B3/6-311++G|-49.6  |     |     |      |71.8   |       |    |     

++++++++++++++++++++++++++++++++

(H2O)3..pyridine-.

C5H11NO3  mw:133.074 fg:305 cnt:10004

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=0.93(5) eV LPES p:8

Vertical Detachment Energy:0.75(5) eV.

++++++++++++++++++++++++++++++++

H2N(CH2)3CH(NH2)CO2-

C5H11N2O2  mw:131.083 Anion CAS: Z-17781-80-5 fg:36 cnt:8203

HOF(AH)= -100.1 GpAd 93SP        |

----

12WEB/MUE    Datum: DacidH(AH)= 338.2/2.4 CIDC | HOF(A-)=-127.6/2.4 Acid p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aj3xaco2.zaf]

CBS-QB3    |-129.8 |341.2|332.2| 2.568|-105.2 |-69.2  |30.1|88.1 

G3MP2B3    |-128.8 |342.0|333.0| 2.547|-103.6 |-68.8  |30.0|86.9 

G3MP2B3+   |-129.2 |341.9|332.2| 2.550|-103.8 |-69.1  |32.3|86.8 

G4MP2      |-128.2 |342.0|333.1|      |-103.1 |       |29.8|     

M062X/Def2T|-125.2 |343.9|334.6| 2.363|-104.4 |-69.5  |30.9|87.0 

B3/6-311++G|-106.7 |338.4|328.8| 2.311|-77.8  |-52.1  |32.1|77.8 

++++++++++++++++++++++++++++++++

H2O..H2NCOCH2CH2CH(NH2)CO2-

C5H11N2O4  mw:163.072

Core ion CAS: Z-84061-74-5 Solvent: 7732-18-5 fg:236 cnt:8197

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WIN/       Datum: DaffG= 5.4/0.8 TDAs | HOF(A-)=-252.5/3.3 AfIN p:8

DaffH(X..Y-)= 14.4/0.4 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..adenine-.

C5H11N5O3  mw:189.087 fg:320 cnt:6972

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN2   Datum: EA=0.54(10) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:1.18(5) eV.

++++++++++++++++++++++++++++++++

nC5H11O-

C5H11O  mw:87.082 Anion CAS: Z-26675-02-5 fg:30 cnt:533

HOF(A.)= -18.0/2.0 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -70.4/0.1  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=92.1/1.4 Acid |  S(AH)=96.1/1.0  69BEN/CRU

----

98HIG/BAR    Datum: DacidG= 367.5/2.0 IMRE | HOF(A-)=-62.0/2.1 Acid p:9

DacidH(AH)= 374.1/2.0 G+TS EA(ev)= 1.944 DaffH(X..Y-)= 42.2/2.1 A-IN

----

19STO/BAR    Datum: EA=1.88(5) eV LPES p:8

Vertical Detachment Energy:1.944(50) eV.

----

93HAA/HAR    Datum: DacidH(AH)= 374.8/2.0 CIDC p:8

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 367.3/2.7 CIDC p:7

DacidH(AH)= 373.9/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c5gga.zaf]

CBS-QB3    |-60.6  |375.2|368.5| 1.863|-70.1  |-17.2  |22.5|105.0

G3MP2B3    |-61.0  |376.5|369.4| 1.856|-70.3  |-17.9  |24.0|104.5

G3MP2B3+   |-62.1  |376.3|369.2| 1.834|-71.2  |-19.5  |23.9|103.8

M062X/Def2T|-55.7  |377.4|370.4| 1.636|-68.4  |-17.7  |23.3|102.8

B3/6-311++G|-45.1  |373.4|366.4| 1.722|-51.3  |-5.1   |23.8|98.3 

++++++++++++++++++++++++++++++++

sBuCH2O-

C5H11O  mw:87.082 Anion CAS: Z-117951-44-7 fg:30 cnt:3476

HOF(A.)= -19.6/2.0 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -72.0/0.2 GpAd 94PED/   |

DacidS=22.0/2.0 Stat |  S(A-)=88.7/2.2 Acid |  S(AH)=92.7/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 373.9/2.0 CIDC | HOF(A-)=-63.8/2.3 Acid p:8

DacidG(AH)= 367.3/2.1 H-TS  EA(eV)= 1.951 DaffH(X..Y-)= 42.4/2.2 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sbujo.zaf]

CBS-QB3    |-62.6  |375.0|368.0| 1.887|-71.8  |-18.9  |23.6|105.1

G3MP2B3    |-63.1  |376.2|369.3| 1.877|-72.1  |-19.6  |23.2|104.6

G3MP2B3+   |-63.9  |375.6|368.3| 1.906|-72.3  |-19.9  |24.5|104.6

G4MP2      |-62.8  |376.1|369.1| 1.772|-71.8  |-21.8  |23.3|102.1

M062X/Def2T|-57.7  |376.9|369.6| 1.644|-69.8  |-19.6  |24.3|102.4

B3/6-311++G|-46.0  |373.2|366.0| 1.775|-51.9  |-4.9   |24.0|99.1 

++++++++++++++++++++++++++++++++

nPrCH(Me)O-

C5H11O  mw:87.082 Anion CAS: Z-117951-43-6 fg:30 cnt:3479

HOF(A.)= -21.9/2.0 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -74.3/0.3 GpAd 94PED/   |

DacidS=22.0/2.0 Stat |  S(A-)=90.8/2.2 Acid |  S(AH)=94.8/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 373.3/2.0 CIDC | HOF(A-)=-66.7/2.0 Acid p:8

DacidG(AH)= 366.7/2.1 H-TS  EA(eV)= 1.943 DaffH(X..Y-)= 39.6/2.0 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prchro-g.zaf]

CBS-QB3    |-66.8  |373.5|366.1|      |-74.5  |       |24.7|     

G3MP2B3    |-67.3  |374.6|367.4| 1.995|-74.7  |-21.2  |24.1|105.6

G3MP2B3+   |-67.9  |374.2|367.1| 2.006|-75.0  |-21.6  |24.1|105.5

G4MP2      |-67.0  |374.4|367.2| 1.894|-74.2  |-23.2  |24.3|103.2

M062X/Def2T|-60.9  |376.4|369.3| 1.737|-72.7  |-20.8  |23.9|104.0

B3/6-311++G|-50.7  |371.9|364.7| 1.864|-55.3  |-7.6   |24.0|99.8 

++++++++++++++++++++++++++++++++

Et2CHO-

C5H11O  mw:87.082 Anion CAS: Z-117951-42-5 fg:30 cnt:531

HOF(A.)= -22.9/2.0 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -75.3/0.2  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=93.7/1.4 Acid |  S(AH)=97.7/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.8/2.0 CIDC | HOF(A-)=-68.1/2.0 Acid p:8

DacidG(AH)= 366.2/2.0 H-TS  EA(eV)= 1.964 DaffH(X..Y-)= 41.2/2.0 A-IN

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 366.1/2.7 CIDC p:7

DacidH(AH)= 372.7/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [et2choaa.zaf]

G3MP2B3    |-68.4  |373.8|366.8| 2.026|-75.0  |-21.5  |23.5|105.6

M062X/Def2T|-62.7  |374.9|367.6| 1.795|-73.0  |-21.3  |24.5|103.8

B3/6-311++G|-51.3  |371.1|364.0| 1.884|-55.2  |-7.8   |23.9|99.5 

++++++++++++++++++++++++++++++++

EtC(Me)2O-

C5H11O  mw:87.082 Anion CAS: Z-62002-46-4 fg:30 cnt:535

HOF(A.)= -24.8/2.0 D+AH          | BDE(A-H)= 106.0/2.0 Est2          

HOF(AH)= -78.7/0.1  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=92.2/1.4 Acid |  S(AH)=96.2/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 373.1/2.0 CIDC | HOF(A-)=-71.3/2.0 Acid p:8

DacidG(AH)= 366.5/2.0 H-TS  EA(eV)= 2.016

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 366.4/2.7 CIDC p:7

DacidH(AH)= 373.0/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etcr2o-g.zaf]

CBS-QB3    |-71.1  |373.4|365.8| 2.037|-78.7  |-24.1  |25.2|106.7

G3MP2B3    |-71.6  |374.5|367.1| 2.039|-78.9  |-24.6  |24.6|106.4

G3MP2B3+   |-72.2  |374.1|366.8| 2.052|-79.1  |-24.8  |24.6|106.4

G4MP2      |-71.3  |374.2|366.8| 1.942|-78.3  |-26.4  |24.8|104.0

M062X/Def2T|-64.7  |376.1|368.9| 1.785|-76.1  |-23.5  |24.1|104.7

B3/6-311++G|-52.0  |372.2|364.9| 1.894|-56.9  |-8.2   |24.5|100.8

++++++++++++++++++++++++++++++++

tBuCH2O-

C5H11O  mw:87.082 Anion CAS: Z-55091-58-2 fg:30 cnt:534

HOF(A.)= -23.7/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -76.1/1.0 GpAd 93SP     |

DacidS=22.0/2.5 Stat |  S(A-)=82.3/2.7 Acid |  S(AH)=86.3/1.0 GpAd 93SP

----

78JAN/ZIM    Datum: EA=1.93(5) eV PD   p:9

DacidG(AH)= 367.0/2.5 H-TS| DacidH(AH)= 373.6/2.3 D-EA

----

79BAR/SCO #  Datum: DacidG= 366.0/2.0 IMRE | HOF(A-)=-69.2/2.6 Acid p:8

DacidH(AH)= 372.6/2.1 G+TS EA(ev)= 1.975 DaffH(X..Y-)= 45.6/2.6 A-IN

----

93HAA/HAR    Datum: DacidH(AH)= 372.7/2.0 CIDC p:7

Both metastable and 50 eV collision energy.

----

75REE/BRA    Datum: EA=< 1.93(6) eV PD   [44.5(14) kcal] p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbujo.zaf]

W1U        |-69.6  |374.5|367.5| 1.895|-78.2  |-25.6  |23.4|104.8

CBS-QB3    |-68.0  |373.6|366.6| 1.930|-75.8  |-23.2  |23.4|104.7

G3MP2B3    |-68.5  |374.6|367.6| 1.912|-76.0  |-24.0  |23.5|104.1

G3MP2B3+   |-69.3  |374.1|366.9| 1.938|-76.2  |-24.2  |24.2|104.1

G4MP2      |-68.2  |374.6|367.7| 1.803|-75.6  |-26.1  |23.2|101.6

M062X/Def2T|-62.8  |375.0|367.9| 1.728|-73.2  |-22.9  |24.1|102.4

B3/6-311++G|-49.1  |371.6|364.4| 1.800|-53.4  |-7.2   |24.3|98.3 

++++++++++++++++++++++++++++++++

iPrCH2CH2O-

C5H11O  mw:87.082 Anion CAS: Z-35730-35-9 fg:30 cnt:530

HOF(A.)= -19.5/2.0 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -71.9/0.1 GpAd 94PED/   |

DacidS=22.0/1.0 Stat |  S(A-)=88.7/1.4 Acid |  S(AH)=92.7/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 374.2/2.0 CIDC | HOF(A-)=-63.4/2.2 Acid p:8

DacidG(AH)= 367.6/2.0 H-TS  EA(eV)= 1.938 DaffH(X..Y-)= 41.6/2.2 A-IN

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 366.9/2.7 CIDC p:7

DacidH(AH)= 373.5/2.7 G+TS DaffH(X..Y-)= 42.8/3.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iamo-gf.zaf]

CBS-QB3    |-62.8  |375.1|368.2| 1.901|-72.1  |-18.8  |22.9|105.4

CBS-QB3    |-62.8  |375.1|368.2|      |-72.1  |       |22.9|     

G3MP2B3    |-63.4  |376.1|369.0| 1.896|-72.3  |-19.6  |23.8|104.9

G3MP2B3    |-63.4  |376.1|369.0| 1.896|-72.3  |-19.6  |23.8|104.9

G3MP2B3+   |-64.2  |375.6|368.5| 1.905|-72.6  |-20.0  |23.9|104.7

G3MP2B3+   |-64.2  |375.6|368.5| 1.905|-72.6  |-20.0  |23.8|104.7

G4MP2      |-63.1  |376.1|369.1|      |-72.1  |       |23.4|     

M062X/Def2T|-57.6  |377.1|369.9| 1.650|-70.0  |-19.3  |23.8|102.8

B3/6-311++G|-46.4  |373.0|365.9| 1.774|-52.1  |-5.2   |23.8|99.0 

++++++++++++++++++++++++++++++++

iPrCH(Me)O-

C5H11O  mw:87.082 Anion CAS: Z-60375-60-2 fg:30 cnt:532

HOF(A.)= -22.5/2.0 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -74.9/0.2  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=93.2/1.4 Acid |  S(AH)=97.2/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.7/2.0 CIDC | HOF(A-)=-67.9/2.0 Acid p:8

DacidG(AH)= 366.1/2.0 H-TS  EA(eV)= 1.969 DaffH(X..Y-)= 39.9/2.0 A-IN

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 366.4/2.7 CIDC p:7

DacidH(AH)= 373.0/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iprchroa.zaf]

CBS-QB3    |-68.4  |372.9|365.7| 2.006|-75.6  |-22.0  |24.3|105.7

G3MP2B3    |-68.9  |374.1|367.0| 2.009|-75.9  |-22.5  |23.9|105.5

G3MP2B3+   |-69.6  |373.7|366.3| 2.030|-76.1  |-22.7  |24.9|105.5

G4MP2      |-68.6  |373.9|366.8| 1.900|-75.4  |-24.7  |24.0|102.8

M062X/Def2T|-63.1  |375.4|367.9| 1.774|-73.7  |-22.1  |25.0|103.8

B3/6-311++G|-50.4  |371.7|364.4| 1.884|-54.8  |-6.9   |24.6|100.0

++++++++++++++++++++++++++++++++

HO(CH2)5O-

C5H11O2  mw:103.076 Anion CAS: Z-1064658-28-1 fg:31 cnt:2460

HOF(A.)= -55.8/2.5 D+AH          | BDE(A-H)= 104.0/2.0 Est2          

HOF(AH)= -107.7/1.6  94PED/      |

DacidS=16.0/3.0 Calc |  S(A-)=94.6/3.2 Acid |  S(AH)=104.6/1.0 GpAd 93SP

----

93CRO/BAR #  Datum: DacidG= 355.5/2.0 IMRE | HOF(A-)=-113.2/2.7 Acid p:9

DacidH(AH)= 360.3/2.2 G+TS EA(ev)= 2.486

.DELTA.acidG at 80xC. The entropy of acidity was revised from the original, based on composite computational values(18BAR/).

----

84HOU/TAB #  Datum: DacidG= 360.6/0.3 CIDC p:7

DacidH(AH)= 365.4/0.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj5o-c.zaf]

CBS-QB3    |-117.3 |355.3|350.5|      |-106.8 |       |16.1|     

G3MP2B3    |-116.3 |357.2|352.4| 2.727|-106.3 |-52.9  |16.0|105.5

G3MP2B3+   |-116.5 |357.2|352.4| 2.720|-106.5 |-53.2  |16.3|105.4

G4MP2      |-115.6 |357.3|352.6| 2.599|-105.7 |-55.1  |15.7|102.7

M062X/Def2T|-115.0 |354.2|349.9| 2.782|-104.5 |-50.5  |14.5|106.1

B3/6-311++G|-95.1  |355.5|350.6| 2.580|-83.4  |-35.1  |16.3|100.3

++++++++++++++++++++++++++++++++

MeCH(OH)(CH2)3O-

C5H11O2  mw:103.076 Anion CAS: A-107-88-0 fg:31 cnt:9885

HOF(AH)= -111.0/2.0 GpAd 93SP    |

DacidS=23.0/3.0 Calc |  S(A-)=102.4/3.6 Acid |  S(AH)=105.4/2.0 GpAd 93SP

----

84HOU/TAB    Datum: DacidG= 360.6/2.0 CIDC | HOF(A-)=-109.2/3.0 Acid p:7

DacidH(AH)= 367.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj3xroc.zaf]

CBS-QB3    |-124.4 |354.9|348.1| 2.817|-113.6 |-59.1  |22.8|106.6

G3MP2B3    |-123.5 |356.4|349.6| 2.800|-112.7 |-58.6  |22.9|106.2

G3MP2B3+   |-123.6 |356.6|349.8| 2.792|-113.0 |-58.9  |22.9|106.2

G4MP2      |-122.7 |356.3|349.5| 2.675|-111.8 |-60.7  |22.8|103.3

M062X/Def2T|-120.5 |355.6|348.9| 2.632|-111.4 |-59.4  |22.2|104.1

B3/6-311++G|-101.7 |354.7|347.9| 2.638|-89.1  |-40.5  |22.8|100.7

++++++++++++++++++++++++++++++++

MeCH(OH)CH2CH(Me)O-

C5H11O2  mw:103.076 Anion CAS: A-625-69-4 fg:31 cnt:9886

HOF(AH)= -115.0/2.0 GpAd 93SP    |

DacidS=27.0/3.0 Calc |  S(A-)=103.0/3.6 Acid |  S(AH)=102.0/2.0 GpAd 93SP

----

84HOU/TAB    Datum: DacidG= 360.2/2.0 CIDC | HOF(A-)=-112.4/3.0 Acid p:7

DacidH(AH)= 368.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rxohjxro.zaf]

CBS-QB3    |-111.9 |372.2|364.4| 2.191|-118.3 |-61.2  |26.3|109.2

G3MP2B3    |-110.4 |374.2|366.4| 2.143|-117.4 |-60.9  |26.2|108.7

G3MP2B3+   |-112.2 |372.8|364.8| 2.213|-117.8 |-61.1  |26.7|108.8

G4MP2      |-109.4 |374.3|366.5| 2.005|-116.5 |-63.1  |26.1|105.6

M062X/Def2T|-104.4 |375.9|368.4| 1.899|-115.5 |-60.6  |25.0|107.1

B3/6-311++G|-89.3  |370.9|363.0| 2.083|-93.0  |-41.2  |26.7|103.9

++++++++++++++++++++++++++++++++

(HOCH2CH2)2CHO- | 1,3,5-pentanetriol

C5H11O3  mw:119.071 Anion CAS: Z-1192708-01-2 fg:31 cnt:9535 BDE(A-H)= 106.8/1.9 D-EA          

HOF(AH)= -146.9/3.0 GpAd 93SP    |

DacidS=6.4/3.0 Calc | 

----

12SHO/SCH    Datum: EA=3.30(5) eV LPES p:8

Vertical Detachment Energy:3.63(5) eV.

----

09TIA/FAT    Datum: DacidG= 342.4/1.2 IMRE | HOF(A-)=-168.3/3.4 Acid p:8

DacidH(AH)= 344.3/1.5 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hojj2cho.zaf]

CBS-QB3    |-173.6 |342.1|336.2| 3.300|-149.9 |-96.9  |19.6|105.1

G3MP2B3    |-171.1 |344.0|337.9| 3.244|-147.9 |-95.7  |20.3|104.3

G3MP2B3+   |-171.4 |347.6|341.2| 3.235|-151.8 |-96.2  |21.5|107.7

G4MP2      |-169.9 |343.8|337.9| 3.099|-146.5 |-97.8  |20.0|100.8

M062X/Def2T|-168.6 |343.6|337.2| 3.111|-147.5 |-96.4  |21.5|103.2

B3/6-311++G|-144.8 |345.8|339.4| 3.073|-123.3 |-73.3  |21.5|102.1

++++++++++++++++++++++++++++++++

(H2O)2..HO2C(CH2)3CO2-

C5H11O6  mw:167.056 fg:237 cnt:3253

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.2/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)2..MeO2CCH2CH2CO2-

C5H11O6  mw:167.056 fg:238 cnt:3252

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.1/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

nC5H11S-

C5H11S  mw:103.059 Anion CAS: Z-74308-39-7 fg:53 cnt:658

HOF(A.)=   8.7/2.3 D+AH          | BDE(A-H)= 87.1/2.3 Est2           

HOF(AH)= -26.3/0.3  94PED/       |

DacidS=21.2/1.4 A-AH |  S(A-)=94.3/1.0 Isoe 93SP |  S(AH)=99.1/1.0 GpAd 93SP

----

80JAN/REE    Datum: EA=2.09(2) eV LPD  | HOF(A-)=-39.5/2.2 Acid p:8

DacidG(AH)= 346.2/2.6 H-TS| DacidH(AH)= 352.5/2.2 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [npns-g.zaf]

CBS-QB3    |-39.0  |     |     | 2.057|       |8.5    |    |     

G3MP2B3    |-40.2  |353.9|347.1| 2.061|-27.0  |7.4    |22.9|86.5 

G3MP2B3+   |-40.4  |354.0|347.1| 2.061|-27.2  |7.1    |23.1|86.5 

G4MP2      |-40.1  |     |     | 1.946|       |4.9    |    |     

M062X/Def2T|-33.6  |355.7|348.8| 1.808|-24.6  |8.2    |23.1|84.9 

B3/6-311++G|-19.6  |     |     | 1.966|       |25.8   |    |     

++++++++++++++++++++++++++++++++

tBuCH2S-

C5H11S  mw:103.059 Anion CAS: Z-890651-13-5 fg:53 cnt:1196

HOF(A.)=   4.2/2.3 D+AH          | BDE(A-H)= 87.1/2.3 Est2           

HOF(AH)= -30.8/0.2  94PED/       |

DacidS=21.3/1.4 A-AH |  S(A-)=85.3/1.0 Isoe 93SP |  S(AH)=90.0/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 345.4/2.0 IMRE | HOF(A-)=-44.8/2.1 Acid p:9

DacidH(AH)= 351.8/2.0 G+TS EA(ev)= 2.122

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbujs.zaf]

CBS-QB3    |-45.2  |352.0|344.9| 2.090|-31.5  |3.0    |23.6|86.6 

G3MP2B3    |-46.5  |351.8|345.6| 2.096|-31.0  |1.9    |20.5|85.1 

G3MP2B3+   |-46.7  |351.7|345.5| 2.098|-31.2  |1.7    |20.9|85.1 

G4MP2      |-46.4  |352.2|346.3| 1.983|-31.4  |-0.6   |19.9|82.9 

M062X/Def2T|-39.0  |354.4|347.2| 1.836|-28.7  |3.6    |24.1|84.5 

++++++++++++++++++++++++++++++++

nC5H12..Cl-

C5H12Cl  mw:107.063

Core ion CAS: Z-16887-00-6 Solvent: 109-66-0 fg:482 cnt:8481

HOF(solv)= -35.1/0.2  94PED/       

----

13ZIE/GAM    Datum: DaffG= 2.6 TDAs | HOF(A-)=-44.1/0.2 AfIN p:9

DaffH(X..Y-)= 9.0 TDAs

++++++++++++++++++++++++++++++++

HOCH(CH2CH2OH)2..Cl-

C5H12ClO3  mw:155.048

Core ion CAS: Z-16887-00-6 Solvent: 4328-94-3 fg:482 cnt:11023

HOF(A.)= -117.9/4.4              |

HOF(solv)=-146.9/3.0 GpAd 93SP     

----

16SHO/WAN    Datum: EA=5.15(10) eV LPES | HOF(A-)=-182.3/3.8 AfIN p:8

DaffH(AH)=  35.4/2.3 dEA

Vertical Detachment Energy:5.30(10) eV.

++++++++++++++++++++++++++++++++

c-(CH2)3Si(Me)2..F-

C5H12FSi  mw:119.070 Anion CAS: Z-76346-24-2 fg:481 cnt:1355

HOF(solv)= -33.0/2.7  77PED/RYL    

----

81SUL/DEP    Datum: DaffG= 31.1/2.2 IMRE | HOF(A-)=-130.2/3.6 AfIN p:8

DaffH(X..Y-)= 37.7/2.2 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cj3sir2f.zcf]

CBS-QB3    |-124.2 | 47.9| 39.8| 27.3|-17.2  |-59.0  

G3MP2B3    |-124.8 | 46.7| 38.4| 27.7|-18.0  |-60.1  

G3MP2B3+   |-124.8 | 46.4| 38.3| 27.2|-18.3  |-60.1  

G4MP2      |-124.8 | 44.4| 36.0| 28.3|-18.4  |-62.0  

M062X/Def2T|-120.2 | 57.2| 48.7| 28.4|-17.1  |-45.9  

B3/6-311++G|-91.1  | 26.4| 28.6| 27.3|7.2    |-61.5  

++++++++++++++++++++++++++++++++

[Fe2S2(SEt)(OPr)]-

C5H12Fe2OS3  mw:295.875 Anion CAS: Z-849794-37-2 fg:24 cnt:11333

----

05FU_/YAN    Datum: EA=3.05(10) eV LPES p:8

Vertical Detachment Energy:3.22(12) eV.

++++++++++++++++++++++++++++++++

H2O..iPrCH(NH2)CO2-

C5H12NO3  mw:134.082

Core ion CAS: Z-17333-21-0 Solvent: 7732-18-5 fg:236 cnt:8192

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WIN/       Datum: DaffG= 7.2/0.7 TDAs | HOF(A-)=-204.5/2.0 AfIN p:8

DaffH(X..Y-)= 14.3/0.4 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [valinew.zcf]

G3MP2B3    |-211.1 | 16.4|  7.6| 29.6|-57.6  |-137.0 

G3MP2B3+   |-213.6 | 16.4|  7.9| 28.5|-57.6  |-139.6 

G4MP2      |-209.6 | 15.8|  7.0| 29.6|-57.5  |-136.2 

M062X/Def2T|-207.8 | 20.1| 10.5| 32.2|-53.6  |-134.1 

B3/6-311++G|-186.4 | 16.4|  7.7| 29.1|-54.2  |-115.8 

++++++++++++++++++++++++++++++++

H2O..MeSCH2CH2CH(NH2)CO2-

C5H12NO3S  mw:166.054

Core ion CAS: Z-44805-37-0 Solvent: 7732-18-5 fg:236 cnt:8195

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WIN/       Datum: DaffG= 7.1/0.8 TDAs | HOF(A-)=-204.5/3.3 AfIN p:8

DaffH(X..Y-)= 14.5/0.5 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..thymine-.

C5H12N2O5  mw:180.075 fg:320 cnt:4605

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98SCH/WEI    Datum: EA=0.82(10) eV LPES p:8

DaffH(AH)=  5.8/3.3 dEA

++++++++++++++++++++++++++++++++

(H2O)4..pyridine-.

C5H13NO4  mw:151.085 fg:305 cnt:10005

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.23(5) eV LPES p:8

DaffH(AH)=  6.9/1.6 dEA

Vertical Detachment Energy:1.79(5) eV.

++++++++++++++++++++++++++++++++

(H2O)4..adenine-.

C5H13N5O4  mw:207.097 fg:320 cnt:6973

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN2   Datum: EA=0.74(10) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:1.37(5) eV.

++++++++++++++++++++++++++++++++

Et2Si(Me)O-

C5H13OSi  mw:117.074 Anion CAS: A-18143-53-8 fg:42 cnt:2564

HOF(A.)= -59.8/5.0 D+AH          | BDE(A-H)= 118.3/3.0 Est3 98BEC/WAL

HOF(AH)= -126.0/4.0 Est1         |

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 352.5/4.0 IMRB | HOF(A-)=-132.8/5.7 Acid p:6

DacidH(AH)= 358.9/4.1 G+TS EA(ev)= 3.166

Between pyrrole, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [et2siro.zaf]

CBS-QB3    |-127.4 |358.9|351.9| 3.211|-120.5 |-53.1  |23.6|119.5

G3MP2B3    |-127.6 |359.4|352.6| 3.192|-119.8 |-53.8  |23.1|118.2

G3MP2B3+   |-128.0 |359.2|352.2| 3.200|-120.1 |-54.0  |23.5|118.1

G4MP2      |-127.1 |360.0|353.0| 3.045|-119.9 |-56.6  |23.5|115.4

M062X/Def2T|-122.1 |360.9|353.9| 2.940|-118.4 |-54.2  |23.7|116.3

B3/6-311++G|-94.0  |360.5|353.6| 2.894|-87.2  |-27.1  |23.2|112.3

++++++++++++++++++++++++++++++++

EtOH..nPrO-

C5H13O2  mw:105.092

Core ion CAS: Z-26232-83-7 Solvent: 64-17-5 fg:230 cnt:1546

HOF(solv)= -56.2/0.1 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 18.7/2.0 IMRE | HOF(A-)=-132.4/2.5 AfIN p:8

DaffH(X..Y-)= 27.4/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [etohoprg.zcf]

CBS-QB3    |-132.7 | 26.3| 17.1| 31.0|-56.5  |-49.9  

G3MP2B3    |-131.2 | 25.6| 16.1| 31.8|-55.8  |-49.8  

G3MP2B3+   |-131.7 | 25.2| 16.5| 29.3|-56.0  |-50.5  

G4MP2      |-130.5 | 25.4| 15.6| 32.9|-55.6  |-49.6  

M062X/Def2T|-129.4 | 30.3| 20.1| 34.2|-54.5  |-44.5  

B3/6-311++G|-114.8 | 23.8| 15.9| 26.4|-48.6  |-42.4  

++++++++++++++++++++++++++++++++

MeOH..tBuO-

C5H13O2  mw:105.092

Core ion CAS: Z-16331-65-0 Solvent: 67-56-1 fg:230 cnt:1454

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 10.2 IMRE p:9

----

86MEO/SIE2   Datum: DaffG= 17.1/1.6 TDEq | HOF(A-)=-73.6/1.0 AfIN p:8

DaffH(X..Y-)= 25.5/1.0 TDEq

----

84CAL/ROZ    Datum: DaffG= 17.3/1.6 IMRE p:7

DaffH(X..Y-)= 26.0/1.8 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

----

99DET/ERV    Datum: DaffH= 23.4/2.2 CIDT p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuohor.zcf]

CBS-QB3    |-138.3 | 24.1| 14.8| 31.3|-48.8  |-65.4  

G3MP2B3    |-137.2 | 23.7| 14.3| 31.3|-47.8  |-65.7  

G3MP2B3+   |-137.3 | 23.2| 15.1| 27.2|-47.9  |-66.2  

G4MP2      |-136.6 | 23.3| 13.5| 32.6|-47.8  |-65.5  

M062X/Def2T|-133.7 | 28.6| 18.7| 33.2|-46.6  |-58.4  

B3/6-311++G|-116.5 | 22.0| 13.7| 27.9|-43.7  |-50.8  

++++++++++++++++++++++++++++++++

(Me2P)2CH-

C5H13P2  mw:135.050 Anion CAS: Z-71672-46-3 fg:92 cnt:4954 BDE(A-H)= 92.1/2.2 D-EA           

DacidS=26.0/3.0 Stat | 

----

98ROM/GAT    Datum: DacidG= 362.6/2.0 IMRE p:9

DacidH(AH)= 370.4/2.2 G+TS

----

98ROM/GAT    Datum: EA=1.53(1) eV LPD  [35.3(2) kcal] p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2p2ch.zaf]

CBS-QB3    |-28.1  |372.0|363.9| 1.496|-34.4  |6.5    |27.3|93.0 

G3MP2B3    |-28.3  |371.9|363.9| 1.594|-32.9  |8.7    |26.9|93.7 

G3MP2B3+   |-28.7  |371.6|363.5| 1.608|-33.2  |8.5    |27.3|93.8 

G4MP2      |-29.7  |371.7|363.8| 1.471|-34.3  |4.4    |26.8|90.8 

M062X/Def2T|-26.3  |373.2|364.8| 1.397|-34.7  |6.1    |28.2|92.9 

B3/6-311++G|0.7    |374.0|366.2| 1.351|-6.0   |32.1   |26.2|90.2 

++++++++++++++++++++++++++++++++

(H2O)4..thymine-.

C5H14N2O6  mw:198.086 fg:320 cnt:4606

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98SCH/WEI    Datum: EA=1.00(10) eV LPES p:8

DaffH(AH)=  4.2/3.3 dEA

++++++++++++++++++++++++++++++++

(MeNO2)4..CH2NO2-

C5H14N5O10  mw:304.075 fg:270 cnt:6421

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 1.6/2.0 TDAs | HOF(A-)=-124.2/1.1 AfIN p:8

DaffH(X..Y-)= 11.4/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeCl)5..Cl-

C5H15Cl6  mw:284.931 fg:482 cnt:5292

HOF(solv)= -19.6/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 0.8/3.0 TDAs | HOF(A-)=-141.6/1.1 AfIN p:8

DaffH(X..Y-)= 6.2/0.2 TDAs

++++++++++++++++++++++++++++++++

(H2O)5..pyridine-.

C5H15NO5  mw:169.096 fg:305 cnt:10006

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.48(5) eV LPES p:8

DaffH(AH)=  5.8/1.6 dEA

Vertical Detachment Energy:1.98(5) eV.

++++++++++++++++++++++++++++++++

(H2O)5..adenine-.

C5H15N5O5  mw:225.108 fg:320 cnt:6974

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN2   Datum: EA=0.88(10) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:1.49(5) eV.

++++++++++++++++++++++++++++++++

(HCONH2)5-.

C5H15N5O5  mw:225.108

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11697

----

06MAE/NEG    Datum: EA=1.51 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated covalent anion; a solvated electron form has Vertical Detachment Energy=0.54 eV.

++++++++++++++++++++++++++++++++

(MeNO2)4..MeNO2-

C5H15N5O10  mw:305.082 fg:301 cnt:6423

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 2.4/2.0 TDAs | HOF(A-)=-54.3/0.6 AfIN p:8

DaffH(X..Y-)= 8.4/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeNO2)5..O2-.

C5H15N5O12  mw:337.072 fg:491 cnt:6427

HOF(solv)= -17.8/0.1 neut 94PED/   

----

03WIN/       Datum: DaffG= 0.6 TDAs | HOF(A-)=-89.9/1.1 AfIN p:8

DaffH(X..Y-)= 6.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)3..MeCO2-

C5H15O5  mw:155.092 fg:234 cnt:7839

HOF(solv)= -48.1/0.1 neut 94PED/   

----

09WAN/JAG    Datum: EA=5.00(5) eV LPES p:7

++++++++++++++++++++++++++++++++

nPnSiH3..H-

C5H15Si  mw:103.095 Anion CAS: Z-102073-67-6 fg:480 cnt:1129

HOF(solv)= -26.0/4.0 Est3          

----

94HAJ/HO     Datum: DaffH= 20.0/4.0 IMRB | HOF(A-)=-11.3/5.7 AfIN p:8

Hydride affinity order: Et3SiH s Et2SiH2 s nPnSiH3 s SiH4. nPnSiH3 is 0.4/0.2 kcal/mol > Et3SiH in .DELTA.G.

----

86HAJ/SQU    Datum: DaffH= 10.8/5.5 IMRB p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [npnsih4.zcf]

CBS-QB3    |-12.4  | 28.3| 21.6| 22.7|-23.8  |34.7   

G3MP2B3    |-11.6  | 27.7| 21.0| 22.5|-23.3  |34.7   

G3MP2B3+   |-12.3  | 28.2| 21.0| 24.1|-23.6  |34.7   

G4MP2      |-12.2  | 35.7| 28.9| 22.9|-23.6  |34.7   

M062X/Def2T|-6.0   | 37.6| 31.0| 22.0|-20.8  |34.7   

B3/6-311++G|8.4    | 13.2| 13.7| 24.3|-2.7   |34.7   

++++++++++++++++++++++++++++++++

(H2O)5..thymine-.

C5H16N2O7  mw:216.096 fg:320 cnt:4607

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98SCH/WEI    Datum: EA=1.17(10) eV LPES p:8

DaffH(AH)=  3.9/3.3 dEA

++++++++++++++++++++++++++++++++

(H2O)6..pyridine-.

C5H17NO6  mw:187.106 fg:305 cnt:10007

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16WAN/ZHA    Datum: EA=1.61(5) eV LPES p:8

DaffH(AH)=  3.0/1.6 dEA

Vertical Detachment Energy:2.18(5) eV.

++++++++++++++++++++++++++++++++

(H2O)6..adenine-.

C5H17N5O6  mw:243.118 fg:320 cnt:6975

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN2   Datum: EA=1.08(10) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:1.60(5) eV.

++++++++++++++++++++++++++++++++

(H2O)7..adenine-.

C5H19N5O7  mw:261.129 fg:320 cnt:6976

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN2   Datum: EA=1.20(10) eV LPES p:8

The stated EA is threshhold energy. Vertical Detachment Energy:1.69(5) eV.

++++++++++++++++++++++++++++++++

(MeOH)4..MeO-

C5H19O5  mw:159.124 fg:230 cnt:4485

HOF(solv)= -48.1/0.1 neut 94PED/   

----

86MEO/       Datum: DaffG= 4.7/0.5 TDAs | HOF(A-)=-300.6/2.0 AfIN p:8

DaffH(X..Y-)= 11.4/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)5..Au-

C5H20AuO5  mw:357.098 fg:24 cnt:10935

HOF(solv)= -48.1/0.1 neut 94PED/   

----

14QIN/GON    Datum: EA=4.18(3) eV PVMI p:8

DaffH(AH)=  6.2/1.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)5..Br-

C5H20BrO5  mw:239.050 fg:483 cnt:4440

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 2.3/2.0 TDAs | HOF(A-)=-346.6/1.6 AfIN p:8

DaffH(X..Y-)= 9.8/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)5..Cl-

C5H20ClO5  mw:195.100 fg:482 cnt:3504

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 2.7/1.0 TDAs | HOF(A-)=-303.5/1.5 AfIN p:8

DaffH(X..Y-)= 9.2/1.0 TDAs

----

73YAM/PAY    Datum: DaffG= 2.9/0.1 TDAs | HOF(A-)=-304.8/1.3 AfIN p:7

DaffH(X..Y-)= 10.5/0.5 TDAs

++++++++++++++++++++++++++++++++

(CH4)5..F-

C5H20F  mw:99.155 fg:481 cnt:5281

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -2.9/3.0 TDAs | HOF(A-)=-175.9/0.8 AfIN p:8

DaffH(X..Y-)= 4.5/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeOH)5..F-

C5H20FO5  mw:179.130 fg:481 cnt:4428

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 3.8/2.0 TDAs | HOF(A-)=-251.9/1.6 AfIN p:8

DaffH(X..Y-)= 11.9/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)5..I-

C5H20IO5  mw:287.036 fg:484 cnt:4449

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.6/2.0 TDAs | HOF(A-)=-332.9/1.8 AfIN p:8

DaffH(X..Y-)= 9.7/1.0 TDAs

++++++++++++++++++++++++++++++++

C6-

C6  mw:72.001 Anion CAS: Z-64886-37-9 fg:2 cnt:2238

HOF(A.)= 313.6/4.3 Hvap 93GIN/FIN| BDE(A-H)=>96.8/2.6  08SHI/ERV     

HOF(AH)= 237.2/3.2 d+ah          |

----

92ARN/ZHA    Datum: EA=4.180(1) eV LPES | HOF(A-)=>185.5/6.8 Acid p:9

DacidH(AH)=>314.0/2.3 D-EA

DaffH(AH)= <182.1/5.4 A-IN

There is a bound state at 47.107 kcal/mol up; 96ZHA/DEB.

----

91ARN/BRA    Datum: EA=4.185(6) eV LPES p:8

Linear structure for both neutral and anion.

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

04BRA/VER    Datum: EA=0() eV [ eV] p:7

----

97XU_/BUR    Datum: EA=4.177(20) eV LPES p:7

----

91VAG/FEL    Datum: EA=<2.35(10) eV LPD  p:7

Cyclic isomer, by Coulomb explosion. 96ZHA/DEB claims hot ions are the source.

----

88YAN/TAY    Datum: EA=4.10(10) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Probably linear structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6.za0]

W1U        |209.3  |332.2|324.9| 4.222|242.9  |306.8  |24.4|116.0

M062X/Def2T|202.6  |329.1|322.3| 4.010|238.2  |295.2  |22.9|109.1

++++++++++++++++++++++++++++++++

C6F6..Ag-

C6AgF6  mw:292.896 Anion CAS: Z-1415687-48-7 fg:24 cnt:8430

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

13SUN/TAN    Datum: EA=1.48(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Al4C6-

C6Al4  mw:179.927 fg:19 cnt:11317

----

21ZHA/XU     Datum: EA=2.71(8) eV LPES p:8

Vertical Detachment Energy:3.36(8) eV.

++++++++++++++++++++++++++++++++

AuC6-

C6Au  mw:268.967 Anion CAS: Z-1240613-56-2 fg:24 cnt:10663

----

16LEO/RUI    Datum: EA=3.593(1) eV PVMI p:8

Vertical Detachment Energy:3.661(1) eV.

++++++++++++++++++++++++++++++++

C6F6..Au-.

C6AuF6  mw:382.958

Core ion CAS: Z-19498-55-6 Solvent: 392-56-3 fg:24 cnt:3412

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

13SUN/TAN    Datum: EA=1.77(7) eV LPES p:8

----

93NAK/TAG    Datum: EA=1.75(3) eV LPES p:8

Vertical Detachment Energy:1.990(48) eV.

----

99HO_/DUN    Datum: DaffH= 24.0/4.0 kfkr p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [c6f6au.zc0]

M062X/Def2T|-257.7 | 67.3| 59.2| 26.9|-241.9 |51.5   | 4.997

M062X/Def2T|-205.4 | 14.9|  9.0| 19.7|-241.9 |51.5   | 4.232

++++++++++++++++++++++++++++++++

AuC6Au-

C6Au2  mw:465.934 Anion CAS: Z-2250291-76-8 fg:19 cnt:10682

----

18LEO/RUI    Datum: EA=1.873(1) eV PVMI p:8

++++++++++++++++++++++++++++++++

Au4(CO)6-

C6Au4O6  mw:955.836 fg:22 cnt:10404

----

05ZHA/WAN    Datum: EA=1.35(2) eV LPES p:8

Vertical Detachment Energy:1.38(2) eV.

++++++++++++++++++++++++++++++++

Au5(CO)6-

C6Au5O6  mw:1152.80 fg:22 cnt:10411

----

05ZHA/WAN    Datum: EA=2.45(3) eV LPES p:8

Vertical Detachment Energy:2.63(3) eV.

++++++++++++++++++++++++++++++++

Au6(CO)6-

C6Au6O6  mw:1349.77 fg:22 cnt:10556

----

08ZHA/PAN    Datum: EA=1.42(5) eV LPES p:8

Vertical Detachment Energy:1.49(5) eV.

++++++++++++++++++++++++++++++++

BeC6=

C6Be  mw:81.013 Anion CAS: Z-254114-69-7 fg:19 cnt:5097

----

00BER/HEB    Datum: EA=>1.165 eV LPD  p:6

The stated EA is a lower limit to photodetachment/photodissociation. Composite computations(18BAR/): lowest energy structure is linear -CCBeCCCC, andis stable with respect to electron detachment by ca. 1 eV. A Coulomb barrier exists.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c2bec4.zdf]

CBS-QB3    |223.8  |     |     | 0.924|       |245.2  |    |     

G3MP2B3    |217.3  |     |     | 0.966|       |239.5  |    |     

G3MP2B3+   |216.9  |     |     | 1.541|       |252.3  |    |     

M062X/Def2T|214.5  |     |     | 0.585|       |228.1  |    |     

B3/6-311++G|221.1  |     |     | 0.313|       |228.2  |    |     

++++++++++++++++++++++++++++++++

BiC6F5-

C6BiF5  mw:375.973 Anion CAS: Z-1191124-63-6 fg:24 cnt:7550

----

09SUN/SUN    Datum: EA=1.61(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Bi2C6F5-

C6Bi2F5  mw:584.953 Anion CAS: Z-1191124-66-9 fg:24 cnt:7551

----

09SUN/SUN    Datum: EA=2.12(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Bi3C6F5-

C6Bi3F5  mw:793.934 Anion CAS: Z-1191124-71-6 fg:24 cnt:7552

----

09SUN/SUN    Datum: EA=1.96(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Bi4C6F5-

C6Bi4F5  mw:1002.91 Anion CAS: Z-1191124-75-0 fg:24 cnt:7553

----

09SUN/SUN    Datum: EA=2.05(10) eV LPES p:8

++++++++++++++++++++++++++++++++

C6F5Br-.

C6BrF5  mw:245.911 Anion CAS: Z-78398-46-6 fg:114 cnt:2147

HOF(A.)= -170.0/4.0  77KRE/PRI   | | S(A.)=100.3/1.0  93SP

----

89DIL/KEB    Datum: EA=1.15(11) eV IMRE [26.5(25) kcal] | HOF(A-)=-196.5/4.7 R-EA p:8

.DELTA.eaG(423 K) = -28.0/1.0 kcal/mol, assumed entropy = 3.5 eu.

----

24MCG/MCG2   Datum: EA=<<2.10(6) eV LPES p:5

Vertical Detachment Energy:3.30(15) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5br.zzf]

G3MP2B3    |-205.3 |     |     | 0.881|       |-185.6 |    |     

G3MP2B3+   |-205.6 |     |     | 0.905|       |-185.3 |    |     

M062X/Def2T|-218.4 |     |     | 1.055|       |-194.6 |    |     

B3/6-311++G|-184.2 |     |     | 1.593|       |-148.0 |    |     

++++++++++++++++++++++++++++++++

C6F6..Br-

C6BrF6  mw:264.909

Core ion CAS: Z-24959-67-9 Solvent: 392-56-3 fg:483 cnt:1871

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

87HIR/MIZ2   Datum: DaffG= 8.1/1.6 TDAs | HOF(A-)=-290.8/2.3 AfIN p:8

DaffH(X..Y-)= 13.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c6f6br.zcf]

G3MP2B3    |-296.9 | 12.7|  7.0| 19.1|-231.7 |-52.5  

++++++++++++++++++++++++++++++++

(CF3CF=CF2)2..Br-

C6BrF12  mw:378.900 fg:483 cnt:6993

HOF(solv)=-275.3/1.1  87PAP/KOL    

----

02HIR/TAK    Datum: DaffG= 1.7/0.3 TDAs | HOF(A-)=-283.6/1.1 AfIN p:8

DaffH(X..Y-)= 8.3/0.3 TDAs

++++++++++++++++++++++++++++++++

(CO2)6..Br-

C6BrO12  mw:342.858 fg:483 cnt:3064

HOF(A.)= -537.5/2.6              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.608(28) eV LPES | HOF(A-)=-643.8/3.2 AfIN p:8

DaffH(AH)=  4.0/1.0 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

bromanil-.

C6Br4O2  mw:419.664 Anion CAS: Z-50431-99-7 fg:113 cnt:504

HOF(A.)=  -1.0/3.0 Est1          |

----

78COO/FRE    Datum: EA=2.44(20) eV NBIE | HOF(A-)=-57.3/5.5 R-EA p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bromanil.zzf]

G3MP2B3    |-69.2  |     |     | 2.843|       |-3.6   |    |     

G4MP2      |-70.8  |     |     | 3.033|       |-0.8   |    |     

M062X/Def2T|-70.5  |     |     | 2.983|       |-1.7   |    |     

B3/6-311++G|-29.3  |     |     | 3.079|       |41.7   |    |     

++++++++++++++++++++++++++++++++

fluoranil..Cl-

C6ClF4O2  mw:214.953

Core ion CAS: Z-16887-00-6 Solvent: 527-21-9 fg:482 cnt:1893

HOF(solv)=-195.0/3.0 Est1          

----

86CHO/KEB2   Datum: DaffG= 20.2/1.6 TDAs | HOF(A-)=-222.0/3.2 AfIN p:8

DaffH(X..Y-)= 27.0/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f4pbqcl.zcf]

G3MP2B3    |-279.1 | 27.3| 19.7| 25.5|-195.7 |-56.1  

G4MP2      |-274.3 | 27.9| 20.2| 25.7|-191.4 |-55.0  

M062X/Def2T|-282.1 | 32.9| 25.2| 25.9|-200.7 |-48.4  

B3/6-311++G|-242.7 | 16.5| 19.9| 25.1|-158.4 |-56.9  

++++++++++++++++++++++++++++++++

C6F5Cl-.

C6ClF5  mw:201.961 Anion CAS: Z-78420-36-7 fg:114 cnt:2144

HOF(A.)= -193.4/0.5  94PED/      | | S(A.)=98.0/1.0  93SP

----

89DIL/KEB    Datum: EA=0.815(108) eV [18.8(25) kcal] | HOF(A-)=-212.2/2.6 R-EA p:9

.DELTA.eaG(423 K) = -20.3 kcal/mol . Assumed .DELTA.eaS = 3.5 eu.

----

05MIL/VIG    Datum: EA=0.75(6) eV kfkr p:8

----

24MCG/MCG2   Datum: EA=<<1.70(5) eV LPES p:6

Vertical Detachment Energy:2.95(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5cl.zzf]

CBS-QB3    |-215.7 |     |     | 0.646|       |-201.5 |    |     

G3MP2B3    |-209.1 |     |     | 0.564|       |-196.7 |    |     

G3MP2B3    |-209.1 |     |     | 0.563|       |-196.7 |    |     

G3MP2B3+   |-209.2 |     |     | 0.574|       |-196.6 |    |     

G4MP2      |-209.7 |     |     | 0.770|       |-192.6 |    |     

M062X/Def2T|-220.7 |     |     | 0.640|       |-206.5 |    |     

B3/6-311++G|-186.1 |     |     | 1.287|       |-157.0 |    |     

B3/6-311++G|-186.1 |     |     | 1.289|       |-157.0 |    |     

++++++++++++++++++++++++++++++++

C6F6..Cl-

C6ClF6  mw:220.960

Core ion CAS: Z-16887-00-6 Solvent: 392-56-3 fg:482 cnt:1870

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

86CHO/KEB2   Datum: DaffG= 8.8/1.6 TDAs | HOF(A-)=-242.9/2.2 AfIN p:8

DaffH(X..Y-)= 16.8/1.0 TDAs

----

87HIR/MIZ2   Datum: DaffG= 8.7/1.6 TDAs p:7

DaffH(X..Y-)= 15.5/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c6f6cl.zcf]

CBS-QB3    |-307.5 | 14.7| 10.4| 14.4|-236.1 |-56.7  

G3MP2B3    |-301.7 | 13.8|  9.4| 14.8|-231.7 |-56.1  

G3MP2B3+   |-302.4 | 14.7| 10.1| 15.2|-231.5 |-56.1  

M062X/Def2T|-307.8 | 17.4| 11.6| 19.5|-241.9 |-48.4  

B3/6-311++G|-264.0 |  0.7|  7.0| 15.4|-195.5 |-56.9  

++++++++++++++++++++++++++++++++

(CF3CF=CF2)2..Cl-

C6ClF12  mw:334.950 fg:482 cnt:6990

HOF(solv)=-275.3/1.1  87PAP/KOL    

----

02HIR/TAK    Datum: DaffG= 2.7/0.3 TDAs | HOF(A-)=-284.9/1.1 AfIN p:8

DaffH(X..Y-)= 9.6/0.3 TDAs

++++++++++++++++++++++++++++++++

(CF2=CF2)3..Cl-

C6ClF12  mw:334.950 fg:482 cnt:6998

HOF(solv)=-157.4/3.0  98JANAF      

----

08HIR/MOC    Datum: DaffG= 0.6/0.5 TDAs | HOF(A-)=-495.1/5.2 AfIN p:8

DaffH(X..Y-)= 6.3/0.5 TDAs

++++++++++++++++++++++++++++++++

chloranil-.

C6Cl4O2  mw:243.866 Anion CAS: Z-17217-66-2 fg:113 cnt:495

HOF(A.)= -44.4/2.8  94PED/       |

----

88HEI/CHO    Datum: EA=2.78(6) eV TDEq [64.0(14) kcal] | HOF(A-)=-108.4/3.2 R-EA p:9

.DELTA.eaG(423 K) = -62.6 kcal/mol; .DELTA.eaS(estimated) = -3.5 eu. Bound excited states: 94BRI/GUN.

----

85FUK/MCI    Datum: EA=2.75(5) eV IMRE [63.5(11) kcal] p:8

.DELTA.eaG(355 K) = -62.3 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

----

11HOR/VER    Datum: EA=2.60(10) eV PVMI p:7

----

78COO/FRE    Datum: EA=2.76(20) eV NBIE p:6
###### the following are "below the line": evaluated as not accurate ####

----

66FAR/PAG    Datum: EA=2.45(26) eV SI   [56.6(59) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl4pbq.zzf]

CBS-QB3    |-121.6 |     |     | 2.890|       |-55.0  |    |     

G3MP2B3    |-115.0 |     |     | 2.780|       |-51.0  |    |     

G3MP2B3+   |-115.2 |     |     | 2.779|       |-51.1  |    |     

G4MP2      |-118.0 |     |     | 2.965|       |-49.7  |    |     

M062X/Def2T|-119.7 |     |     | 2.909|       |-52.6  |    |     

B3/6-311++G|-69.5  |     |     | 3.072|       |1.4    |    |     

++++++++++++++++++++++++++++++++

C6Cl5-

C6Cl5  mw:246.845 Anion CAS: Z-145653-86-7 fg:87 cnt:877

HOF(A.)=  51.3/5.4 D+AH          |

HOF(AH)=  -9.6/2.1  85PLA/SIM2   |

DacidS=26.0/1.0 Stat |  S(A-)=104.7/1.4 Acid |  S(AH)=104.7/1.0 GpAd 93SP

----

01SCH/MAR    Datum: DacidG= 347.4/2.0 IMRE | HOF(A-)=-20.1/2.9 Acid p:7

DacidH(AH)= 355.2/2.0 G+TS EA(ev)= 3.098
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=2.76 eV SI   [63.6 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6cl5.zaf]

CBS-QB3    |-20.6  |361.2|352.7| 3.150|-16.1  |51.8   |28.5|120.0

G3MP2B3    |-16.6  |361.5|353.0| 3.297|-10.9  |59.2   |28.7|122.2

G3MP2B3+   |-17.1  |361.1|352.6| 3.317|-11.0  |59.2   |28.3|122.3

G4MP2      |-16.4  |361.8|353.4| 3.058|-11.1  |53.9   |28.3|117.1

M062X/Def2T|-18.4  |360.6|352.5| 2.896|-14.3  |48.3   |27.1|114.7

B3/6-311++G|31.4   |356.6|348.1| 3.136|42.1   |103.5  |28.3|113.5

++++++++++++++++++++++++++++++++

C6Cl6-.

C6Cl6  mw:281.814 Anion CAS: Z-63730-01-8 fg:115 cnt:2706

HOF(A.)= -10.7/0.1  83PLA/SIM    |

----

95KNI/BOG    Datum: EA=0.915(100) eV [21.1(23) kcal] | HOF(A-)=-31.8/2.3 R-EA p:9

.DELTA.H: 4.7 kcal/mol < pF-nitrobenzene. .DELTA.S=9/2 eu.

----

91WIL/CHE    Datum: EA=0.98 eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6cl6.zzf]

CBS-QB3    |-40.6  |     |     | 0.894|       |-20.8  |    |     

G3MP2B3    |-32.0  |     |     | 0.821|       |-13.9  |    |     

G3MP2B3+   |-32.3  |     |     | 0.832|       |-14.0  |    |     

G4MP2      |-36.7  |     |     | 1.012|       |-14.2  |    |     

M062X/Def2T|-35.0  |     |     | 0.795|       |-17.4  |    |     

B3/6-311++G|18.4   |     |     | 1.344|       |48.5   |    |     

++++++++++++++++++++++++++++++++

Ru3Co(CO)6-

C6CoO6Ru3  mw:532.616 fg:22 cnt:5844

----

02BUT/JOH    Datum: EA=3.36(10) eV LPES p:7

++++++++++++++++++++++++++++++++

CrC6-

C6Cr  mw:123.941 Anion CAS: N-92458-04-3 fg:19 cnt:6464

----

04ZHA/WAN    Datum: EA=3.156(10) eV LPES p:9

Vertical Detachment Energy:3.156(10) eV. Probably linear isomer. The adiabatic EA is the same as the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Cu6(CN)6-.

C6Cu6N6  mw:533.597 fg:19 cnt:5104

----

00NEG/YAS    Datum: EA=3.12(9) eV LPES p:8

Vertical Detachment Energy:3.37(8) eV.

++++++++++++++++++++++++++++++++

(CO2)6..F-

C6FO12  mw:282.938 fg:481 cnt:3095

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

87HIR/MIZ3   Datum: DaffG= -1.4/2.0 TDAs | HOF(A-)=-684.0/4.8 AfIN p:8

DaffH(X..Y-)= 5.3/1.0 TDAs

++++++++++++++++++++++++++++++++

1,2-diI-3,4,5,6-F4-benzene-.

C6F4I2  mw:401.803 Anion CAS: Z-69951-88-8 fg:115 cnt:11655

HOF(A.)= -111.2/5.0 GpAd 93SP    |

----

24CHE/WAN    Datum: EA=1.8(1) eV LPES | HOF(A-)=-152.7/5.5 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f4i2.zz0]

M062X/Def2T|-148.7 |     |     | 1.461|       |-115.5 |    |     

++++++++++++++++++++++++++++++++

fluoranil-.

C6F4O2  mw:179.984 Anion CAS: Z-42439-31-6 fg:113 cnt:460

HOF(A.)= -195.0/3.0 Est1         |

----

88HEI/CHO    Datum: EA=2.70(6) eV IMRE [62.3(14) kcal] | HOF(A-)=-257.3/3.3 R-EA p:8

.DELTA.eaG(423 K) = -60.9 kcal/mol; .DELTA.eaS(estimated) = -3.5 eu.

----

78COO/FRE    Datum: EA=2.92(20) eV NBIE p:7

----

85FUK/MCI    Datum: EA=2.45(5) eV IMRE [56.4(11) kcal] p:6

.DELTA.eaG(355 K) = -55.2 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=2.27 eV SI   [52.3 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f4pbq.zzf]

CBS-QB3    |-262.4 |     |     | 2.795|       |-197.9 |    |     

G3MP2B3    |-257.6 |     |     | 2.685|       |-195.7 |    |     

G3MP2B3+   |-257.5 |     |     | 2.682|       |-195.6 |    |     

G4MP2      |-258.2 |     |     | 2.895|       |-191.4 |    |     

M062X/Def2T|-266.2 |     |     | 2.837|       |-200.7 |    |     

B3/6-311++G|-229.6 |     |     | 3.088|       |-158.4 |    |     

++++++++++++++++++++++++++++++++

C6F5-

C6F5  mw:166.993 Anion CAS: Z-66186-10-5 fg:87 cnt:875

HOF(A.)= -128.4/2.0 D+AH         | BDE(A-H)= 116.5/2.0  82MCM/GOL    

HOF(AH)= -192.8/0.4  94PED/      |

DacidS=26.6/1.0 Stat |  S(A-)=91.3/1.4 Acid |  S(AH)=90.7/1.0 GpAd 93SP

----

97BUK/NIB    Datum: DacidG= 349.0/2.0 IMRE | HOF(A-)=-201.5/2.1 Acid p:8

DacidH(AH)= 356.9/2.0 G+TS EA(ev)= 3.173
###### the following are "below the line": evaluated as not accurate ####

----

89HER/ADA    Datum: DacidG=<365.0 IMRB p:4

More acidic than HF, less than HCl.

----

82COM/REI    Datum: EA=2.7(2) eV NBAE p:4

From perfluorobenzene.

----

73LIF/TIE    Datum: HOF(A-)=-111.0 Endo p:2

I- + C6F6 ->.

----

69PAG/GOO    Datum: EA=2.74 eV SI   [63.3 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5.zaf]

CBS-QB3    |-206.3 |357.9|350.0| 3.382|-198.5 |-128.4 |26.6|122.2

G3MP2B3    |-203.8 |358.7|350.8| 3.458|-195.3 |-124.1 |26.5|123.4

G3MP2B3+   |-203.7 |358.7|350.7| 3.459|-195.2 |-123.9 |26.6|123.4

G4MP2      |-200.3 |358.2|350.3| 3.255|-191.3 |-125.2 |26.4|118.2

M062X/Def2T|-209.9 |359.1|351.2| 3.090|-204.3 |-138.7 |26.4|117.8

B3/6-311++G|-175.4 |354.7|346.7| 3.369|-162.8 |-97.7  |26.6|117.2

++++++++++++++++++++++++++++++++

C6F5I-.

C6F5I  mw:293.897 Anion CAS: Z-78398-44-4 fg:114 cnt:2146

HOF(A.)= -131.1/3.0  94PED/      | | S(A.)=102.8/1.0  93SP

----

89DIL/KEB    Datum: EA=1.41(11) eV IMRE [32.6(25) kcal] | HOF(A-)=-163.7/3.9 R-EA p:8

.DELTA.eaG(423 K) = -35.0/1.0 kcal/mol, assumed entropy = 3.5 eu.

----

24MCG/MCG2   Datum: EA=<<2.00(5) eV LPES p:5

Vertical Detachment Energy:3.30(15) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5i.zz0]

M062X/Def2T|-213.1 |     |     | 1.404|       |-181.1 |    |     

++++++++++++++++++++++++++++++++

C6F5NO2-.

C6F5NO2  mw:212.985 Anion CAS: Z-34723-45-0 fg:107 cnt:2145

HOF(A.)= -194.3/1.0 GpAd 93SP    |

----

89DIL/KEB    Datum: EA=1.45(11) eV IMRE [33.5(25) kcal] | HOF(A-)=-227.8/2.7 R-EA p:8

.DELTA.eaG(423 K) = -35.0/1.0 kcal/mol, assumed entropy = 3.5 eu.

----

92CHE/CHE    Datum: EA=1.50(25) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5no2.zzf]

CBS-QB3    |-226.2 |     |     | 1.522|       |-191.5 |    |     

G3MP2B3    |-213.6 |     |     | 1.256|       |-185.1 |    |     

G3MP2B3+   |-213.9 |     |     | 1.248|       |-185.5 |    |     

G4MP2      |-215.7 |     |     | 1.548|       |-180.4 |    |     

M062X/Def2T|-229.1 |     |     | 1.616|       |-192.1 |    |     

B3/6-311++G|-188.6 |     |     | 1.910|       |-144.9 |    |     

++++++++++++++++++++++++++++++++

pentafluorophenoxide-

C6F5O  mw:182.987 Anion CAS: Z-26910-95-2 fg:33 cnt:608

HOF(A.)= -194.7/2.0 D+AH         | BDE(A-H)= 86.1/1.9  98BOR/MAR     

HOF(AH)= -228.7/0.7  94PED/      |

DacidS=24.0/3.0 Stat |  S(A-)=96.0/3.2 Acid |  S(AH)=98.0/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 320.8/2.0 IMRE | HOF(A-)=-266.4/2.3 Acid p:9

DacidH(AH)= 328.0/2.2 G+TS EA(ev)= 3.111

----

24CLA/GIB    Datum: EA=3.12(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

84HER/WEN    Datum: EA=3.06(9) eV ECD  [70.5(20) kcal] p:5
###### the following are "below the line": evaluated as not accurate ####

----

75BRI/RIV    Datum: HOF(A-)=<-204.9/2.0 IMRB p:3

HO- + C6F6 -> , acidity probably ca. 320 kcal.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f5yo.zaf]

G3MP2B3    |-269.4 |329.6|321.6| 3.275|-231.7 |-194.0 |26.7|89.8 

B3/6-311++G|-238.2 |323.9|316.0| 3.223|-194.9 |-164.1 |26.6|82.9 

++++++++++++++++++++++++++++++++

PbC6F5-

C6F5Pb  mw:374.969 Anion CAS: Z-1191124-52-3 fg:24 cnt:7546

----

09SUN/SUN    Datum: EA=1.60(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbc6f5-t.za0]

M062X/Def2T|-203.1 |     |     | 1.744|       |-162.9 |    |     

++++++++++++++++++++++++++++++++

Pb2C6F5-

C6F5Pb2  mw:582.946 Anion CAS: Z-1191124-55-6 fg:24 cnt:7547

----

09SUN/SUN    Datum: EA=2.18(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Pb3C6F5-

C6F5Pb3  mw:790.922 Anion CAS: Z-1191124-58-9 fg:24 cnt:7548

----

09SUN/SUN    Datum: EA=2.63(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Pb4C6F5-

C6F5Pb4  mw:998.899 Anion CAS: N-1191124-60-3 fg:24 cnt:7549

----

09SUN/SUN    Datum: EA=2.89(10) eV LPES p:8

++++++++++++++++++++++++++++++++

C6F6-.

C6F6  mw:185.991 Anion CAS: Z-37551-90-9 fg:114 cnt:465

HOF(A.)= -226.1/2.0  79PRI/SAP   |

----

89DIL/KEB    Datum: EA=0.520(108) eV [12.0(25) kcal] | HOF(A-)=-238.1/3.2 R-EA p:8

.DELTA.eaG(423 K) = -14.9/1.0 kcal/mol at 423 K, assumed entropy = 3.5 eu.

----

22WIL/SIE    Datum: EA=0.82(5) eV LPES p:7

Vertical Detachment Energy:1.61(5) eV.

----

07EUS/WAN    Datum: EA=0.7(1) eV LPES p:7

Vertical Detachment Energy:1.55(2) eV.

----

04MIL/VAN    Datum: EA=0.53(5) eV Kine p:7

----

95CHR/DAT    Datum: EA=0.477 eV Kine p:7

----

93NAK/TAG    Datum: EA=0.80(10) eV LPES p:7

Vertical Detachment Energy:1.56(3) eV.

----

24MCG/MCG2   Datum: EA=<<0.76(5) eV LPES p:6

Vertical Detachment Energy:1.06(5) eV.

----

87WEN/LIM    Datum: EA=0.86(3) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

94CHE/WIL    Datum: EA=0.83(20) eV TDAs p:4

Authors claim that 87KEB/CHO involves an excited state.

----

73LIF/TIE    Datum: EA=1.8(3) eV Endo p:2

----

69PAG/GOO    Datum: EA=1.21(7) eV SI   [27.8(16) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f6.zzf]

CBS-QB3    |-247.4 |     |     | 0.518|       |-236.1 |    |     

G3MP2B3    |-241.6 |     |     | 0.454|       |-231.7 |    |     

G3MP2B3+   |-241.9 |     |     | 0.475|       |-231.5 |    |     

G4MP2      |-242.7 |     |     | 0.705|       |-227.0 |    |     

M062X/Def2T|-248.1 |     |     | 0.290|       |-241.9 |    |     

B3/6-311++G|-215.3 |     |     | 0.884|       |-195.5 |    |     

++++++++++++++++++++++++++++++++

C6F6..I-

C6F6I  mw:312.895

Core ion CAS: Z-20461-54-5 Solvent: 392-56-3 fg:484 cnt:1872

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

87HIR/MIZ2   Datum: DaffG= 5.8/1.6 TDAs | HOF(A-)=-282.1/2.2 AfIN p:8

DaffH(X..Y-)= 11.0/1.0 TDAs

++++++++++++++++++++++++++++++++

C6F5NO2..F-

C6F6NO2  mw:231.984

Core ion CAS: Z-16984-48-8 Solvent: 880-78-4 fg:481 cnt:2060

HOF(solv)=-194.3/1.0 GpAd 93SP     

----

88DIL/KEB    Datum: DaffG= 32.8/2.0 IMRE | HOF(A-)=-294.9/2.3 AfIN p:8

DaffH(X..Y-)= 41.1/2.0 G+TS

Anchored to C6F6.bullet..bullet.F- in 87HIR/MIZ.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fc6f5no2.zcf]

G3MP2B3    |-296.4 | 51.3| 43.9| 24.8|-185.1 |-60.1  

M062X/Def2T|-305.8 | 67.7| 59.9| 26.0|-192.1 |-45.9  

B3/6-311++G|-258.4 | 41.6| 43.7| 27.6|-144.9 |-61.5  

++++++++++++++++++++++++++++++++

C6F6..O2-.

C6F6O2  mw:217.981

Core ion CAS: Z-11062-77-4 Solvent: 392-56-3 fg:491 cnt:11615

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

20DOB/THO2   Datum: EA=2.75(5) eV LPES p:8

Vertical Detachment Energy:3.11(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c6f6o2.zcf]

G3MP2B3    |-256.2 | 17.0|  8.4| 28.9|-231.7 |-7.5   

G3MP2B3+   |-258.0 | 18.9| 10.8| 27.1|-231.5 |-7.6   

B3/6-311++G|-228.5 | 19.6| 11.6| 27.1|-195.5 |-13.4  

++++++++++++++++++++++++++++++++

C6F6..F-

C6F7  mw:204.989

Core ion CAS: Z-16984-48-8 Solvent: 392-56-3 fg:481 cnt:1869

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

87HIR/MIZ    Datum: DaffG= 20.4/1.6 TDAs | HOF(A-)=-313.0/2.3 AfIN p:8

DaffH(X..Y-)= 27.5/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c6f6f.zcf]

G3MP2B3    |-320.9 | 29.1| 22.3| 22.7|-231.7 |-60.1  

G4MP2      |-315.8 | 26.8| 19.6| 24.4|-227.0 |-62.0  

M062X/Def2T|-330.2 | 42.4| 35.0| 24.8|-241.9 |-45.9  

B3/6-311++G|-286.5 | 19.2| 23.5| 20.3|-195.5 |-61.5  

++++++++++++++++++++++++++++++++

CF3COC(CF3)=C(CF3)O-

C6F9O2  mw:274.976 Anion CAS: Z-69962-09-0 fg:65 cnt:2678

HOF(AH)= -538.6/1.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat |  S(A-)=135.9/3.2 Acid |  S(AH)=138.9/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 305.0/2.0 IMRE | HOF(A-)=-592.4/2.4 Acid p:8

DacidH(AH)= 311.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qco2cq-u.zaf]

G3MP2B3    |-591.9 |309.8|302.9| 4.490|-534.5 |-488.0 |22.9|98.6 

G3MP2B3+   |-592.0 |309.5|304.0| 4.491|-534.3 |-488.1 |18.5|98.4 

G4MP2      |-585.7 |310.2|303.8|      |-528.8 |       |21.6|     

M062X/Def2T|-604.6 |303.7|298.2| 4.543|-543.6 |-499.3 |18.6|96.4 

B3/6-311++G|-529.5 |301.2|295.8| 4.627|-463.4 |-422.4 |18.2|93.1 

++++++++++++++++++++++++++++++++

perfluorocyclohexene-.

C6F10  mw:261.985 Anion CAS: N-355-75-9 fg:102 cnt:502

HOF(A.)= -566.2/2.0  79PRI/SAP   |

----

73LIF/TIE    Datum: EA=>1.4(3) eV Endo | HOF(A-)=<-598.5/7.2 R-EA p:5

Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [perfchxe.zzf]

G3MP2B3    |-491.8 |     |     | 0.975|       |-469.8 |    |     

G4MP2      |-492.9 |     |     | 1.339|       |-462.4 |    |     

M062X/Def2T|-502.3 |     |     | 1.000|       |-479.6 |    |     

B3/6-311++G|-437.4 |     |     | 1.525|       |-402.6 |    |     

++++++++++++++++++++++++++++++++

C6F11-

C6F11  mw:280.983 Anion CAS: Z-113353-34-7 fg:82 cnt:846
###### the following are "below the line": evaluated as not accurate ####

----

70LIF/PEE    Datum: EA=3.50(10) eV EIAE p:4

From c-C6F12. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.1 eV.

----

72THY/       Datum: EA=>4.2(2) eV EIAE p:3

From c-C4F6(CF3)2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc6f11.zaf]

CBS-QB3    |-584.9 |344.3|335.8| 3.143|-563.5 |-512.5 |28.5|103.1

G3MP2B3    |-575.9 |345.4|336.8| 3.132|-554.1 |-503.8 |28.9|102.5

G3MP2B3+   |-575.7 |345.4|337.0| 3.130|-553.9 |-503.6 |28.2|102.4

G4MP2      |-568.4 |344.5|335.9| 2.797|-545.7 |-504.0 |28.6|93.8 

M062X/Def2T|-586.0 |342.6|334.7| 3.039|-563.9 |-515.8 |26.6|100.2

B3/6-311++G|-511.3 |333.4|325.1| 3.418|-477.4 |-432.6 |27.7|97.0 

++++++++++++++++++++++++++++++++

(CF3CF=CF2)2..I-

C6F12I  mw:426.886 fg:484 cnt:6995

HOF(solv)=-275.3/1.1  87PAP/KOL    

----

02HIR/TAK    Datum: DaffG= 0.3/0.3 TDAs | HOF(A-)=-283.0/1.1 AfIN p:8

DaffH(X..Y-)= 7.7/0.3 TDAs

++++++++++++++++++++++++++++++++

nC4F9SO2N=C(CF3)O-

C6F12NO3S  mw:393.941 Anion CAS: A-155395-65-6 fg:48 cnt:2954

----

94KOP/TAF    Datum: DacidG= 296.9/2.0 IMRE p:8

Per 09LEI/RAA, .DELTA.acidG here is likely too weak by at least 1.3 kcal/mol, and possibly 5.3, due to problems in the ladder at .DELTA.acidG = 299 kcal/mol. Composite computational methods(18BAR/) place it ca. 2 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qz3rrq.zaf]

G3MP2B3    |-769.9 |300.7|293.5|      |-703.3 |       |24.1|     

B3/6-311++G|-641.9 |298.9|291.9| 5.486|-573.5 |-515.1 |23.2|110.5

++++++++++++++++++++++++++++++++

CF3CF2SO2N=C(nC3F7)O-

C6F12NO3S  mw:393.941 Anion CAS: A-155395-68-9 fg:48 cnt:2956

----

94KOP/TAF    Datum: DacidG= 294.8/2.0 IMRE p:8

Per 09LEI/RAA, .DELTA.acidG here is likely too weak by at least 1.3 kcal/mol, and possibly 5.3, due to problems in the ladder at .DELTA.acidG = 299 kcal/mol. Composite computational methods(18BAR/) place it ca. 2 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qzrrz2q.zaf]

G3MP2B3    |-772.0 |300.2|293.4|      |-705.0 |       |22.6|     

B3/6-311++G|-644.4 |296.4|289.5| 5.514|-573.5 |-516.9 |23.2|108.7

++++++++++++++++++++++++++++++++

C6F13-

C6F13  mw:318.980 Anion CAS: N-4520-08-5 fg:89 cnt:1626
###### the following are "below the line": evaluated as not accurate ####

----

83SPY/SAU    Datum: EA=>4.60(20) eV EIAE p:3

From n-C6F14. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.8 eV for the secondary anion, and the primary ion 25 kcal/mol less stable than the secondary anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f13.zaf]

CBS-QB3    |-701.0 |351.3|342.9| 2.792|-686.6 |-636.6 |28.1|102.1

G3MP2B3    |-691.2 |350.8|342.9| 2.838|-674.8 |-625.9 |26.5|101.0

M062X/Def2T|-705.4 |347.3|339.7| 2.791|-688.0 |-640.9 |25.5|99.2 

B3/6-311++G|-618.2 |340.4|331.5| 3.074|-591.3 |-547.4 |29.9|96.1 

++++++++++++++++++++++++++++++++

(nC3F7SO2)2N-

C6F14NO4S2  mw:479.905 Anion CAS: Z-850870-11-0 fg:49 cnt:8651

DacidS=22.0/3.0 Calc | 

----

14ZHA/SON    Datum: DacidG= 281.1/2.0 IMRE p:9

DacidH(AH)= 287.7/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 278.8/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qz2so22n.zaf]

G3MP2B3    |-900.1 |290.3|283.5| 5.966|-823.2 |-762.0 |22.7|113.3

M062X/Def2T|-909.7 |288.2|281.3|      |-833.1 |       |23.2|     

B3/6-311++G|-711.0 |291.2|284.7| 5.729|-634.9 |-578.4 |21.9|108.6

++++++++++++++++++++++++++++++++

(CO2)6..I-

C6IO12  mw:390.844 fg:484 cnt:3051

HOF(A.)= -535.0/2.9              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=3.958(53) eV LPES | HOF(A-)=-630.9/3.2 AfIN p:8

DaffH(AH)=  5.1/1.2 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

91MAR/GIN    Datum: EA=4.08(5) eV LPES p:8

DaffH(AH)=  8.0/1.2 dEA

The stated EA is the Vertical Detachment Energy. See also 91MAR/GIN2.

----

02GOM/TAY    Datum: EA=3.815(7) eV LPES | HOF(A-)=-627.6/2.9 AfIN p:7

DaffH(AH)=  1.8/0.2 dEA

The stated EA is the Vertical Detachment Energy. The ion affinity is the stepwise difference in electron affinities.

++++++++++++++++++++++++++++++++

K5(NCS)6-

C6K5N6S6  mw:542.670 fg:24 cnt:10804

----

15DEN/KON2   Datum: EA=6.40(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC6-.

C6La  mw:210.907 Anion CAS: Z-194015-90-2 fg:19 cnt:5012

----

00KOH/SUZ    Datum: EA=1.60(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

00KOH/SUZ    Datum: EA=1.39(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. "side" metalated structure.

++++++++++++++++++++++++++++++++

MnC6-

C6Mn  mw:126.939 Anion CAS: Z-207401-35-2 fg:19 cnt:11031

----

19XU_/YAN    Datum: EA=3.54(8) eV LPES p:8

Vertical Detachment Energy:3.64(8) eV.

++++++++++++++++++++++++++++++++

C6N-

C6N  mw:86.004 Anion CAS: Z-168300-28-5 fg:19 cnt:7320

----

09GAR/YAC    Datum: EA=3.3715(10) eV LPES p:9

Triplet anion ground state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6n-t.zaf]

CBS-QB3    |179.5  |     |     | 3.488|       |260.1  |    |     

G3MP2B3    |180.2  |339.2|330.2| 3.571|208.2  |262.7  |30.3|106.6

G3MP2B3+   |179.9  |     |     | 3.586|       |262.7  |    |     

G4MP2      |182.4  |     |     | 3.492|       |263.0  |    |     

M062X/Def2T|168.7  |334.9|329.5| 3.653|198.6  |253.2  |17.9|106.8

B3/6-311++G|175.0  |336.6|326.3| 3.596|205.6  |258.0  |34.8|104.5

++++++++++++++++++++++++++++++++

(CO2)6..NO2-

C6NO14  mw:309.932 fg:488 cnt:3623

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -2.0/1.0 TDAs | HOF(A-)=-644.9/2.3 AfIN p:8

DaffH(X..Y-)= 4.9/1.0 TDAs

++++++++++++++++++++++++++++++++

tetracyanoethylene-.

C6N4  mw:128.013 Anion CAS: Z-34512-48-6 fg:102 cnt:392

HOF(A.)= 168.5/1.5  94PED/       |

----

12KHU/FON    Datum: EA=3.16(2) eV LPES | HOF(A-)=95.6/1.5 R-EA p:9

----

86CHO/KEB    Datum: EA=3.17(9) eV IMRE [73.0(20) kcal] p:8

.DELTA.eaG(423 K) = -73.0 kcal/mol; .DELTA.eaS(estimated) = 0. eu.
###### the following are "below the line": evaluated as not accurate ####

----

76LYO/PAL    Datum: EA=2.3(3) eV LPD  p:3

----

75LYO/PAL    Datum: EA=1.7(3) eV LPD  p:2

----

73LYO/PAL    Datum: EA=2.03(7) eV PD   p:2

----

67FAR/PAG    Datum: EA=2.88(6) eV SI   [66.5(14) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tcne.zzf]

CBS-QB3    |93.9   |     |     | 3.262|       |169.2  |    |     

G3MP2B3    |90.9   |     |     | 3.155|       |163.7  |    |     

G3MP2B3+   |90.8   |     |     | 3.154|       |163.5  |    |     

G4MP2      |90.7   |     |     | 3.278|       |166.3  |    |     

M062X/Def2T|88.8   |     |     | 3.431|       |168.0  |    |     

B3/6-311++G|105.5  |     |     | 3.529|       |186.9  |    |     

++++++++++++++++++++++++++++++++

Na5(NCS)6-

C6N6Na5S6  mw:462.800 fg:24 cnt:10793

----

15DEN/KON2   Datum: EA=6.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Pt(CN)6=

C6N6Pt  mw:350.984 Anion CAS: Z-41517-45-7 fg:24 cnt:9588

----

06WAN/WAN    Datum: EA=4.01(5) eV LPES p:8

++++++++++++++++++++++++++++++++

NbC6-

C6Nb  mw:164.907 Anion CAS: N-309286-70-2 fg:19 cnt:8562

----

01ZHA/LIU    Datum: EA=3.04(8) eV LPES p:9

Vertical Detachment Energy:3.23(8) eV.

++++++++++++++++++++++++++++++++

Nb2C6-

C6Nb2  mw:257.813 Anion CAS: Z-1000819-61-3 fg:19 cnt:6981

----

07KNA/CLA    Datum: EA=2.00(13) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb3C6-.

C6Nb3  mw:350.720 Anion CAS: Z-1184583-38-7 fg:19 cnt:8553

----

10CLA/JON    Datum: EA=1.14(20) eV LPES p:9

Vertical Detachment Energy:1.55(20) eV.

++++++++++++++++++++++++++++++++

ScNi(CO)6-

C6NiO6Sc  mw:270.861 Anion CAS: Z-2197979-20-5 fg:22 cnt:9581

----

18XIE/ZOU    Datum: EA=1.77(9) eV LPES p:8

Vertical Detachment Energy:1.97(9) eV.

++++++++++++++++++++++++++++++++

TiNi(CO)6-

C6NiO6Ti  mw:273.853 Anion CAS: Z-2100275-97-4 fg:22 cnt:10962

----

17ZOU/XIE    Datum: EA=2.77(4) eV PVMI p:8

Vertical Detachment Energy:3.05(2) eV.

++++++++++++++++++++++++++++++++

VNi(CO)6-

C6NiO6V  mw:276.849 Anion CAS: Z-2396733-60-9 fg:22 cnt:10976

----

18YUA/ZHA    Datum: EA=2.95(3) eV LPES p:8

Vertical Detachment Energy:3.15(2) eV.

++++++++++++++++++++++++++++++++

V2Ni(CO)6-

C6NiO6V2  mw:327.793 fg:22 cnt:10977

----

18ZHA/XIE2   Datum: EA=2.77(9) eV PVMI p:8

Vertical Detachment Energy:3.15(8) eV.

++++++++++++++++++++++++++++++++

YNi(CO)6-

C6NiO6Y  mw:314.811 Anion CAS: Z-2197979-25-0 fg:22 cnt:9586

----

18XIE/ZOU    Datum: EA=1.77(9) eV LPES p:8

Vertical Detachment Energy:2.26(8) eV.

++++++++++++++++++++++++++++++++

cyclohexahexanone-.

C6O6  mw:167.969 Anion CAS: Z-50613-81-5 fg:102 cnt:11869

----

13BAO/HRO    Datum: EA=3.785(5) eV LPES p:8

Doublet anion to singlet neutral. There is a neutral triplet state 21.1 kcal/mol higher in energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6o6.zzf]

CBS-QB3    |-206.7 |     |     | 3.966|       |-115.0 |    |     

G3MP2B3    |-203.2 |     |     | 3.856|       |-114.1 |    |     

G3MP2B3+   |-203.6 |     |     | 3.838|       |-114.9 |    |     

++++++++++++++++++++++++++++++++

CO..Pt3(CO)5-.

C6O6Pt3  mw:752.864 Anion CAS: Z-171823-41-9 fg:22 cnt:4287

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 41.5/6.9 CIDT | HOF(A-)=-220.9/19.5 AfIN p:8

----

01SHI/SPA    Datum: DaffH= 39.7/3.3 PDis p:7

++++++++++++++++++++++++++++++++

Ti2(CO)6-

C6O6Ti2  mw:263.866 Anion CAS: Z-2088844-87-3 fg:22 cnt:10958

----

16ZOU/XIE    Datum: EA=2.590(45) eV PVMI p:8

Vertical Detachment Energy:2.819(34) eV.

++++++++++++++++++++++++++++++++

CO..V(CO)5-

C6O6V  mw:218.914 Anion CAS: Z-20644-87-5 fg:22 cnt:3402

HOF(A.)= -204.0/7.0  93SUN/WAN   |

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

93SUN/WAN    Datum: DaffH= 30.8/3.5 CIDT p:8

++++++++++++++++++++++++++++++++

(CO2)6-.

C6O12  mw:263.940 Anion CAS: Z-190401-93-5 fg:302 cnt:1853

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=3.38(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that the core ion is C2O4-. There is an isomer with Vertical Detachment Energy=2.46(4) eV, with the core ion CO2-.

----

88DEL/NIU    Datum: EA=3.40(6) eV LPES p:5

DaffH(AH)=  2.3/1.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CO2)5..CO3-.

C6O13  mw:279.934 fg:401 cnt:3616

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -1.8/1.0 TDAs | HOF(A-)=-630.9/5.0 AfIN p:8

DaffH(X..Y-)= 4.8/1.0 TDAs

++++++++++++++++++++++++++++++++

(CO2)6..O2-.

C6O14  mw:295.929 fg:491 cnt:3611

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -1.5/1.0 TDAs | HOF(A-)=-619.9/2.6 AfIN p:8

DaffH(X..Y-)= 4.2/1.0 TDAs

++++++++++++++++++++++++++++++++

Pt2C6-

C6Pt2  mw:461.930 Anion CAS: Z-2770499-90-4 fg:20 cnt:11865

----

22LIU/LI     Datum: EA=3.22(7) eV PVMI p:8

Vertical Detachment Energy: 3.58(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptc6pt-d.za0]

M062X/Def2T|312.3  |     |     | 3.392|       |390.6  |    |     

++++++++++++++++++++++++++++++++

C6S-

C6S  mw:103.973 Anion CAS: Z-368454-48-2 fg:19 cnt:8817

----

15XU_/DEN    Datum: EA=3.61(8) eV LPES p:8

Vertical Detachment Energy:3.65(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6s.zzf]

CBS-QB3    |164.7  |     |     | 3.906|       |255.1  |    |     

G3MP2B3    |161.4  |     |     | 3.724|       |247.6  |    |     

G3MP2B3+   |161.2  |     |     | 3.736|       |247.4  |    |     

G4MP2      |162.6  |     |     | 3.804|       |250.4  |    |     

M062X/Def2T|155.9  |     |     | 4.050|       |249.4  |    |     

B3/6-311++G|167.6  |     |     | 3.946|       |258.7  |    |     

++++++++++++++++++++++++++++++++

C6S2-

C6S2  mw:135.945 Anion CAS: Z-191427-39-1 fg:19 cnt:8823

----

15XU_/DEN    Datum: EA=3.18(8) eV LPES p:8

Vertical Detachment Energy:3.27(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6s2.zzf]

CBS-QB3    |120.7  |     |     | 3.447|       |200.5  |    |     

G3MP2B3    |118.2  |     |     | 3.246|       |193.4  |    |     

G3MP2B3+   |118.0  |     |     | 3.260|       |193.4  |    |     

G4MP2      |119.3  |     |     | 3.355|       |196.9  |    |     

M062X/Def2T|110.5  |     |     | 3.557|       |192.6  |    |     

B3/6-311++G|128.3  |     |     | 3.463|       |208.0  |    |     

++++++++++++++++++++++++++++++++

(CS2)6-.

C6S12  mw:455.665 Anion CAS: Z-202018-00-6 fg:302 cnt:4354

HOF(A.)= 169.0/2.6               |

HOF(solv)=  27.9/0.2 neut 94PED/   

----

97TSU/HIR2   Datum: EA=2.23(2) eV LPES | HOF(A-)=117.5/2.6 AfIN p:8

DaffH(AH)=  1.8/0.7 dEA

The stated EA is the Vertical Detachment Energy. Affinity is difference from next lower Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

VC6-.

C6V  mw:122.945 Anion CAS: Z-918429-59-1 fg:19 cnt:6844

----

06KNA/JON    Datum: EA=1.30(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V2C6-.

C6V2  mw:173.888 fg:19 cnt:6848

----

06KNA/JON    Datum: EA=1.70(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V3C6-.

C6V3  mw:224.832 fg:19 cnt:6857

----

06KNA/JON    Datum: EA=1.60(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V4C6-.

C6V4  mw:275.776 fg:19 cnt:6860

----

06KNA/JON    Datum: EA=1.40(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC6-.

C6Y  mw:160.906 Anion CAS: N-74114-29-7 fg:19 cnt:5028

----

00KOH/SUZ    Datum: EA=1.73(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HCCCCCC-

C6H  mw:73.008 Anion CAS: Z-85905-65-3 fg:84 cnt:2970

HOF(A.)= 237.2/3.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)= 156.3/1.0 GpAd 93SP     |

DacidS=27.4/1.0 Stat |  S(A-)=72.9/1.4 Acid |  S(AH)=71.5/1.0 GpAd 93SP

----

10GAR/YAC    Datum: EA=3.8090(10) eV SEVI | HOF(A-)=149.4/2.7 Acid p:9

DacidH(AH)= 358.8/2.5 D-EA

Authors' calculations imply a H-terminated structure for the anion. See 22ZHU/BUL for radiative cooling rates.

----

02PIN/TUL    Datum: EA=3.796(5) eV LPD  p:8

----

98TAY/XU     Datum: EA=3.809(15) eV LPES p:8

----

94NAT/KOC    Datum: DacidG= 347.0/3.0 IMRB p:8

DacidH(AH)= 355.2/3.0 G+TS

Acidity between (Me3Si)2NH and 4-Me-pyrazole.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc6.zaf]

W1U        |154.6  |356.7|348.6| 3.830|163.8  |242.9  |27.1|131.3

CBS-QB3    |157.6  |355.8|347.9|      |167.6  |       |26.3|     

G3MP2B3    |151.0  |355.5|346.8| 4.170|162.7  |246.8  |29.2|136.2

G3MP2B3+   |150.8  |355.0|347.0|      |163.0  |       |26.9|     

M062X/Def2T|150.7  |353.9|346.3| 3.792|161.4  |238.2  |25.7|128.9

++++++++++++++++++++++++++++++++

DCCCCCC-

C6D  mw:74.015 Anion CAS: Z-209974-45-8 fg:84 cnt:4423

----

98TAY/XU     Datum: EA=3.805(15) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dc6#.zaf]

CBS-QB3    |156.6  |357.6|349.5|      |165.2  |       |27.1|     

G3MP2B3    |149.7  |358.2|348.9| 4.159|159.6  |245.3  |31.3|138.6

M062X/Def2T|149.5  |355.7|347.9| 3.790|158.9  |237.0  |26.3|130.5

B3/6-311++G|193.0  |353.3|344.4| 3.599|573.6  |275.7  |29.9|120.9

++++++++++++++++++++++++++++++++

AuC6H-

C6HAu  mw:269.975 Anion CAS: Z-2031129-57-2 fg:24 cnt:10665

----

16LEO/RUI    Datum: EA=1.962(1) eV PVMI p:8

Vertical Detachment Energy:2.060(1) eV.

++++++++++++++++++++++++++++++++

pentafluorophenol..Br-

C6HBrF5O  mw:262.914

Core ion CAS: Z-24959-67-9 Solvent: 771-61-9 fg:483 cnt:2613

HOF(solv)=-228.7/0.7 neut 94PED/   

----

90PAU/KEB2   Datum: DaffG= 15.9/1.0 IMRE | HOF(A-)=-302.3/1.4 AfIN p:8

DaffH(X..Y-)= 22.8/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f5phobr.zcf]

G3MP2B3    |-308.8 | 24.5| 18.5| 20.2|-231.7 |-52.5  

G4MP2      |-303.3 | 24.2| 19.0| 17.2|-227.1 |-52.1  

M062X/Def2T|-318.3 | 27.9| 21.2| 22.6|-241.4 |-49.0  

B3/6-311++G|-275.0 | 24.0| 17.3| 22.6|-194.9 |-56.1  

++++++++++++++++++++++++++++++++

triCl-p-benzoquinone-.

C6HCl3O2  mw:209.905 Anion CAS: Z-34517-58-3 fg:113 cnt:1117

HOF(A.)= -43.2/2.8  94PED/       |

----

85FUK/MCI    Datum: EA=2.61(5) eV IMRE [60.2(11) kcal] | HOF(A-)=-103.4/3.0 R-EA p:9

.DELTA.eaG(355 K) = -59.0 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl3pbq.zzf]

CBS-QB3    |-111.6 |     |     | 2.715|       |-48.9  |    |     

G3MP2B3    |-106.9 |     |     | 2.623|       |-46.4  |    |     

G3MP2B3+   |-107.0 |     |     | 2.623|       |-46.5  |    |     

G4MP2      |-109.4 |     |     | 2.786|       |-45.1  |    |     

M062X/Def2T|-110.9 |     |     | 2.750|       |-47.4  |    |     

B3/6-311++G|-69.5  |     |     | 2.928|       |-2.0   |    |     

++++++++++++++++++++++++++++++++

2,3,4,5-tetraCl-phenide-

C6HCl4  mw:212.884 Anion CAS: Z-145653-84-5 fg:87 cnt:5339

HOF(AH)=  -6.1/0.5  85PLA/SIM    |

DacidS=27.5/2.0 Stat | 

----

01SCH/MAR    Datum: DacidG= 360.1/2.0 IMRE | HOF(A-)=-3.5/2.1 Acid p:8

DacidH(AH)= 368.3/2.1 G+TS

Acid: 1,2,3,4-tetrachlorobenzene. Anion assigned based on authors' ab initio calculations.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2345clph.zaf]

CBS-QB3    |-5.1   |370.6|362.1| 2.677|-9.9   |56.4   |28.3|118.4

G3MP2B3    |-2.9   |370.4|362.0| 2.830|-6.1   |62.1   |28.3|120.4

G3MP2B3+   |-3.4   |370.0|361.7|      |-6.2   |       |27.8|     

G4MP2      |-2.8   |370.6|362.3|      |-6.2   |       |27.9|     

M062X/Def2T|-3.6   |370.3|362.3| 2.425|-9.2   |52.2   |26.7|113.5

B3/6-311++G|38.7   |367.1|358.8| 2.646|38.9   |99.6   |27.8|112.8

++++++++++++++++++++++++++++++++

2,3,4,6-tetraCl-phenide-

C6HCl4  mw:212.884 Anion CAS: Z-145653-85-6 fg:87 cnt:5340

HOF(AH)=  -8.3/0.5  85PLA/SIM    |

DacidS=26.5/2.0 Stat | 

----

01SCH/MAR    Datum: DacidG= 355.4/2.0 IMRE | HOF(A-)=-10.7/2.1 Acid p:8

DacidH(AH)= 363.3/2.1 G+TS

Acid: 1,2,3,5-tetrachlorobenzene. Anion assigned based on authors' ab initio calculations.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2346clph.zaf]

CBS-QB3    |-10.8  |365.8|357.4| 2.946|-10.9  |56.9   |28.2|119.9

G3MP2B3    |-8.5   |366.2|357.8| 3.084|-7.5   |62.4   |28.2|122.0

G3MP2B3+   |-9.1   |365.6|357.3| 3.109|-7.5   |62.4   |27.8|122.0

G4MP2      |-8.5   |366.2|357.9| 2.882|-7.6   |57.8   |27.9|117.4

M062X/Def2T|-10.2  |365.2|357.2| 2.709|-10.8  |52.1   |26.9|115.0

B3/6-311++G|30.9   |361.7|353.4| 2.934|36.5   |98.4   |27.8|114.0

++++++++++++++++++++++++++++++++

2,3,5,6-tetraCl-phenide-

C6HCl4  mw:212.884 Anion CAS: Z-848934-01-0 fg:87 cnt:5341

HOF(AH)=  -7.8/0.5  83PLA/SIM    |

DacidS=27.2/2.0 Stat | 

----

01SCH/MAR    Datum: DacidG= 353.7/2.0 IMRE | HOF(A-)=-11.7/2.1 Acid p:8

DacidH(AH)= 361.8/2.1 G+TS

Acid: 1,2,4,5-tetrachlorobenzene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2356clph.zaf]

CBS-QB3    |-12.7  |364.2|355.8| 2.989|-11.2  |56.0   |28.4|119.3

G3MP2B3    |-10.4  |364.4|355.9| 3.128|-7.6   |61.6   |28.4|121.2

G3MP2B3+   |-10.9  |363.9|355.5|      |-7.6   |       |28.0|     

G4MP2      |-10.2  |364.6|356.2| 2.918|-7.6   |56.9   |28.0|116.6

M062X/Def2T|-12.1  |363.6|355.5| 2.751|-11.0  |51.2   |26.9|114.4

B3/6-311++G|28.3   |359.4|351.0| 2.998|36.1   |97.2   |28.0|113.2

++++++++++++++++++++++++++++++++

pentachlorobenzene-.

C6HCl5  mw:247.853 Anion CAS: Z-63697-23-4 fg:115 cnt:3104

HOF(A.)=  -9.6/2.1  85PLA/SIM2   |

----

95KNI/BOG    Datum: EA=0.729(87) eV [16.8(20) kcal] | HOF(A-)=-26.4/2.9 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6cl5h.zzf]

CBS-QB3    |-27.1  |     |     | 0.506|       |-16.1  |    |     

G3MP2B3    |-23.7  |     |     | 0.588|       |-10.9  |    |     

M062X/Def2T|-26.4  |     |     | 0.553|       |-14.3  |    |     

B3/6-311++G|16.2   |     |     | 1.155|       |42.1   |    |     

++++++++++++++++++++++++++++++++

Cr(CO)6..H-

C6HCrO6  mw:220.918 Anion CAS: Z-12184-88-2 fg:480 cnt:3956

----

88LAN/SQU    Datum: DaffH= 44.0/4.0 IMRB | HOF(A-)=-240.9/4.1 AfIN p:8

Hydride affinity between CH2=O and PhCH=O.

++++++++++++++++++++++++++++++++

2,3,4,5-tetrafluorophenide-

C6HF4  mw:149.002 Anion CAS: Z-848933-97-1 fg:87 cnt:4330 BDE(A-H)= 116.8/3.1 D-EA          

HOF(AH)= -149.6/1.0 GpAd 93SP    |

DacidS=27.4/1.0 Stat |  S(A-)=87.5/1.4 Acid |  S(AH)=86.1/1.0 GpAd 93SP

----

24MCG/MCG    Datum: EA=2.63(10) eV LPES p:8

Vertical Detachment Energy:2.89(5) eV.

----

97BUK/NIB    Datum: DacidG= 361.6/2.0 IMRE | HOF(A-)=-145.5/2.3 Acid p:8

DacidH(AH)= 369.8/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2345fph.zaf]

CBS-QB3    |-151.2 |371.7|363.7| 2.678|-157.2 |-89.6  |26.7|119.7

G3MP2B3    |-150.4 |371.7|363.3| 2.778|-154.9 |-86.4  |28.0|120.6

G3MP2B3+   |-150.2 |371.7|363.8|      |-154.8 |       |26.7|     

G4MP2      |-147.4 |371.2|363.4| 2.592|-151.5 |-87.7  |26.5|115.9

M062X/Def2T|-154.3 |372.6|364.7| 2.393|-162.2 |-99.2  |26.4|115.1

B3/6-311++G|-124.2 |368.9|360.9| 2.644|-125.8 |-63.3  |26.7|114.6

++++++++++++++++++++++++++++++++

2,3,4,6-tetrafluorophenide-

C6HF4  mw:149.002 Anion CAS: Z-848933-98-2 fg:87 cnt:4331 BDE(A-H)= 118.5/3.1 D-EA          

HOF(AH)= -154.6/1.0 GpAd 93SP    |

DacidS=27.4/1.0 Stat |  S(A-)=87.5/1.4 Acid |  S(AH)=86.1/1.0 GpAd 93SP

----

24MCG/MCG    Datum: EA=2.97(10) eV LPES p:8

Vertical Detachment Energy:3.23(5) eV.

----

97BUK/NIB    Datum: DacidG= 355.4/2.0 IMRE | HOF(A-)=-156.7/2.3 Acid p:8

DacidH(AH)= 363.6/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2346fph.zaf]

CBS-QB3    |-161.4 |364.5|356.6| 3.074|-160.2 |-90.5  |26.6|121.8

G3MP2B3    |-160.0 |365.5|357.2| 3.150|-158.3 |-87.3  |27.8|123.0

G3MP2B3+   |-159.8 |365.6|357.7|      |-158.2 |       |26.5|     

G4MP2      |-157.2 |365.1|357.2| 2.976|-155.0 |-88.6  |26.3|118.6

M062X/Def2T|-164.6 |366.1|358.3| 2.787|-166.0 |-100.3 |26.3|117.8

B3/6-311++G|-134.3 |362.4|354.5| 3.030|-129.4 |-64.4  |26.5|117.1

++++++++++++++++++++++++++++++++

2,3,5,6-tetrafluorophenide-

C6HF4  mw:149.002 Anion CAS: Z-150295-36-6 fg:87 cnt:4332

HOF(A.)= -91.7/6.3 D+AH          | BDE(A-H)= 119.6/3.3 D-EA          

HOF(AH)= -154.6/1.0 GpAd 93SP    |

DacidS=27.4/1.0 Stat |  S(A-)=86.1/1.4 Acid |  S(AH)=84.7/1.0 GpAd 93SP

----

24MCG/MCG    Datum: EA=3.11(5) eV LPES p:8

Vertical Detachment Energy:3.41(5) eV.

----

23MCG/MCG    Datum: EA=2.91(10) eV LPES p:8

Vertical Detachment Energy:3.40(5) eV.

----

97BUK/NIB    Datum: DacidG= 353.3/2.0 IMRE | HOF(A-)=-158.8/2.3 Acid p:8

DacidH(AH)= 361.5/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2356fph.zaf]

CBS-QB3    |-163.2 |362.7|354.8| 3.157|-160.1 |-90.4  |26.5|121.8

G3MP2B3    |-162.1 |362.9|354.6| 3.247|-157.8 |-87.3  |27.8|122.7

G3MP2B3+   |-162.0 |363.0|355.1| 3.245|-157.8 |-87.2  |26.5|122.7

G4MP2      |-159.3 |362.3|354.4| 3.065|-154.4 |-88.6  |26.4|117.9

M062X/Def2T|-166.7 |363.4|355.6| 2.879|-165.5 |-100.4 |26.3|117.2

B3/6-311++G|-136.7 |359.6|351.7| 3.131|-129.1 |-64.5  |26.5|116.7

++++++++++++++++++++++++++++++++

2,3,5,6-tetrafluorophenoxide-

C6HF4O  mw:164.997 Anion CAS: Z-91178-72-2 fg:33 cnt:1353

HOF(A.)= -161.7/2.2 D+AH         | BDE(A-H)= 87.0/2.0 Est4 98BOR/MAR 

HOF(AH)= -196.6/1.0 GpAd 93SP    |

DacidS=24.0/3.0 Stat |  S(A-)=91.5/3.2 Acid |  S(AH)=93.5/1.0 GpAd 93SP

----

84HER/WEN    Datum: EA=2.75(9) eV ECD  [63.5(20) kcal] p:6

DacidH(AH)= 337.1/2.8 D-EA

Probably ca. 10 kcal/mol more strongly acidic than this, based on substituent effects - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f4pho.zaf]

CBS-QB3    |-233.8 |330.6|322.7| 3.085|-198.6 |-162.8 |26.3|88.0 

G3MP2B3    |-231.6 |331.1|323.3| 3.285|-195.5 |-155.9 |26.3|91.7 

G3MP2B3+   |-231.4 |331.1|323.4| 3.280|-195.4 |-155.9 |26.0|91.6 

G4MP2      |-228.1 |330.6|322.7| 3.115|-191.5 |-156.4 |26.5|87.2 

M062X/Def2T|-238.1 |330.6|322.9| 3.117|-204.0 |-166.2 |25.7|89.8 

B3/6-311++G|-203.3 |326.3|318.5| 3.193|-162.3 |-129.7 |26.0|84.7 

++++++++++++++++++++++++++++++++

C6F5H-.

C6HF5  mw:168.000 Anion CAS: Z-59331-57-6 fg:114 cnt:1804

HOF(A.)= -192.8/0.4  94PED/      |

----

89DIL/KEB    Datum: EA=<0.434(87) eV [10.0(20) kcal] | HOF(A-)=>-202.8/2.0 R-EA p:6

Observed only at 303K and below.
###### the following are "below the line": evaluated as not accurate ####

----

87WEN/LIM    Datum: EA=0.73(6) eV ECD  p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5h.zzf]

CBS-QB3    |-203.4 |     |     | 0.235|       |-198.5 |    |     

G3MP2B3    |-199.5 |     |     | 0.201|       |-195.3 |    |     

G3MP2B3+   |-199.4 |     |     | 0.204|       |-195.2 |    |     

G4MP2      |-200.9 |     |     | 0.438|       |-191.3 |    |     

M062X/Def2T|-205.9 |     |     | 0.088|       |-204.3 |    |     

B3/6-311++G|-175.6 |     |     | 0.574|       |-162.8 |    |     

++++++++++++++++++++++++++++++++

pentaF-anilide-

C6HF5N  mw:182.003 Anion CAS: Z-83356-38-1 fg:47 cnt:4068

HOF(AH)= -193.5/0.9  07RIB/FER   |

DacidS=24.4/2.0 Est2 |  S(A-)=97.6/2.2 Acid |  S(AH)=99.2/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 341.3/2.0 IMRE | HOF(A-)=-210.7/2.3 Acid p:9

DacidH(AH)= 348.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5nh.zaf]

CBS-QB3    |-211.9 |350.5|342.5| 2.469|-196.7 |-155.3 |26.9|93.5 

G3MP2B3    |-209.3 |350.5|342.4| 2.646|-192.6 |-148.6 |27.2|96.1 

G3MP2B3+   |-209.2 |350.3|341.8| 2.652|-192.3 |-148.4 |28.4|96.0 

G4MP2      |-205.5 |350.1|342.1| 2.450|-188.4 |-149.3 |26.9|91.2 

M062X/Def2T|-216.6 |350.4|342.5| 2.453|-202.2 |-160.2 |26.3|94.1 

B3/6-311++G|-180.6 |347.0|338.5| 2.570|-160.4 |-121.8 |28.4|90.7 

++++++++++++++++++++++++++++++++

C6HF5..O2-.

C6HF5O2  mw:199.990

Core ion CAS: Z-11062-77-4 Solvent: 363-72-4 fg:491 cnt:11614

HOF(solv)=-192.8/0.4 neut 94PED/   

----

20DOB/THO2   Datum: EA=1.61(5) eV LPES p:8

Vertical Detachment Energy:2.24(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [f5yo2.zcf]

G3MP2B3    |-227.0 | 24.2| 17.8| 21.4|-195.3 |-7.5   | 1.367

G3MP2B3+   |-227.1 | 24.4| 17.2| 24.0|-195.2 |-7.6   |      

B3/6-311++G|-199.6 | 23.4| 16.2| 24.0|-162.8 |-13.4  | 1.672

++++++++++++++++++++++++++++++++

C6F5H..F-

C6HF6  mw:186.999

Core ion CAS: Z-16984-48-8 Solvent: 363-72-4 fg:481 cnt:2056

HOF(solv)=-192.8/0.4 neut 94PED/   

----

88DIL/KEB    Datum: DaffG= 20.7/2.0 IMRE | HOF(A-)=-281.4/2.2 AfIN p:8

DaffH(X..Y-)= 29.2/2.0 G+TS

Anchored to C6F6.bullet..bullet.F- in 87HIR/MIZ.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c6f5hf-l.zcf]

CBS-QB3    |-296.0 | 38.5| 32.3| 21.1|-198.5 |-59.0  

G3MP2B3    |-292.4 | 37.0| 30.5| 21.7|-195.3 |-60.1  

M062X/Def2T|-297.3 | 47.1| 40.7| 21.2|-204.3 |-45.9  

B3/6-311++G|-262.4 | 27.7| 31.3| 22.5|-162.8 |-61.5  

++++++++++++++++++++++++++++++++

(CF3)2C(OH)C(CF3)2O-

C6HF12O2  mw:332.979 Anion CAS: A-918-21-8 fg:31 cnt:8490

----

13SHO/WAN    Datum: EA=5.0(1) eV LPES p:8

Vertical Detachment Energy:5.51(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2cocq2o.zaf]

CBS-QB3    |-785.0 |315.4|307.7| 4.819|-734.6 |-673.8 |25.8|113.0

G3MP2B3    |-772.3 |316.7|309.3| 4.774|-721.7 |-662.0 |24.8|111.8

G4MP2      |-762.8 |316.6|309.2| 4.328|-712.2 |-662.8 |24.6|101.5

M062X/Def2T|-784.3 |314.9|308.0| 4.702|-734.5 |-675.6 |23.3|111.1

B3/6-311++G|-680.6 |309.2|301.5| 4.854|-622.6 |-568.6 |26.1|106.1

++++++++++++++++++++++++++++++++

Mo(CO)6..H-

C6HMoO6  mw:266.883 Anion CAS: Z-123340-24-9 fg:480 cnt:3957

HOF(solv)=-218.9/0.4  77PED/RYL    

----

88LAN/SQU    Datum: DaffH= 44.0/4.0 IMRB | HOF(A-)=-228.2/4.0 AfIN p:7

Hydride affinity between CH2=O and PhCH=O.

++++++++++++++++++++++++++++++++

W(CO)6..H-

C6HO6W  mw:352.929 Anion CAS: Z-123340-25-0 fg:480 cnt:3958

HOF(solv)=-211.1/0.6  77PED/RYL    

----

88LAN/SQU    Datum: DaffH= 44.0/4.0 IMRB | HOF(A-)=-220.4/4.1 AfIN p:7

Hydride affinity between CH2=O and PhCH=O.

++++++++++++++++++++++++++++++++

HC6S-

C6HS  mw:104.980 Anion CAS: Z-190328-32-6 fg:54 cnt:11149

----

16XU_/YAN    Datum: EA=3.19(8) eV LPES p:8

Vertical Detachment Energy:3.19(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc6s.zaf]

G3MP2B3    |111.0  |321.2|315.9| 3.609|157.0  |193.7  |17.9|88.8 

G3MP2B3+   |111.2  |321.4|317.0| 3.595|157.0  |194.1  |14.9|89.3 

G4MP2      |113.4  |322.2|316.3| 3.482|158.4  |193.3  |19.8|87.0 

M062X/Def2T|108.0  |316.8|312.5| 3.187|155.8  |181.4  |14.4|77.7 

B3/6-311++G|123.8  |315.0|310.8| 3.149|176.1  |195.9  |14.2|72.0 

++++++++++++++++++++++++++++++++

2,6-diCl-p-benzoquinone-.

C6H2Cl2O2  mw:175.944 Anion CAS: Z-34537-54-7 fg:113 cnt:977

HOF(A.)= -41.7/2.8  94PED/       |

----

85FUK/MCI    Datum: EA=2.48(5) eV IMRE [57.3(11) kcal] | HOF(A-)=-99.0/3.0 R-EA p:9

.DELTA.eaG(355 K) = -56.1 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

----

88HEI/CHO    Datum: EA=2.48(6) eV IMRE [57.2(14) kcal] p:8

.DELTA.eaG=-55.8 kcal/mol; .DELTA.eaS estimated = -3.5 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26clpbq.zzf]

CBS-QB3    |-100.9 |     |     | 2.539|       |-42.3  |    |     

G3MP2B3    |-98.3  |     |     | 2.469|       |-41.3  |    |     

G3MP2B3+   |-98.5  |     |     | 2.472|       |-41.4  |    |     

G4MP2      |-100.2 |     |     | 2.610|       |-40.0  |    |     

M062X/Def2T|-101.4 |     |     | 2.589|       |-41.7  |    |     

B3/6-311++G|-68.6  |     |     | 2.770|       |-4.7   |    |     

++++++++++++++++++++++++++++++++

2,5-diCl-p-benzoquinone-.

C6H2Cl2O2  mw:175.944 Anion CAS: Z-34261-11-5 fg:113 cnt:1121

HOF(A.)= -41.6/3.0 Est1          |

----

88HEI/CHO    Datum: EA=2.44(6) eV IMRE [56.2(14) kcal] | HOF(A-)=-97.8/3.3 R-EA p:8

.DELTA.eaG= -54.7 kcal/mol; .DELTA.eaS estimated = -3.5 eU.

----

85FUK/MCI    Datum: EA=2.37(5) eV IMRE [54.7(11) kcal] p:6

.DELTA.eaG(355 K) = -53.5 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [25cl2pbq.zzf]

CBS-QB3    |-101.4 |     |     | 2.546|       |-42.6  |    |     

G3MP2B3    |-98.3  |     |     | 2.455|       |-41.6  |    |     

G3MP2B3+   |-98.5  |     |     | 2.457|       |-41.7  |    |     

G4MP2      |-100.3 |     |     | 2.600|       |-40.3  |    |     

M062X/Def2T|-101.9 |     |     | 2.586|       |-42.2  |    |     

B3/6-311++G|-69.1  |     |     | 2.770|       |-5.2   |    |     

++++++++++++++++++++++++++++++++

2,3,4-triCl-phenide-

C6H2Cl3  mw:178.923 Anion CAS: Z-145653-81-2 fg:87 cnt:5336

HOF(AH)=   0.9/0.5  83PLA/SIM    |

DacidS=27.2/2.0 Stat | 

----

01SCH/MAR    Datum: DacidG= 366.8/2.0 IMRE | HOF(A-)=10.1/2.1 Acid p:8

DacidH(AH)= 374.9/2.1 G+TS

Acid: 1,2,3-trichlorobenzene. Anion assigned based on authors' ab initio calculations.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [234cl3ph.zaf]

CBS-QB3    |8.2    |376.9|368.5|      |-3.0   |       |28.2|     

G3MP2B3    |8.6    |376.9|368.1| 2.518|-1.1   |66.5   |29.5|119.6

G3MP2B3+   |8.0    |376.3|368.1| 2.542|-1.1   |66.5   |27.6|119.7

G4MP2      |8.7    |376.8|368.6| 2.344|-1.0   |62.6   |27.7|115.7

M062X/Def2T|8.5    |376.8|368.8| 2.134|-3.7   |57.6   |26.9|113.4

B3/6-311++G|43.0   |374.0|365.8| 2.336|36.3   |96.8   |27.6|112.6

++++++++++++++++++++++++++++++++

2,3,6-triCl-phenide-

C6H2Cl3  mw:178.923 Anion CAS: Z-145653-83-4 fg:87 cnt:5337

HOF(AH)=  -1.9/0.5  85PLA/SIM    |

DacidS=25.8/2.0 Stat | 

----

01SCH/MAR    Datum: DacidG= 362.6/2.0 IMRE | HOF(A-)=2.7/2.1 Acid p:8

DacidH(AH)= 370.3/2.1 G+TS

Acid: 1,2,4-trichlorobenzene. Anion assigned based on authors' ab initio calculations.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [236cl3ph.zaf]

CBS-QB3    |0.1    |370.2|361.9|      |-4.4   |       |28.0|     

G3MP2B3    |0.8    |370.4|362.0| 2.855|-2.4   |66.4   |28.1|120.9

G3MP2B3+   |0.1    |369.8|361.5| 2.884|-2.5   |66.4   |27.7|121.0

G4MP2      |0.8    |370.4|362.1| 2.678|-2.4   |62.4   |27.8|116.9

M062X/Def2T|-0.5   |369.5|361.6| 2.501|-5.3   |57.1   |26.7|114.5

B3/6-311++G|32.3   |365.9|357.6| 2.730|33.7   |95.1   |27.7|113.5

++++++++++++++++++++++++++++++++

2,4,6-triCl-phenide-

C6H2Cl3  mw:178.923 Anion CAS: Z-215160-91-1 fg:87 cnt:5338

HOF(AH)=  -3.2/0.5  85PLA/SIM    |

DacidS=28.2/2.0 Stat | 

----

01SCH/MAR    Datum: DacidG= 360.8/2.0 IMRE | HOF(A-)=0.3/2.1 Acid p:8

DacidH(AH)= 369.2/2.1 G+TS

Acid: 1,3,5-trichlorobenzene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [246cl3ph.zaf]

CBS-QB3    |-0.8   |370.4|360.9|      |-5.5   |       |31.6|     

G3MP2B3    |-0.2   |370.7|361.7| 2.878|-3.7   |65.9   |30.2|121.7

G3MP2B3+   |-1.0   |370.0|360.7| 2.909|-3.8   |65.9   |31.1|121.8

G4MP2      |-0.3   |370.6|362.4| 2.708|-3.7   |62.0   |27.6|117.8

M062X/Def2T|-1.9   |369.6|360.5| 2.540|-6.8   |56.6   |30.3|115.4

B3/6-311++G|30.7   |366.6|358.4| 2.748|31.4   |93.9   |27.6|114.6

++++++++++++++++++++++++++++++++

3,4,5-triCl-phenoxide-

C6H2Cl3O  mw:194.918 Anion CAS: Z-848933-99-3 fg:33 cnt:1068

HOF(A.)=   0.6/2.6 D+AH          | BDE(A-H)= 91.8/2.4  98BOR/MAR     

HOF(AH)= -39.1/1.0 GpAd 93SP     |

DacidS=23.0/3.0 Stat |  S(A-)=94.3/3.2 Acid |  S(AH)=97.3/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 323.9/2.0 IMRE | HOF(A-)=-74.0/2.4 Acid p:9

DacidH(AH)= 330.8/2.2 G+TS EA(ev)= 3.238

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl3pho.zaf]

CBS-QB3    |-79.3  |331.6|323.8|      |-45.1  |       |26.0|     

G3MP2B3    |-77.1  |332.2|324.4| 3.243|-42.1  |-2.4   |26.2|91.8 

G3MP2B3+   |-77.3  |332.1|324.3| 3.253|-42.2  |-2.4   |26.0|91.9 

G4MP2      |-76.1  |332.6|324.7| 3.067|-41.5  |-5.5   |26.2|88.1 

M062X/Def2T|-79.1  |331.5|323.9| 3.077|-45.9  |-8.1   |25.5|89.9 

B3/6-311++G|-39.2  |328.6|320.9| 3.062|-0.5   |31.3   |26.0|83.9 

++++++++++++++++++++++++++++++++

1,2,4,5-tetrachlorobenzene-.

C6H2Cl4  mw:213.892 Anion CAS: Z-63697-22-3 fg:115 cnt:1763

HOF(A.)=  -7.8/0.5  83PLA/SIM    | | S(A.)=95.9/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

81CHE/WEN    Datum: EA=0.45 eV ECD  | HOF(A-)=-18.2/0.5 R-EA p:2

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.16-0.19 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1245clph.zzf]

CBS-QB3    |-14.9  |     |     | 0.194|       |-11.2  |    |     

G3MP2B3    |-10.4  |     |     | 0.155|       |-7.6   |    |     

G4MP2      |-14.1  |     |     | 0.311|       |-7.6   |    |     

M062X/Def2T|-15.6  |     |     | 0.228|       |-11.0  |    |     

B3/6-311++G|18.0   |     |     | 0.819|       |36.1   |    |     

++++++++++++++++++++++++++++++++

fluorobenzoquinonide-

C6H2FO2  mw:125.004 Anion CAS: A-367-28-2 fg:86 cnt:866

HOF(AH)= -75.0/3.0 Est3          |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

66FAR/PAG    Datum: EA=2.39(14) eV SI   [55.1(32) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.72-2.95 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fbenzq3.zaf]

CBS-QB3    |-72.1  |366.7|358.9| 2.720|-73.1  |-9.4   |26.2|115.9

G3MP2B3    |-74.0  |367.2|359.4| 2.951|-73.9  |-5.9   |26.2|120.2

G3MP2B3+   |-74.0  |367.2|359.4| 2.956|-74.0  |-5.8   |26.2|120.3

G4MP2      |-72.2  |366.7|358.8| 2.768|-71.7  |-8.4   |26.3|115.5

M062X/Def2T|-72.0  |367.2|359.4| 2.648|-74.4  |-10.9  |26.1|115.7

B3/6-311++G|-50.3  |364.2|356.4| 2.818|-47.2  |14.7   |26.1|114.1

++++++++++++++++++++++++++++++++

2,3,4-trifluorophenide-

C6H2F3  mw:131.011 Anion CAS: Z-848933-91-5 fg:87 cnt:4327 BDE(A-H)= 114.9/3.1 D-EA          

HOF(AH)= -108.5/1.0 GpAd 93SP    |

DacidS=27.4/1.0 Stat |  S(A-)=82.9/1.4 Acid |  S(AH)=81.5/1.0 GpAd 93SP

----

24MCG/MCG    Datum: EA=2.30(10) eV LPES p:8

Vertical Detachment Energy:2.52(5) eV.

----

97BUK/NIB    Datum: DacidG= 367.3/2.0 IMRE | HOF(A-)=-98.7/2.3 Acid p:8

DacidH(AH)= 375.5/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [234f3ph.zaf]

G3MP2B3    |-103.1 |377.9|369.5| 2.484|-113.7 |-45.8  |27.9|120.0

G4MP2      |-100.9 |377.5|369.6| 2.328|-111.2 |-47.2  |26.4|116.1

M062X/Def2T|-105.1 |379.0|371.1| 2.107|-119.4 |-56.6  |26.3|115.0

B3/6-311++G|-79.4  |375.8|367.9| 2.327|-88.0  |-25.8  |26.6|114.3

++++++++++++++++++++++++++++++++

2,3,5-trifluorophenide-

C6H2F3  mw:131.011 Anion CAS: Z-848933-93-7 fg:87 cnt:4328 BDE(A-H)= 119.2/3.1 D-EA          

HOF(AH)= -113.5/1.0 GpAd 93SP    |

DacidS=26.0/1.0 Stat |  S(A-)=82.9/1.4 Acid |  S(AH)=82.9/1.0 GpAd 93SP

----

24MCG/MCG    Datum: EA=2.71(10) eV LPES p:8

Vertical Detachment Energy:2.99(5) eV.

----

97BUK/NIB    Datum: DacidG= 362.6/2.0 IMRE | HOF(A-)=-108.8/2.3 Acid p:8

DacidH(AH)= 370.4/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [236f3ph.zaf]

G3MP2B3    |-114.4 |369.5|361.6| 2.939|-116.7 |-46.7  |26.4|122.2

G3MP2B3+   |-114.3 |369.6|361.7| 2.936|-116.7 |-46.6  |26.4|122.2

G4MP2      |-112.3 |368.9|361.1| 2.787|-114.1 |-48.1  |26.3|118.1

M062X/Def2T|-117.2 |370.3|362.4| 2.572|-122.7 |-57.9  |26.2|117.0

B3/6-311++G|-91.5  |367.1|359.2| 2.797|-91.3  |-27.0  |26.4|116.4

++++++++++++++++++++++++++++++++

2,4,6-trifluorophenide-

C6H2F3  mw:131.011 Anion CAS: Z-848933-95-9 fg:87 cnt:4329

HOF(A.)= -57.1/6.8               | BDE(A-H)= 118.2/5.7 D-EA          

HOF(AH)= -118.5/2.0 GpAd 93SP    |

DacidS=28.2/3.0 Stat |  S(A-)=81.5/3.6 Acid |  S(AH)=79.3/2.0 GpAd 93SP

----

24MCG/MCG    Datum: EA=2.69(10) eV LPES p:8

Vertical Detachment Energy: 2.98(5) eV.

----

23MCG/MCG    Datum: EA=2.55(10) eV LPES p:8

Vertical Detachment Energy: 2.95(5) eV.

----

97BUK/NIB    Datum: DacidG= 361.4/2.0 IMRE | HOF(A-)=-114.4/3.0 Acid p:8

DacidH(AH)= 369.8/2.2 G+TS EA(ev)= 2.484

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [246f3ph.zaf]

CBS-QB3    |-114.3 |372.8|363.8| 2.860|-121.3 |-48.4  |30.1|125.1

G3MP2B3    |-116.4 |371.6|363.0| 2.876|-120.8 |-50.1  |28.6|122.7

G3MP2B3+   |-116.3 |371.6|362.7| 2.872|-120.7 |-50.1  |30.0|122.8

G4MP2      |-114.3 |371.1|362.2| 2.873|-118.3 |-48.1  |29.9|122.3

M062X/Def2T|-119.7 |372.3|363.4| 2.521|-127.3 |-61.6  |29.9|117.8

B3/6-311++G|-93.5  |369.3|361.4| 2.882|-95.5  |-27.0  |26.4|120.6

++++++++++++++++++++++++++++++++

2,4,6-F3-PhO-

C6H2F3O  mw:147.006 Anion CAS: Z-952701-47-2 fg:33 cnt:11680 BDE(A-H)= 118.2/5.7 D-EA          

----

24CLA/GIB    Datum: EA=2.63(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [246f3yo.zaf]

CBS-QB3    |-186.9 |338.4|330.7| 2.633|-159.5 |-126.2 |25.7|85.4 

G3MP2B3    |-185.2 |339.4|331.7| 2.808|-157.4 |-120.6 |25.8|88.9 

G4MP2      |-182.6 |338.9|331.1| 2.662|-154.3 |-121.3 |26.0|85.1 

M062X/Def2T|-189.0 |339.1|331.5| 2.576|-163.4 |-129.7 |25.5|85.9 

B3/6-311++G|-160.1 |334.9|327.2| 2.693|-127.7 |-98.1  |25.8|81.7 

++++++++++++++++++++++++++++++++

2,3,4-F3-PhO-

C6H2F3O  mw:147.006 Anion CAS: A-2822-41-5 fg:33 cnt:11681 BDE(A-H)= 118.2/5.7 D-EA          

----

24CLA/GIB    Datum: EA=2.72(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [234f3yo.zaf]

CBS-QB3    |-182.3 |339.0|331.2| 2.693|-155.5 |-120.3 |25.9|87.4 

G3MP2B3    |-181.2 |339.5|331.7| 2.875|-153.4 |-114.9 |26.0|90.6 

G4MP2      |-178.3 |339.0|331.2| 2.724|-150.2 |-115.5 |26.1|86.7 

M062X/Def2T|-184.8 |338.9|331.3| 2.688|-159.0 |-122.8 |25.6|88.3 

B3/6-311++G|-155.7 |335.1|327.3| 2.770|-123.5 |-92.0  |25.9|83.7 

++++++++++++++++++++++++++++++++

3,4,5-F3-PhO-

C6H2F3O  mw:147.006 Anion CAS: A-99627-05-1 fg:33 cnt:11682 BDE(A-H)= 118.2/5.7 D-EA          

----

24CLA/GIB    Datum: EA=2.63(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [345f3yo.zaf]

CBS-QB3    |-185.3 |336.2|328.6|      |-155.8 |       |25.5|     

G3MP2B3    |-184.5 |336.8|329.1| 2.966|-154.0 |-116.1 |25.8|90.0 

G4MP2      |-181.4 |336.7|329.0| 2.814|-151.0 |-116.6 |25.9|86.4 

M062X/Def2T|-188.7 |336.1|328.4| 2.823|-160.1 |-123.7 |25.6|88.5 

B3/6-311++G|-159.3 |332.2|324.5| 2.879|-124.2 |-93.0  |25.8|83.4 

++++++++++++++++++++++++++++++++

1,2,4,5-C6H2F4..O2-.

C6H2F4O2  mw:182.000

Core ion CAS: Z-11062-77-4 Solvent: 327-54-8 fg:491 cnt:11613

HOF(solv)=-154.6/1.0 GpAd 93SP     

----

20DOB/THO2   Datum: EA=1.60(5) eV LPES p:8

Vertical Detachment Energy:2.22(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [symf4yo2.zcf]

G3MP2B3    |-186.9 | 21.6| 14.2| 24.6|-157.8 |-7.5   | 1.254

G3MP2B3+   |-187.3 | 22.0| 14.7| 24.5|-157.8 |-7.6   | 1.277

B3/6-311++G|-163.0 |     |     |     |       |       | 1.508

++++++++++++++++++++++++++++++++

NCCH=C(OCH(CF3)2)O-

C6H2F6NO2  mw:234.000 Anion CAS: A-500116-88-1 fg:66 cnt:6504

HOF(AH)= -378.9/3.0 GpAd 93SP    |

DacidS=22.9 Calc | 

----

04MIS/MAT    Datum: DacidG= 317.5/2.0 IMRE | HOF(A-)=-420.3/3.0 Acid p:9

DacidH(AH)= 324.3 G+TS

Composite computational methods (18BAR/) indicate the keto form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncxco2g.zaf]

CBS-QB3    |-426.6 |323.2|316.8|      |-384.1 |       |21.5|     

G3MP2B3    |-421.1 |324.3|317.8| 3.542|-378.3 |-339.3 |21.7|91.0 

G3MP2B3+   |-421.3 |324.2|317.7| 3.547|-378.3 |-339.4 |21.9|91.0 

G4MP2      |-416.1 |324.4|317.9|      |-373.4 |       |22.1|     

M062X/Def2T|-430.7 |320.1|312.5| 3.578|-386.1 |-348.1 |25.7|90.2 

B3/6-311++G|-370.0 |317.9|311.4| 3.591|-320.6 |-287.1 |21.9|85.7 

++++++++++++++++++++++++++++++++

H2O..C6F6-.

C6H2F6O  mw:204.002

Core ion CAS: Z-37551-90-9 Solvent: 7732-18-5 fg:314 cnt:6949

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN    Datum: EA=1.1(1) eV LPES p:8

DaffH(AH)=  7.8/2.6 dEA

Vertical Detachment Energy:1.78(2) eV. The stated EA is not adiabatic, just threshhold.

++++++++++++++++++++++++++++++++

2,4,6-triNO2-phenoxide-

C6H2N3O7  mw:227.990 Anion CAS: Z-14798-26-6 fg:33 cnt:615

HOF(AH)= -27.0/0.9  83FIN/SMI    |

DacidS=25.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 302.8/2.0 IMRE | HOF(A-)=-82.4/2.4 Acid p:8

DacidH(AH)= 310.3/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

74DZI/CAR    Datum: DacidG=<309.0 IMRB p:3

I- deprotonates.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni3pho.zaf]

CBS-QB3    |-94.9  |307.6|299.6|      |-36.7  |       |26.8|     

G3MP2B3    |-86.2  |309.0|300.8| 5.031|-28.0  |29.8   |27.6|109.9

G3MP2B3+   |-87.2  |308.6|300.5|      |-28.6  |       |27.2|     

G4MP2      |-84.2  |309.0|300.7|      |-26.0  |       |27.8|     

M062X/Def2T|-87.1  |304.9|297.0| 5.091|-27.3  |30.2   |26.5|109.6

B3/6-311++G|-54.2  |301.8|293.6| 5.035|11.3   |61.8   |27.4|102.6

++++++++++++++++++++++++++++++++

H2O..tetracyanoethylene-.

C6H2N4O  mw:146.023

Core ion CAS: Z-34512-48-6 Solvent: 7732-18-5 fg:302 cnt:8415

HOF(A.)= 110.7/2.3               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

12KHU/FON    Datum: EA=3.51(5) eV LPES | HOF(A-)=29.8/2.0 AfIN p:7

DaffH(AH)=  8.1/1.2 dEA

++++++++++++++++++++++++++++++++

2,3-dehydrobenzoquinone-.

C6H2O2  mw:106.006 Anion CAS: Z-254991-30-5 fg:113 cnt:4568

----

99DAV/SCH    Datum: EA=1.859(5) eV LPES p:8

Calculations: 99CRA.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dhbq.zzf]

CBS-QB3    |3.7    |     |     | 2.243|       |55.6   |    |     

G3MP2B3    |2.0    |     |     | 2.174|       |52.3   |    |     

G3MP2B3+   |1.9    |     |     | 2.173|       |52.2   |    |     

G4MP2      |1.0    |     |     | 2.275|       |53.6   |    |     

M062X/Def2T|3.3    |     |     | 2.320|       |57.0   |    |     

B3/6-311++G|20.8   |     |     | 2.495|       |78.5   |    |     

++++++++++++++++++++++++++++++++

(CO2)5..H2O..CO2-.

C6H2O13  mw:281.950 fg:100 cnt:11773

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

99TSU/SAE    Datum: EA=2.92(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is CO2-.

++++++++++++++++++++++++++++++++

benzynide-

C6H3  mw:75.024 Anion CAS: Z-42286-55-5 fg:87 cnt:2365

HOF(A.)= 155.0/4.0  10WEN/       | BDE(A-H)= 126.7/4.1 R-AH          

HOF(AH)=  80.4/0.6 d+ah          |

DacidS=25.7/3.0 Stat | 

----

91GUO/GRA    Datum: DacidG= 371.0/3.0 IMRB | HOF(A-)=93.4/3.2 Acid p:8

DacidH(AH)= 378.7/3.1 G+TS EA(ev)= 2.671

Acidity between MeOH and tBuOH, comparable to EtOH.

----

89GRO/DEP    Datum: DacidG= 372.0/5.0 IMRB p:7

DacidH(AH)= 379.7/5.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [benzynid.zaf]

W1U        |117.8  |374.8|367.2|      |108.9  |       |25.5|     

CBS-QB3    |120.1  |373.9|366.3| 2.292|112.0  |173.0  |25.3|113.1

G3MP2B3    |114.2  |373.5|366.0| 2.594|107.8  |174.1  |25.1|118.3

G3MP2B3+   |114.1  |373.6|366.1| 2.597|107.7  |174.0  |25.2|118.5

G4MP2      |114.5  |373.8|366.4| 2.490|107.8  |172.0  |24.9|116.3

M062X/Def2T|117.6  |370.6|363.1| 2.197|111.6  |168.3  |25.3|108.8

B3/6-311++G|131.4  |370.7|363.2| 2.178|127.9  |181.7  |25.1|105.9

++++++++++++++++++++++++++++++++

3,5-diNO2-nitrobenzene..Br-

C6H3BrN3O6  mw:291.921

Core ion CAS: Z-24959-67-9 Solvent: 99-35-4 fg:483 cnt:2662

HOF(solv)=  14.9/0.5 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 13.1/1.0 IMRE | HOF(A-)=-55.7/1.3 AfIN p:8

DaffH(X..Y-)= 19.7/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [35ninbbr.zcf]

CBS-QB3    |-75.8  | 25.4| 17.7| 25.8|4.8    |-55.2  

G3MP2B3    |-62.7  | 22.3| 15.1| 24.4|12.1   |-52.5  

G3MP2B3+   |-61.3  | 20.6| 12.3| 27.8|11.8   |-52.5  

G4MP2      |-60.8  | 22.1| 14.5| 25.3|13.4   |-52.1  

M062X/Def2T|-59.9  | 25.4| 17.7| 26.1|14.5   |-49.0  

B3/6-311++G|-29.8  | 22.3| 14.1| 27.6|48.7   |-56.1  

++++++++++++++++++++++++++++++++

2-Cl-4-NO2-phenoxide-

C6H3ClNO3  mw:171.981 Anion CAS: Z-30388-46-6 fg:33 cnt:1191

HOF(AH)= -33.1/1.0 GpAd 93SP     |

DacidS=24.0/2.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 316.1/2.0 IMRE | HOF(A-)=-75.5/2.3 Acid p:9

DacidH(AH)= 323.3/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2cl4npho.zaf]

CBS-QB3    |-82.2  |324.0|316.5| 3.520|-40.4  |-0.9   |25.0|91.6 

G3MP2B3    |-79.3  |325.0|317.5| 3.711|-37.1  |6.4    |25.1|95.6 

G3MP2B3+   |-79.6  |325.0|317.5| 3.716|-37.3  |6.2    |25.1|95.7 

G4MP2      |-78.1  |325.1|317.6| 3.528|-36.1  |3.3    |25.3|91.5 

M062X/Def2T|-81.4  |322.6|315.1| 3.646|-39.4  |2.8    |25.2|94.3 

B3/6-311++G|-53.0  |318.4|310.9| 3.693|-4.2   |32.2   |25.1|88.5 

++++++++++++++++++++++++++++++++

2,3-diCl-phenide-

C6H3Cl2  mw:144.962 Anion CAS: Z-145653-78-7 fg:87 cnt:5333

HOF(AH)=   7.9/0.5  84PLA/SIM    |

DacidS=28.2/2.0 Stat | 

----

01SCH/MAR    Datum: DacidG= 368.7/2.0 IMRE | HOF(A-)=19.3/2.1 Acid p:8

DacidH(AH)= 377.1/2.1 G+TS

Acid: o-dichlorobenzene. Anion assigned based on authors' ab initio calculations.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [23clph.zaf]

CBS-QB3    |20.2   |381.9|373.6| 2.154|4.0    |69.6   |28.1|117.7

G3MP2B3    |18.8   |381.6|373.2| 2.261|4.5    |70.7   |28.0|118.4

G3MP2B3+   |18.1   |380.9|372.7| 2.290|4.4    |70.7   |27.5|118.4

G4MP2      |18.9   |381.4|373.2| 2.115|4.7    |67.5   |27.6|115.0

M062X/Def2T|19.3   |381.6|373.5| 1.910|2.4    |63.2   |26.9|112.9

B3/6-311++G|45.4   |378.6|370.4| 2.113|34.1   |94.0   |27.5|112.0

++++++++++++++++++++++++++++++++

2,6-diCl-phenide-

C6H3Cl2  mw:144.962 Anion CAS: Z-158397-88-7 fg:87 cnt:5334

HOF(AH)=   6.7/0.5  84PLA/SIM    |

DacidS=25.8/2.0 Stat | 

----

01SCH/MAR    Datum: DacidG= 366.3/2.0 IMRE | HOF(A-)=15.0/2.1 Acid p:8

DacidH(AH)= 374.0/2.1 G+TS

Acid: m-dichlorobenzene. Anion assigned based on authors' ab initio calculations.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26clph.zaf]

CBS-QB3    |13.5   |376.4|368.0|      |2.8    |       |28.2|     

G3MP2B3    |12.4   |376.5|368.2| 3.157|3.1    |84.9   |28.0|134.0

G3MP2B3+   |11.5   |375.7|367.5| 2.608|3.0    |71.4   |27.5|120.5

G4MP2      |12.3   |376.3|368.0|      |3.2    |       |27.6|     

M062X/Def2T|11.5   |375.4|367.3| 2.261|0.8    |63.5   |27.0|114.8

B3/6-311++G|36.7   |372.3|364.1| 2.469|31.6   |93.4   |27.5|113.9

++++++++++++++++++++++++++++++++

2,5-diCl-phenide-

C6H3Cl2  mw:144.962 Anion CAS: Z-158397-89-8 fg:87 cnt:5335

HOF(AH)=   5.9/0.5  84PLA/SIM    |

DacidS=27.5/2.0 Stat | 

----

01SCH/MAR    Datum: DacidG= 368.8/2.0 IMRE | HOF(A-)=17.2/2.1 Acid p:8

DacidH(AH)= 377.0/2.1 G+TS

Acid: p-dichlorobenzene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [25clph.zaf]

CBS-QB3    |17.2   |380.1|371.9| 2.217|2.8    |68.1   |27.7|117.4

G3MP2B3    |15.9   |380.0|371.7| 2.349|3.2    |69.9   |27.8|118.8

G3MP2B3+   |15.2   |379.3|371.2| 2.377|3.1    |69.8   |27.3|118.9

G4MP2      |16.0   |379.9|371.7| 2.201|3.3    |66.6   |27.4|115.4

M062X/Def2T|16.0   |379.9|371.9| 1.996|0.8    |62.0   |26.7|113.2

B3/6-311++G|41.6   |377.2|369.1| 2.194|31.6   |92.0   |27.3|112.5

++++++++++++++++++++++++++++++++

3,4-diCl-nitrobenzene-.

C6H3Cl2NO2  mw:190.955 Anion CAS: Z-34476-27-2 fg:107 cnt:470

HOF(A.)=   4.1/1.0 GpAd 93SP     |

----

85FUK/MCI    Datum: EA=1.44(5) eV IMRE [33.3(11) kcal] | HOF(A-)=-29.2/1.5 R-EA p:9

.DELTA.eaG(355 K) = -32.6 kcal/mol; .DELTA.eaS =-2.0, estimated from data in 86CHO/HEI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [34clnb.zzf]

CBS-QB3    |-36.2  |     |     | 1.477|       |-2.3   |    |     

G3MP2B3    |-27.8  |     |     | 1.283|       |1.5    |    |     

G3MP2B3+   |-28.0  |     |     | 1.283|       |1.4    |    |     

G4MP2      |-31.8  |     |     | 1.471|       |1.9    |    |     

M062X/Def2T|-35.1  |     |     | 1.525|       |-0.1   |    |     

B3/6-311++G|-3.0   |     |     | 1.769|       |37.6   |    |     

++++++++++++++++++++++++++++++++

2,3-diCl-nitrobenzene-.

C6H3Cl2NO2  mw:190.955 Anion CAS: Z-105891-27-8 fg:107 cnt:469

HOF(A.)=   4.1/1.0 GpAd 93SP     |

----

85FUK/MCI    Datum: EA=1.29(5) eV IMRE [29.8(11) kcal] | HOF(A-)=-25.7/1.5 R-EA p:9

.DELTA.eaG(355 K) = -29.1 kcal/mol; .DELTA.eaS =-2.0, estimated from data in 86CHO/HEI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [23clnb.zzf]

CBS-QB3    |-27.0  |     |     | 1.340|       |3.6    |    |     

G3MP2B3    |-18.4  |     |     | 1.129|       |7.4    |    |     

G4MP2      |-22.2  |     |     | 1.318|       |8.0    |    |     

M062X/Def2T|-25.0  |     |     | 1.400|       |7.1    |    |     

B3/6-311++G|7.9    |     |     | 1.569|       |45.1   |    |     

++++++++++++++++++++++++++++++++

3,5-diCl-nitrobenzene-.

C6H3Cl2NO2  mw:190.955 Anion CAS: Z-34476-26-1 fg:107 cnt:3427

HOF(A.)=   4.1/1.0 GpAd 93SP     |

----

93MIS/HUH    Datum: EA=1.50(9) eV IMRE [34.6(20) kcal] | HOF(A-)=-30.5/2.2 R-EA p:9

.DELTA.eaG(343 K)=-35.2 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

99HUH/KAN    Datum: EA=1.55(9) eV IMRE [35.7(20) kcal] p:8

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35clnb.zzf]

CBS-QB3    |-38.9  |     |     | 1.567|       |-2.9   |    |     

G3MP2B3    |-30.7  |     |     | 1.376|       |0.8    |    |     

G3MP2B3+   |-30.8  |     |     | 1.373|       |0.7    |    |     

G4MP2      |-34.6  |     |     | 1.558|       |1.1    |    |     

M062X/Def2T|-37.9  |     |     | 1.621|       |-0.6   |    |     

B3/6-311++G|-6.8   |     |     | 1.869|       |36.1   |    |     

++++++++++++++++++++++++++++++++

3,5-diCl-phenoxide-

C6H3Cl2O  mw:160.957 Anion CAS: Z-65800-69-3 fg:33 cnt:1066

HOF(A.)=   4.1/1.1 D+AH          | BDE(A-H)= 92.1/1.0  98BOR/MAR     

HOF(AH)= -35.9/0.6  03SLA/LIE    |

DacidS=23.0/2.0 Stat |  S(A-)=86.9/2.2 Acid |  S(AH)=89.9/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 327.5/2.0 IMRE | HOF(A-)=-67.2/2.2 Acid p:9

DacidH(AH)= 334.4/2.1 G+TS EA(ev)= 3.093

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35clpho.zaf]

CBS-QB3    |-70.8  |334.6|326.9| 2.956|-39.7  |-2.7   |25.7|89.1 

G3MP2B3    |-70.5  |335.1|327.4| 3.155|-38.4  |2.2    |25.8|92.7 

G3MP2B3+   |-70.8  |334.9|327.3| 3.163|-38.5  |2.1    |25.6|92.7 

G4MP2      |-69.6  |335.4|327.6| 3.009|-37.8  |-0.3   |25.9|89.6 

M062X/Def2T|-72.0  |334.7|327.1| 3.002|-42.0  |-2.7   |25.4|91.4 

B3/6-311++G|-41.3  |331.6|324.0| 2.984|-5.6   |27.5   |25.6|85.2 

++++++++++++++++++++++++++++++++

1,3,5-trichlorobenzene-.

C6H3Cl3  mw:179.931 Anion CAS: Z-63697-19-8 fg:115 cnt:1764

HOF(A.)=  -3.2/0.5  85PLA/SIM    | | S(A.)=87.7/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

81CHE/WEN    Datum: EA=0.34 eV ECD  | HOF(A-)=-11.0/0.5 R-EA p:4

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.04 to 0.07 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl3ph.zzf]

G3MP2B3    |-3.9   |     |     | 0.042|       |-3.7   |    |     

G3MP2B3+   |-3.7   |     |     | 0.030|       |-3.8   |    |     

G4MP2      |-6.7   |     |     | 0.162|       |-3.7   |    |     

M062X/Def2T|-7.2   |     |     | 0.048|       |-6.8   |    |     

B3/6-311++G|17.0   |     |     | 0.658|       |31.4   |    |     

++++++++++++++++++++++++++++++++

fluoro-p-benzoquinone-.

C6H3FO2  mw:126.012 Anion CAS: Z-34471-66-4 fg:113 cnt:388

HOF(A.)= -75.0/3.0 Est3          |
###### the following are "below the line": evaluated as not accurate ####

----

66FAR/PAG    Datum: EA=1.46(22) eV SI   [33.7(50) kcal] p:1

The Magnetron method, lacking mass analysis, is not reliable. A second electron affinity of ca. 2.1 eV is reported. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.1-2.2 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fbq.zzf]

CBS-QB3    |-123.7 |     |     | 2.187|       |-73.1  |    |     

G3MP2B3    |-122.5 |     |     | 2.102|       |-73.9  |    |     

G3MP2B3+   |-122.5 |     |     | 2.100|       |-74.0  |    |     

G4MP2      |-123.6 |     |     | 2.243|       |-71.7  |    |     

M062X/Def2T|-126.4 |     |     | 2.246|       |-74.4  |    |     

B3/6-311++G|-103.8 |     |     | 2.450|       |-47.2  |    |     

++++++++++++++++++++++++++++++++

2,3-difluorophenide-

C6H3F2  mw:113.021 Anion CAS: Z-177267-67-3 fg:87 cnt:872

HOF(A.)=  -8.8/3.0 D+AH          | BDE(A-H)= 112.7/4.3 D-EA          

HOF(AH)= -70.2/0.2  94PED/       |

DacidS=27.4/3.0 Stat |  S(A-)=78.4/3.0 Acid |  S(AH)=77.0/0.3  69STU/WES

----

24MCG/MCG    Datum: EA=2.11(10) eV LPES p:8

Vertical Detachment Energy:2.38(5) eV.

----

97BUK/NIB    Datum: DacidG= 369.5/2.0 IMRE | HOF(A-)=-58.2/2.2 Acid p:7

DacidH(AH)= 377.7/2.2 G+TS EA(ev)= 2.143

----

75BRI/RIV #  Datum: DacidG= 369.8/3.0 IMRB p:6

DacidH(AH)= 378.0/3.1 G+TS

Between EtO-, iPrO-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [of2ph.zaf]

CBS-QB3    |-55.3  |381.8|373.8|      |-71.3  |       |26.7|     

G3MP2B3    |-57.1  |381.5|373.6| 2.276|-71.4  |-4.7   |26.5|118.8

G3MP2B3+   |-57.0  |381.6|373.7|      |-71.4  |       |26.5|     

G4MP2      |-55.6  |381.1|373.2| 2.141|-69.5  |-6.3   |26.3|115.4

M062X/Def2T|-57.3  |382.8|375.0| 1.905|-75.5  |-13.4  |26.3|114.1

B3/6-311++G|-36.2  |380.1|372.3| 2.104|-49.1  |12.2   |26.5|113.4

++++++++++++++++++++++++++++++++

2,5-difluorophenide-

C6H3F2  mw:113.021 Anion CAS: Z-124020-65-1 fg:87 cnt:873

HOF(A.)= -11.9/3.0 D+AH          | BDE(A-H)= 112.3/4.5 D-EA          

HOF(AH)= -73.3/0.2  94PED/       |

DacidS=28.7/2.0 Stat |  S(A-)=78.2/2.0 Acid |  S(AH)=75.5/0.3  69STU/WES

----

23MCG/MCG    Datum: EA=1.96(15) eV LPES p:9

Vertical Detachment Energy:2.48(5) eV.

----

24MCG/MCG    Datum: EA=2.07(10) eV LPES p:8

Vertical Detachment Energy:2.48(5) eV.

----

97BUK/NIB    Datum: DacidG= 372.1/2.0 IMRE | HOF(A-)=-58.3/2.1 Acid p:8

DacidH(AH)= 380.7/2.1 G+TS

----

93MAT/ING    Datum: DacidH(AH)= 380.5/2.0 IMRE p:8

----

75BRI/RIV #  Datum: DacidG= 371.7/3.0 IMRB p:7

DacidH(AH)= 380.3/3.1 G+TS

< MeOH, <= EtOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pf2ph.zaf]

CBS-QB3    |-57.8  |382.2|374.4|      |-74.3  |       |26.3|     

G3MP2B3    |-59.6  |382.0|373.3| 2.274|-74.4  |-7.2   |29.1|119.3

G3MP2B3+   |-59.4  |382.2|374.3| 2.269|-74.4  |-7.2   |26.4|119.3

G4MP2      |-58.0  |381.6|373.8| 2.140|-72.5  |-8.7   |26.3|115.9

M062X/Def2T|-60.1  |383.3|375.4| 1.889|-78.7  |-16.6  |26.3|114.2

B3/6-311++G|-38.8  |380.9|373.1| 2.084|-52.4  |9.2    |26.4|113.8

++++++++++++++++++++++++++++++++

2,6-difluorophenide-

C6H3F2  mw:113.021 Anion CAS: Z-177267-59-3 fg:87 cnt:1599 BDE(A-H)= 117.9/3.9 D-EA          

HOF(AH)= -73.9/0.2  94PED/       |

DacidS=26.0/1.0 Stat |  S(A-)=76.9/1.4 Acid |  S(AH)=76.9/1.0 GpAd 93SP

----

24MCG/MCG    Datum: EA=2.49(10) eV LPES p:8

Vertical Detachment Energy:2.69(5) eV.

----

97BUK/NIB    Datum: DacidG= 366.3/2.0 IMRE | HOF(A-)=-65.5/2.0 Acid p:8

DacidH(AH)= 374.1/2.0 G+TS

----

75BRI/RIV #  Datum: DacidG=<368.8 IMRB p:6

DacidH(AH)= 376.6 G+TS

Stronger than iPrOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mf2ph.zaf]

CBS-QB3    |-65.3  |375.0|367.2|      |-74.6  |       |26.4|     

G3MP2B3    |-66.5  |375.7|367.9| 2.646|-75.1  |-5.6   |26.3|121.6

G3MP2B3+   |-66.4  |375.9|368.0|      |-75.1  |       |26.4|     

G4MP2      |-65.2  |375.2|367.4|      |-73.3  |       |26.2|     

M062X/Def2T|-67.5  |376.7|368.8| 2.296|-79.5  |-14.7  |26.3|117.0

B3/6-311++G|-46.0  |374.2|366.4| 2.485|-53.0  |11.2   |26.3|116.3

++++++++++++++++++++++++++++++++

3,5-difluorophenoxide-

C6H3F2O  mw:129.016 Anion CAS: Z-204580-77-8 fg:33 cnt:9917

HOF(AH)= -114.5/2.0 GpAd 93SP    |

----

19WOO/HEN    Datum: EA=2.61(3) eV PVMI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35f2pho.zaf]

CBS-QB3    |-144.8 |337.9|330.4| 2.780|-117.0 |-80.7  |25.4|88.4 

G3MP2B3    |-145.4 |338.4|330.8| 2.991|-116.6 |-76.5  |25.5|92.2 

M062X/Def2T|-149.0 |338.2|330.7| 2.866|-122.6 |-82.9  |25.2|91.7 

B3/6-311++G|-122.9 |334.8|327.2| 2.860|-90.4  |-57.0  |25.5|85.5 

++++++++++++++++++++++++++++++++

2,4,6-triSO2F-anilide-

C6H3F3NO6S3  mw:337.908 Anion CAS: Z-174191-17-4 fg:47 cnt:2671 BDE(A-H)= 94.7/2.0 Est2 93BOR/ZHA 

DacidS=26.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 307.5/2.0 IMRE p:9

DacidH(AH)= 315.3/2.2 G+TS EA(ev)= 4.035

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fso23an.zaf]

G3MP2B3    |-387.5 |316.9|309.1| 4.753|-337.2 |-277.8 |26.1|111.5

G3MP2B3+   |-385.9 |317.2|309.2|      |-335.9 |       |26.8|     

G4MP2      |-400.2 |317.4|309.6|      |-350.5 |       |26.4|     

M062X/Def2T|-387.6 |315.4|307.3| 4.718|-338.4 |-278.8 |27.2|111.7

B3/6-311++G|-208.1 |311.6|303.6| 4.790|-152.4 |-97.6  |26.8|106.9

++++++++++++++++++++++++++++++++

1,3,5-C6H3F3..O2-.

C6H3F3O2  mw:164.009

Core ion CAS: Z-11062-77-4 Solvent: 372-38-3 fg:491 cnt:11612

HOF(solv)=-118.5/2.0 GpAd 93SP     

----

20DOB/THO2   Datum: EA=1.36(5) eV LPES p:8

Vertical Detachment Energy:1.98(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [135f3yo2.zcf]

G3MP2B3    |-146.4 | 18.1| 12.2| 19.9|-120.8 |-7.5   | 1.105

G3MP2B3+   |-146.6 | 18.3| 12.3| 20.3|-120.7 |-7.6   | 1.121

B3/6-311++G|-124.9 |     |     |     |       |-13.4  |      

++++++++++++++++++++++++++++++++

Fe(CO)5..OMe-

C6H3FeO6  mw:226.928 Anion CAS: Z-58411-25-9 fg:22 cnt:1583

HOF(solv)=-174.0/2.0  98JANAF      
###### the following are "below the line": evaluated as not accurate ####

----

85LAN/SAL    Datum: DaffG= 35.5/6.0 IMRB | HOF(A-)=-250.3/6.4 AfIN p:4

DaffH(X..Y-)= 45.0/6.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [feco5ora.zc0]

CBS-QB3    |-278.9 | 62.0| 51.1| 36.8|-185.0 |-31.9  

M062X/Def2T|-201.6 | 62.6| 50.7| 39.9|-113.2 |-25.7  

++++++++++++++++++++++++++++++++

2,3-diNO2-phenoxide-

C6H3N2O5  mw:183.005 Anion CAS: Z-136833-50-6 fg:33 cnt:2670

HOF(AH)= -29.7/1.0 GpAd 93SP     |

DacidS=24.0/3.0 Stat | 

----

91TAF/       Datum: DacidG= 309.4/2.0 IMRE | HOF(A-)=-78.8/2.4 Acid p:9

DacidH(AH)= 316.6/2.2 G+TS

Composite computational methods(18BAR/) consistently indicate an acidity 7-8 kcal/mol weaker.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [23no2pho.zaf]

CBS-QB3    |-70.6  |324.9|316.8|      |-29.7  |       |27.1|     

G3MP2B3    |-66.1  |325.9|317.8| 3.807|-24.8  |21.9   |27.1|98.8 

G3MP2B3+   |-66.8  |325.5|317.3| 3.830|-25.0  |21.7   |27.2|98.8 

G4MP2      |-64.6  |325.6|317.6| 3.605|-23.0  |18.7   |27.0|93.8 

M062X/Def2T|-64.5  |324.0|315.5| 3.763|-23.8  |22.4   |28.5|98.3 

B3/6-311++G|-36.2  |321.9|313.8| 3.738|9.1    |50.0   |27.2|93.0 

++++++++++++++++++++++++++++++++

2,4-diNO2-phenoxide-

C6H3N2O5  mw:183.005 Anion CAS: Z-67509-72-2 fg:33 cnt:2938

HOF(AH)= -31.3/1.0  03SLA/LIE    |

DacidS=25.0/2.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 308.6/2.0 IMRE | HOF(A-)=-80.9/2.3 Acid p:9

DacidH(AH)= 316.1/2.1 G+TS

Composite computational methods(18BAR/) consistently indicate an acidity ca. 5 kcal/mol weaker.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [24no2pho.zaf]

CBS-QB3    |-83.9  |321.3|313.2|      |-39.4  |       |27.1|     

G3MP2B3    |-78.7  |322.6|314.2| 4.188|-34.1  |18.0   |28.0|104.2

G3MP2B3+   |-79.3  |322.2|314.1| 4.189|-34.4  |17.5   |27.4|104.0

G4MP2      |-77.3  |322.6|314.1| 3.971|-32.7  |14.5   |28.4|99.3 

M062X/Def2T|-80.4  |319.6|311.6| 4.244|-35.3  |17.6   |26.8|105.0

B3/6-311++G|-53.5  |316.3|308.1| 4.241|-2.6   |44.5   |27.5|99.2 

++++++++++++++++++++++++++++++++

2,4-diNO2-C6H3SO3-

C6H3N2O7S  mw:246.966 Anion CAS: Z-46686-40-2 fg:40 cnt:11902

----

25LEE/KAL    Datum: DacidG= 289.2/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni2yso3.zaf]

CBS-QB3    |-170.2 |294.4|287.0|      |-98.9  |       |25.1|     

G3MP2B3    |-159.8 |295.8|288.4|      |-88.4  |       |25.0|     

G3MP2B3+   |-160.0 |296.0|288.5|      |-88.8  |       |25.0|     

G4MP2      |-162.1 |295.9|288.4|      |-90.9  |       |25.2|     

M062X/Def2T|-153.1 |294.9|287.4|      |-83.3  |       |25.3|     

B3/6-311++G|-71.2  |295.6|288.2| 5.249|0.5    |50.0   |25.0|101.6

B3/6-311++G|-71.2  |295.6|288.2| 5.249|0.5    |50.0   |25.0|101.6

++++++++++++++++++++++++++++++++

1,3,5-trinitrobenzene-.

C6H3N3O6  mw:213.003 Anion CAS: Z-34473-14-8 fg:107 cnt:483

HOF(A.)=  14.9/0.5  94PED/       |
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=2.63 eV SI   [60.6 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.9-2.2 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [135no2ph.zzf]

CBS-QB3    |-45.8  |     |     | 2.201|       |4.8    |    |     

G3MP2B3    |-31.4  |     |     | 1.893|       |12.1   |    |     

G3MP2B3+   |-31.9  |     |     | 1.902|       |11.8   |    |     

G4MP2      |-37.0  |     |     | 2.191|       |13.4   |    |     

M062X/Def2T|-39.2  |     |     | 2.333|       |14.5   |    |     

B3/6-311++G|-14.3  |     |     | 2.740|       |48.7   |    |     

++++++++++++++++++++++++++++++++

benzoquinonide-

C6H3O2  mw:107.014 Anion CAS: N-850789-40-1 fg:86 cnt:865 BDE(A-H)=<117.9/3.9 D-EA          

HOF(AH)= -29.4/0.8  94PED/       |

DacidS=28.8/2.0 Stat | 

----

99DAV/SCH    Datum: EA=<2.18 eV LPES p:7

Threshold approximate due to poor Franck-Condon overlap.
###### the following are "below the line": evaluated as not accurate ####

----

87JOH/SPE    Datum: DacidG=<384.0 IMRB | HOF(A-)=<-2.5/0.8 Acid p:4

DacidH(AH)=<392.6 G+TS

Composite computaional methods indicate a .DELTA.acidH of ca. 377 kcal/mol.

----

66FAR/PAG    Datum: EA=2.00(4) eV SI   [46.1(10) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbquin.zaf]

CBS-QB3    |-16.2  |376.9|369.2| 2.135|-27.3  |33.1   |25.7|112.5

G3MP2B3    |-19.9  |376.7|368.2| 2.392|-29.4  |35.3   |28.7|116.8

G3MP2B3+   |-19.9  |376.8|369.1| 2.397|-29.5  |35.4   |25.8|117.0

G4MP2      |-18.5  |376.6|368.8| 2.224|-27.9  |32.8   |26.0|112.8

M062X/Def2T|-15.5  |376.8|368.3| 2.075|-27.7  |32.3   |28.6|112.1

B3/6-311++G|1.3    |374.4|365.9| 2.231|-5.9   |52.8   |28.5|110.8

++++++++++++++++++++++++++++++++

o-benzyne-.

C6H4  mw:76.032 Anion CAS: Z-100569-88-8 fg:103 cnt:1083

HOF(A.)= 105.9/3.3  98WEN/SQU    | BDE(A-H)= 77.6/3.4 R-AH           

HOF(AH)=  80.4/0.6 d+ah          |

DacidS=26.0/3.0 Stat | 

----

98WEN/SQU    Datum: EA=0.564(7) eV LPES | HOF(A-)=92.9/2.7 Acid p:9

DacidG(AH)= 371.3/3.6 H-TS| DacidH(AH)= 378.2/2.6 D-EA

Triplet state 37.5/0.3 kcal/mol higher.

----

96WEN/HU 2   Datum: EA=0.559(9) eV [12.9(2) kcal] p:8

----

86LEO/MIL    Datum: EA=0.560(10) eV LPES p:7
###### the following are "below the line": evaluated as not accurate ####

----

78BRU/FER    Datum: HOF(A-)=<103.5 IMRB p:3

O- + C6H6 -> , D label indicates ortho loss.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obenzyne.zaf]

CBS-QB3    |98.3   |379.2|371.4| 0.595|84.8   |112.0  |26.3|79.3 

G3MP2B3    |95.1   |380.5|372.6| 0.552|81.8   |107.8  |26.3|78.1 

G3MP2B3+   |95.1   |380.5|372.2| 0.547|81.8   |107.7  |27.7|78.0 

G4MP2      |93.4   |380.6|372.7| 0.626|80.0   |107.8  |26.4|79.9 

M062X/Def2T|97.5   |384.6|376.8| 0.614|77.6   |111.6  |26.4|86.2 

B3/6-311++G|107.8  |381.8|373.9| 0.873|93.3   |127.9  |26.3|86.7 

++++++++++++++++++++++++++++++++

p-benzyne-.

C6H4  mw:76.032 Anion CAS: Z-100569-88-8 fg:103 cnt:4360

HOF(A.)= 137.8/2.9  98WEN/SQU    | BDE(A-H)= 170.2/2.9 R-AH          

HOF(AH)=  19.7/0.2  94PED/       |

DacidS=26.0/3.0 Stat | 

----

98WEN/SQU    Datum: EA=1.265(8) eV LPES p:9

DacidH(AH)= 454.6/2.4 D-EA

Triplet state 3.8/0.5 kcal/mol higher.

----

96WEN/HU 2   Datum: EA=1.25(2) eV CIDT [28.8(5) kcal] p:8

----

98WEN/HU     Datum: DacidG= 385.8/2.0 IMRB p:7

DacidH(AH)= 393.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbenzyne.zaf]

CBS-QB3    |108.6  |389.6|381.8| 1.295|84.8   |138.7  |26.1|106.0

G3MP2B3    |109.8  |395.2|387.4| 1.050|81.8   |134.3  |26.1|104.6

G3MP2B3+   |110.3  |395.7|387.5| 1.020|81.8   |134.1  |27.6|104.4

G4MP2      |108.2  |395.4|387.6| 1.140|80.0   |134.7  |26.1|106.8

M062X/Def2T|111.4  |398.5|390.7| 1.970|77.6   |157.3  |26.1|131.8

B3/6-311++G|117.9  |391.8|384.0| 2.027|93.3   |164.9  |26.2|123.7

++++++++++++++++++++++++++++++++

m-benzyne-.

C6H4  mw:76.032 Anion CAS: Z-249589-31-9 fg:103 cnt:4407

HOF(A.)= 121.9/3.1 CIDT 94WEN/SQU| BDE(A-H)= 154.3/3.1 R-AH          

HOF(AH)=  19.7/0.2  94PED/       |

DacidS=26.0/3.0 Stat | 

----

96WEN/HU 2   Datum: EA=0.846(13) eV [19.5(3) kcal] | HOF(A-)=102.4/3.1 R-EA p:8

DacidH(AH)= 448.4/2.5 D-EA

Triplet state 21.0/0.3 kcal/mol higher.

----

98WEN/SQU    Datum: EA=<0.990 eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mbenzyne.zaf]

CBS-QB3    |106.6  |387.5|379.7| 0.876|84.8   |126.8  |26.2|94.1 

G3MP2B3    |102.6  |387.9|380.1| 0.897|81.8   |123.3  |26.2|93.6 

G3MP2B3+   |102.7  |388.1|379.9| 0.880|81.8   |123.1  |27.6|93.4 

G4MP2      |101.4  |388.6|380.8| 0.936|80.0   |123.1  |26.2|95.2 

M062X/Def2T|105.6  |392.7|384.8| 0.527|77.6   |117.6  |26.6|92.2 

B3/6-311++G|113.3  |387.3|379.5| 1.164|93.3   |140.3  |26.2|99.1 

++++++++++++++++++++++++++++++++

p-benzyne-d4-.

C6D4  mw:80.057 Anion CAS: Z-135758-61-1 fg:103 cnt:4361

HOF(A.)= 137.9/2.9  98WEN/SQU    | BDE(A-H)= 108.8/2.9 R-AH          

HOF(AH)=  81.2/0.5  95DAV/BIE    |

DacidS=26.0/3.0 Stat | 

----

98WEN/SQU    Datum: EA=1.260(8) eV LPES | HOF(A-)=108.9/2.5 Acid p:9

DacidG(AH)= 385.6/3.5 H-TS| DacidH(AH)= 393.3/2.4 D-EA

Triplet state 3.9/0.5 kcal/mol higher.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbenzynd.zaf]

CBS-QB3    |103.0  |     |     | 1.629|       |138.7  |    |     

G3MP2B3    |102.7  |398.3|389.6| 1.050|72.5   |127.1  |29.2|107.7

G4MP2      |102.6  |397.6|389.9| 1.140|72.6   |129.1  |25.7|108.6

M062X/Def2T|106.6  |400.5|392.8| 1.974|71.2   |152.6  |25.7|133.9

B3/6-311++G|143.3  |393.2|385.6| 2.023|117.8  |190.2  |25.6|125.0

++++++++++++++++++++++++++++++++

o-benzyne-d4-.

C6D4  mw:80.057 Anion CAS: Z-135758-61-1 fg:103 cnt:1084

----

98WEN/SQU    Datum: EA=0.556(8) eV LPES p:9

Triplet state 37.6/0.3 kcal/mol higher.

----

86LEO/MIL    Datum: EA=0.551(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obenzynd.zaf]

CBS-QB3    |92.6   |     |     | 0.931|       |112.0  |    |     

G3MP2B3    |87.9   |383.5|374.3| 0.541|72.5   |100.3  |31.0|80.9 

G4MP2      |87.7   |382.7|375.0| 0.616|72.6   |101.9  |25.9|81.4 

M062X/Def2T|92.7   |386.6|378.9| 0.609|71.2   |106.7  |25.9|88.0 

B3/6-311++G|133.7  |383.6|375.9| 0.880|117.8  |154.0  |25.8|88.7 

++++++++++++++++++++++++++++++++

pBr-phenide-

C6H4Br  mw:154.950 Anion CAS: Z-156572-75-7 fg:87 cnt:3033

HOF(A.)=  86.6/1.1 D+AH          |

HOF(AH)=  25.2/1.0  94PED/       |

DacidS=26.0/1.0 Stat |  S(A-)=77.7/1.4 Acid |  S(AH)=77.7/1.0 GpAd 93SP

----

95WEN/SQU2   Datum: DacidH(AH)= 392.8/2.0 Bran | HOF(A-)=52.3/2.2 Acid p:8

DacidG(AH)= 385.1/2.0 H-TS

By HO- cleavage of dialkylsilanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbrph.zaf]

CBS-QB3    |47.8   |392.1|384.2|      |21.4   |       |26.7|     

G3MP2B3    |47.4   |391.9|383.9| 1.736|22.7   |87.3   |26.8|116.7

G3MP2B3+   |47.3   |391.9|384.4| 1.738|22.6   |87.3   |25.0|116.8

G4MP2      |48.0   |391.8|384.3|      |23.3   |       |25.2|     

M062X/Def2T|50.6   |393.3|385.9| 1.362|22.0   |81.9   |25.1|112.1

B3/6-311++G|67.6   |392.3|384.0| 1.495|42.6   |102.0  |27.7|111.5

++++++++++++++++++++++++++++++++

mBr-phenide-

C6H4Br  mw:154.950 Anion CAS: Z-156572-74-6 fg:87 cnt:3032

HOF(A.)=  86.3/0.9 D+AH          |

HOF(AH)=  25.2/1.0  94PED/       |

DacidS=27.4/1.0 Stat |  S(A-)=79.1/1.0 Acid |  S(AH)=77.7/0.3  69STU/WES

----

95WEN/SQU2   Datum: DacidH(AH)= 383.5/2.1 Bran | HOF(A-)=43.0/2.3 Acid p:8

DacidG(AH)= 375.3/2.1 H-TS

By HO- cleavage of substituted silanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mbrph.zaf]

CBS-QB3    |45.9   |390.3|381.7|      |21.4   |       |28.9|     

G3MP2B3    |45.7   |390.2|382.0| 1.785|22.7   |86.7   |27.6|116.1

G3MP2B3+   |44.8   |389.4|381.3| 1.822|22.6   |86.7   |26.9|116.1

G4MP2      |46.3   |390.1|382.0|      |23.3   |       |27.3|     

M062X/Def2T|48.4   |391.1|383.2| 1.435|22.0   |81.4   |26.5|111.5

B3/6-311++G|64.2   |388.9|380.5| 1.614|42.6   |101.3  |28.3|110.8

++++++++++++++++++++++++++++++++

oBr-phenide-

C6H4Br  mw:154.950 Anion CAS: Z-72490-42-7 fg:87 cnt:3031

HOF(A.)=  86.5/0.6 D+AH          |

HOF(AH)=  25.2/1.0  94PED/       |

DacidS=27.4/1.0 Stat |  S(A-)=79.1/1.0 Acid |  S(AH)=77.7/0.3  69STU/WES

----

95WEN/SQU2   Datum: DacidH(AH)= 387.2/2.5 Bran | HOF(A-)=46.7/2.7 Acid p:8

DacidG(AH)= 379.0/2.5 H-TS

By HO- cleavage of substituted silanes.

----

94LIN/RIV    Datum: DacidG= 375.8/2.0 IMRB p:7

DacidH(AH)= 384.0/2.0 G+TS

Acidity between quinoline and benzonitrile. Likely an ion/molecule complex (93LIN/RIV).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obrph.zaf]

CBS-QB3    |43.2   |387.6|378.4| 1.959|21.4   |88.1   |30.7|118.8

G3MP2B3    |43.8   |388.3|379.1| 1.930|22.7   |88.0   |30.8|117.4

G3MP2B3+   |41.0   |385.6|377.5| 2.042|22.6   |88.0   |27.3|117.5

G4MP2      |43.8   |387.6|379.0|      |23.3   |       |28.9|     

M062X/Def2T|43.1   |385.8|377.7| 1.710|22.0   |82.4   |27.1|112.5

B3/6-311++G|58.8   |383.5|374.9| 1.887|42.6   |102.2  |28.6|111.7

++++++++++++++++++++++++++++++++

oCl-nitrobenzene..Br-

C6H4BrClNO2  mw:235.912

Core ion CAS: Z-24959-67-9 Solvent: 88-73-3 fg:483 cnt:2645

HOF(solv)=   9.0/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 7.7/1.0 IMRE | HOF(A-)=-56.2/1.6 AfIN p:8

DaffH(X..Y-)= 14.3/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [oclnbbr.zcf]

G3MP2B3    |-56.1  | 16.1| 10.1| 19.9|12.4   |-52.5  

G4MP2      |-54.5  | 15.5|  9.8| 19.3|13.1   |-52.1  

M062X/Def2T|-55.1  | 18.6| 12.5| 20.4|12.4   |-49.0  

B3/6-311++G|-28.4  | 14.5|  8.1| 21.7|42.2   |-56.1  

++++++++++++++++++++++++++++++++

mCl-nitrobenzene..Br-

C6H4BrClNO2  mw:235.912

Core ion CAS: Z-24959-67-9 Solvent: 121-73-3 fg:483 cnt:2646

HOF(solv)=   9.0/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 8.1/1.0 IMRE | HOF(A-)=-56.6/1.6 AfIN p:8

DaffH(X..Y-)= 14.7/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mclnbbr.zcf]

G3MP2B3    |-61.9  | 16.3| 10.1| 20.8|6.9    |-52.5  

G4MP2      |-60.7  | 16.0|  9.9| 20.3|7.3    |-52.1  

M062X/Def2T|-61.4  | 18.5| 12.0| 21.9|6.1    |-49.0  

B3/6-311++G|-35.2  | 14.7|  8.1| 21.9|35.6   |-56.1  

++++++++++++++++++++++++++++++++

pCl-nitrobenzene..Br-

C6H4BrClNO2  mw:235.912

Core ion CAS: Z-24959-67-9 Solvent: 100-00-5 fg:483 cnt:2647

HOF(solv)=   9.0/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 6.7/1.0 IMRE | HOF(A-)=-55.2/1.6 AfIN p:8

DaffH(X..Y-)= 13.3/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pclnbbr.zcf]

G3MP2B3    |-54.1  |  8.1|  2.5| 18.8|6.5    |-52.5  

G4MP2      |-52.7  |  7.5|  1.7| 19.7|6.9    |-52.1  

M062X/Def2T|-53.0  |  9.5|  3.8| 19.2|5.4    |-49.0  

B3/6-311++G|-28.6  |  7.2|  1.4| 19.4|34.8   |-56.1  

++++++++++++++++++++++++++++++++

oF-nitrobenzene..Br-

C6H4BrFNO2  mw:219.941

Core ion CAS: Z-24959-67-9 Solvent: 1493-27-2 fg:483 cnt:2642

HOF(solv)= -30.0/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 8.2/1.0 IMRE | HOF(A-)=-95.7/1.6 AfIN p:8

DaffH(X..Y-)= 14.8/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ofnbbr.zcf]

G3MP2B3    |-94.6  | 15.9| 11.1| 16.0|-26.2  |-52.5  

G4MP2      |-92.4  | 15.6|  9.9| 19.2|-24.7  |-52.1  

B3/6-311++G|-60.4  |     |     |     |       |       

++++++++++++++++++++++++++++++++

mF-nitrobenzene..Br-

C6H4BrFNO2  mw:219.941

Core ion CAS: Z-24959-67-9 Solvent: 402-67-5 fg:483 cnt:2643

HOF(solv)= -30.0/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 7.9/1.0 IMRE | HOF(A-)=-95.4/1.6 AfIN p:8

DaffH(X..Y-)= 14.5/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mfnbbr.zcf]

G3MP2B3    |-100.9 | 16.2| 10.1| 20.4|-32.2  |-52.5  

G4MP2      |-98.8  | 15.9|  9.9| 19.9|-30.9  |-52.1  

M062X/Def2T|-101.5 | 18.5| 12.0| 21.9|-34.1  |-49.0  

B3/6-311++G|-77.6  | 14.7|  8.2| 22.0|-6.7   |-56.1  

++++++++++++++++++++++++++++++++

pF-nitrobenzene..Br-

C6H4BrFNO2  mw:219.941

Core ion CAS: Z-24959-67-9 Solvent: 350-46-9 fg:483 cnt:2644

HOF(solv)= -30.0/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 6.4/1.0 IMRE | HOF(A-)=-93.9/1.6 AfIN p:8

DaffH(X..Y-)= 13.0/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pfnbbr.zcf]

G3MP2B3    |-99.6  | 14.2|  8.5| 19.0|-32.9  |-52.5  

G4MP2      |-97.3  | 13.7|  8.3| 18.2|-31.5  |-52.1  

M062X/Def2T|-100.2 | 16.2| 10.0| 20.9|-35.0  |-49.0  

B3/6-311++G|-76.3  | 12.4|  6.1| 21.2|-7.8   |-56.1  

++++++++++++++++++++++++++++++++

SiF4..mBr-nitrobenzene-.

C6H4BrF4NO2Si  mw:304.914

Core ion CAS: Z-40316-31-2 Solvent: 7783-61-1 fg:307 cnt:4985

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 11.3/0.6 IMRE | HOF(A-)=-394.9/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifmbrnb.zcf]

G3MP2B3    |-419.2 | 28.1| 17.8| 34.7|-383.0 |-8.0   

M062X/Def2T|-430.7 | 31.9| 20.4| 38.7|-385.9 |-12.9  

B3/6-311++G|-355.0 | 28.4| 16.9| 38.7|-335.0 |8.4    

++++++++++++++++++++++++++++++++

SiF4..pBr-nitrobenzene-.

C6H4BrF4NO2Si  mw:304.914

Core ion CAS: Z-34470-26-3 Solvent: 7783-61-1 fg:307 cnt:4987

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 11.7/0.6 IMRE | HOF(A-)=-394.3/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifpbrnb.zcf]

G3MP2B3    |-419.1 | 28.5| 18.3| 34.2|-383.0 |-7.6   

M062X/Def2T|-431.1 | 32.4| 20.9| 38.7|-385.9 |-12.8  

B3/6-311++G|-355.2 | 28.8| 17.0| 39.5|-335.0 |8.6    

++++++++++++++++++++++++++++++++

oBr-nitrobenzene-.

C6H4BrNO2  mw:200.943 Anion CAS: Z-34470-25-2 fg:107 cnt:1628

HOF(A.)=  21.5/1.0 GpAd 93SP     |

----

86CHO/HEI    Datum: EA=1.16(9) eV IMRE [26.8(20) kcal] | HOF(A-)=-5.3/2.2 R-EA p:9

.DELTA.eaG(423 K) = -26.2 kcal/mol; .DELTA.eaS(estimated) = -1.6 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obrnb.zzf]

CBS-QB3    |-7.6   |     |     | 1.194|       |19.8   |    |     

G3MP2B3    |1.2    |     |     | 1.023|       |24.6   |    |     

M062X/Def2T|-3.4   |     |     | 1.258|       |25.4   |    |     

B3/6-311++G|19.2   |     |     | 1.448|       |52.6   |    |     

++++++++++++++++++++++++++++++++

pBr-nitrobenzene-.

C6H4BrNO2  mw:200.943 Anion CAS: Z-34470-26-3 fg:107 cnt:1630

HOF(A.)=  21.5/1.0 GpAd 93SP     |

----

86CHO/HEI    Datum: EA=1.29(9) eV IMRE [29.8(20) kcal] | HOF(A-)=-8.3/2.2 R-EA p:9

.DELTA.eaG(423 K) = -29.0 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

89MOC/GRI    Datum: EA=<1.34(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbrnb.zzf]

CBS-QB3    |-16.1  |     |     | 1.314|       |14.0   |    |     

G3MP2B3    |-7.6   |     |     | 1.147|       |18.7   |    |     

M062X/Def2T|-12.8  |     |     | 1.357|       |18.4   |    |     

B3/6-311++G|8.6    |     |     | 1.580|       |44.9   |    |     

++++++++++++++++++++++++++++++++

mBr-nitrobenzene-.

C6H4BrNO2  mw:200.943 Anion CAS: Z-40316-31-2 fg:107 cnt:1629

HOF(A.)=  21.5/1.0 GpAd 93SP     |

----

86CHO/KEB    Datum: EA=1.32(9) eV IMRE [30.4(20) kcal] | HOF(A-)=-8.9/2.2 R-EA p:9

.DELTA.eaG(423 K) = -29.5 kcal/mol; .DELTA.eaS(estimated) = -1.7 eu.
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.42(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mbrnb.zzf]

CBS-QB3    |-16.6  |     |     | 1.346|       |14.3   |    |     

G3MP2B3    |-8.0   |     |     | 1.181|       |19.1   |    |     

M062X/Def2T|-12.9  |     |     | 1.392|       |19.1   |    |     

B3/6-311++G|8.4    |     |     | 1.617|       |45.6   |    |     

++++++++++++++++++++++++++++++++

oNO2-nitrobenzene..Br-

C6H4BrN2O4  mw:246.936

Core ion CAS: Z-24959-67-9 Solvent: 528-29-0 fg:483 cnt:2656

HOF(solv)=  21.0/0.5 neut 76FER/PIA

----

91PAU/KEB    Datum: DaffG= 11.6/1.0 IMRE | HOF(A-)=-48.1/1.3 AfIN p:8

DaffH(X..Y-)= 18.2/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ono2nbbr.zcf]

G3MP2B3    |-53.5  | 20.2| 13.9| 21.1|19.2   |-52.5  

B3/6-311++G|-25.0  |     |     |     |       |       

++++++++++++++++++++++++++++++++

mNO2-nitrobenzene..Br-

C6H4BrN2O4  mw:246.936

Core ion CAS: Z-24959-67-9 Solvent: 99-65-0 fg:483 cnt:2657

HOF(solv)=  14.0/0.2 neut 76FER/PIA

----

91PAU/KEB    Datum: DaffG= 10.9/1.0 IMRE | HOF(A-)=-54.4/1.2 AfIN p:8

DaffH(X..Y-)= 17.5/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mno2nbbr.zcf]

G3MP2B3    |-59.8  | 18.9| 13.2| 19.4|11.6   |-52.5  

G4MP2      |-58.2  | 18.5| 12.7| 19.7|12.4   |-52.1  

M062X/Def2T|-58.1  | 21.5| 16.0| 18.4|12.3   |-49.0  

B3/6-311++G|-33.0  | 17.5| 10.9| 22.1|40.6   |-56.1  

++++++++++++++++++++++++++++++++

pNO2-nitrobenzene..Br-

C6H4BrN2O4  mw:246.936

Core ion CAS: Z-24959-67-9 Solvent: 100-25-4 fg:483 cnt:2658

HOF(solv)=  13.7/0.7 neut 76FER/PIA

----

91PAU/KEB    Datum: DaffG= 9.2/1.0 IMRE | HOF(A-)=-53.0/1.4 AfIN p:8

DaffH(X..Y-)= 15.8/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pninbbr.zcf]

G3MP2B3    |-57.5  | 16.6| 10.6| 20.0|11.5   |-52.5  

B3/6-311++G|-30.9  |     |     |     |       |       

++++++++++++++++++++++++++++++++

pBr-phenoxide-

C6H4BrO  mw:170.945 Anion CAS: Z-2042-41-3 fg:33 cnt:10725

HOF(AH)= -16.9/3.0 GpAd 93SP     |

----

19QIA/ZHU    Datum: EA=2.5480(7) eV PVMI p:8

A dipole-bound anion is observed 24/6 cm-1 below threshold.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbrpho.zaf]

CBS-QB3    |-45.0  |341.8|334.1| 2.531|-21.0  |13.4   |25.8|86.4 

G3MP2B3    |-43.8  |342.1|334.5| 2.721|-18.7  |18.9   |25.7|89.8 

G3MP2B3+   |-44.0  |342.0|334.4| 2.731|-18.8  |19.0   |25.3|89.8 

G4MP2      |-42.6  |342.1|334.4| 2.611|-17.6  |17.5   |25.8|87.2 

M062X/Def2T|-43.5  |341.8|334.2| 2.565|-20.6  |15.6   |25.4|88.4 

B3/6-311++G|-22.3  |339.5|331.9| 2.521|5.4    |35.8   |25.3|82.4 

++++++++++++++++++++++++++++++++

oCl-phenide-

C6H4Cl  mw:111.001 Anion CAS: Z-72863-53-7 fg:87 cnt:871

HOF(A.)=  73.9/3.0 D+AH          |

HOF(AH)=  12.4/0.3  94PED/       |

DacidS=27.4/2.1 Stat |  S(A-)=76.6/2.1 Acid |  S(AH)=75.2/0.1  69BEN/CRU

----

96AND/RIV    Datum: DacidG= 378.5/2.0 IMRE | HOF(A-)=33.4/3.9 Acid p:9

DacidH(AH)= 386.7/2.1 G+TS EA(ev)= 1.753 DaffH(X..Y-)= 72.5/3.9 A-IN

----

95WEN/SQU2   Datum: DacidH(AH)= 388.2/2.0 Bran p:8

DacidG(AH)= 380.0/2.1 H-TS

----

91WEN/PAU    Datum: DacidG= 379.5/3.0 IMRB p:7

DacidH(AH)= 387.7/3.1 G+TS

Between PhF, furan.

----

91WEN/PAU    Datum: DaffH= 15.7/3.0 CIDT p:7
###### the following are "below the line": evaluated as not accurate ####

----

79BAR/MCI    Datum: DacidG= 379.0/5.0 IMRB p:4

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 379-380 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oclph.zaf]

CBS-QB3    |35.0   |389.0|380.7| 1.841|11.8   |77.2   |27.9|117.6

G3MP2B3    |31.9   |388.6|379.9| 1.935|10.5   |76.3   |29.3|117.9

G3MP2B3+   |30.7   |387.5|379.4| 1.982|10.4   |76.3   |27.2|118.0

G4MP2      |31.6   |388.0|379.9| 1.838|10.8   |73.8   |27.3|115.2

M062X/Def2T|32.9   |388.4|380.4| 1.619|9.2    |70.1   |26.7|113.0

B3/6-311++G|51.5   |386.0|377.5| 1.804|32.7   |92.9   |28.5|112.3

++++++++++++++++++++++++++++++++

mCl-phenide-

C6H4Cl  mw:111.001 Anion CAS: Z-77748-34-6 fg:87 cnt:2663

HOF(A.)=  74.4/3.0 D+AH          |

HOF(AH)=  12.4/0.3  94PED/       |

DacidS=27.4/2.0 Stat |  S(A-)=76.6/2.0 Acid |  S(AH)=75.2/0.3  69STU/WES

----

95WEN/SQU2   Datum: DacidH(AH)= 391.0/1.9 Bran | HOF(A-)=37.7/3.7 Acid p:8

DacidG(AH)= 382.8/2.0 H-TS  EA(eV)= 1.565 DaffH(X..Y-)= 84.2/3.7 A-IN

Between furan, pyridine.

----

91WEN/PAU    Datum: DacidG= 382.0/2.0 IMRB p:6

DacidH(AH)= 390.2/2.1 G+TS

Between H2O, furan. 94WEN/SQU indicates isomerization occuring.

----

91WEN/PAU    Datum: DaffH= 24.4/3.0 CIDT p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclph.zaf]

CBS-QB3    |37.7   |391.7|383.7| 1.645|11.8   |75.5   |26.9|115.8

G3MP2B3    |34.5   |391.2|382.7| 1.745|10.5   |74.6   |28.4|116.2

G3MP2B3+   |34.3   |391.1|383.1| 1.752|10.4   |74.6   |26.8|116.3

G4MP2      |34.9   |391.3|383.3| 1.617|10.8   |72.1   |26.8|113.4

M062X/Def2T|37.4   |392.9|385.0| 1.359|9.2    |68.6   |26.4|111.6

B3/6-311++G|56.2   |390.8|382.4| 1.537|32.7   |91.6   |28.1|110.9

++++++++++++++++++++++++++++++++

pCl-phenide-

C6H4Cl  mw:111.001 Anion CAS: Z-77748-42-6 fg:87 cnt:2664

HOF(A.)=  74.4/3.0 D+AH          |

HOF(AH)=  12.4/0.3  94PED/       |

DacidS=26.0/2.0 Stat |  S(A-)=75.2/2.2 Acid |  S(AH)=75.2/1.0 GpAd 93SP

----

95WEN/SQU2   Datum: DacidH(AH)= 394.4/1.3 Bran | HOF(A-)=41.1/3.2 Acid p:8

DacidG(AH)= 386.7/1.4 H-TS  EA(eV)= 1.418 DaffH(X..Y-)= 96.7/3.2 A-IN

Between furan, pyridine.

----

91WEN/PAU    Datum: DacidG= 382.0/2.0 IMRB p:6

DacidH(AH)= 389.8/2.1 G+TS

Between H2O, furan. 94WEN/SQU indicates isomerization occuring.

----

91WEN/PAU    Datum: DaffH= 35.5/6.0 CIDT p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclph.zaf]

CBS-QB3    |39.1   |393.1|385.2| 1.610|11.8   |76.1   |26.5|116.4

G3MP2B3    |36.1   |392.8|384.9| 1.703|10.5   |75.3   |26.6|116.9

G3MP2B3+   |36.1   |392.9|385.0| 1.701|10.4   |75.3   |26.5|116.9

G4MP2      |36.4   |392.8|384.9| 1.582|10.8   |72.9   |26.4|114.2

M062X/Def2T|39.2   |394.7|386.9| 1.305|9.2    |69.2   |26.3|112.1

B3/6-311++G|58.7   |393.3|385.4| 1.457|32.7   |92.3   |26.5|111.6

++++++++++++++++++++++++++++++++

mF-nitrobenzene..Cl-

C6H4ClFNO2  mw:175.992

Core ion CAS: Z-16887-00-6 Solvent: 402-67-5 fg:482 cnt:1897

HOF(solv)= -30.0/1.0 GpAd 93SP     

----

86CHO/KEB2   Datum: DaffG= 12.3/1.6 TDAs | HOF(A-)=-48.7/1.4 AfIN p:8

DaffH(X..Y-)= 18.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mfnbcl.zcf]

G3MP2B3    |-106.2 | 17.9| 11.7| 20.8|-32.2  |-56.1  

G3MP2B3+   |-106.2 | 17.8| 12.0| 19.4|-32.3  |-56.1  

G4MP2      |-103.9 | 18.0| 11.9| 20.7|-30.9  |-55.0  

M062X/Def2T|-104.4 | 21.9| 15.6| 21.2|-34.1  |-48.4  

B3/6-311++G|-80.8  |  6.2| 11.3| 19.5|-6.7   |-56.9  

++++++++++++++++++++++++++++++++

p-difluorobenzene..Cl-

C6H4ClF2  mw:148.998

Core ion CAS: Z-16887-00-6 Solvent: 540-36-3 fg:482 cnt:1396

HOF(solv)= -73.3/0.2 neut 94PED/   

----

84LAR/MCM2   Datum: DaffG= 7.3/2.0 IMRE | HOF(A-)=-87.1/2.0 AfIN p:9

DaffH(X..Y-)= 13.8/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pf2phcl.zcf]

CBS-QB3    |-144.1 | 13.1|  7.7| 18.0|-74.3  |-56.7  

G3MP2B3    |-143.3 | 12.7|  7.2| 18.6|-74.4  |-56.1  

G4MP2      |-140.3 | 12.9|  7.7| 17.4|-72.5  |-55.0  

M062X/Def2T|-143.0 | 15.9|  9.8| 20.5|-78.7  |-48.4  

B3/6-311++G|-120.5 |  0.2|  5.4| 19.2|-52.4  |-56.9  

++++++++++++++++++++++++++++++++

o-difluorobenzene..Cl-

C6H4ClF2  mw:148.998

Core ion CAS: Z-16887-00-6 Solvent: 367-11-3 fg:482 cnt:1394

HOF(solv)= -70.2/0.2 neut 94PED/   

----

84LAR/MCM2   Datum: DaffG= 7.8/2.0 IMRE | HOF(A-)=-84.5/2.0 AfIN p:9

DaffH(X..Y-)= 14.3/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [of2phcl.zcf]

CBS-QB3    |-140.9 | 12.8|  7.7| 17.4|-71.3  |-56.7  

G3MP2B3    |-140.2 | 12.6|  7.1| 18.4|-71.4  |-56.1  

G3MP2B3+   |-140.0 | 12.4|  7.0| 18.2|-71.4  |-56.1  

G4MP2      |-137.1 | 12.6|  7.7| 16.5|-69.5  |-55.0  

M062X/Def2T|-139.6 | 15.7|  9.6| 20.2|-75.5  |-48.4  

B3/6-311++G|-117.4 |  0.5|  5.9| 18.3|-49.1  |-56.9  

++++++++++++++++++++++++++++++++

m-difluorobenzene..Cl-

C6H4ClF2  mw:148.998

Core ion CAS: Z-16887-00-6 Solvent: 372-18-9 fg:482 cnt:1395

HOF(solv)= -73.9/0.2 neut 94PED/   

----

84LAR/MCM2   Datum: DaffG= 7.8/2.0 IMRE | HOF(A-)=-88.5/2.0 AfIN p:9

DaffH(X..Y-)= 14.6/2.0 G+TS

----

82FRE/IKU    Datum: DaffG= 7.7/1.0 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mf2phcl.zcf]

CBS-QB3    |-144.1 | 12.8|  7.4| 18.1|-74.6  |-56.7  

G3MP2B3    |-143.8 | 12.5|  8.2| 14.6|-75.1  |-56.1  

G3MP2B3+   |-143.6 | 12.4|  7.0| 18.0|-75.1  |-56.1  

M062X/Def2T|-143.7 | 15.8|  9.5| 21.0|-79.5  |-48.4  

B3/6-311++G|-121.6 |  0.8|  6.4| 18.0|-53.0  |-56.9  

++++++++++++++++++++++++++++++++

SiF4..mCl-nitrobenzene-.

C6H4ClF4NO2Si  mw:260.964

Core ion CAS: Z-34467-54-4 Solvent: 7783-61-1 fg:307 cnt:4986

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 11.7/0.6 IMRE | HOF(A-)=-406.0/1.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifmclnb.zcf]

G3MP2B3    |-431.0 | 28.4| 18.2| 34.4|-383.0 |-19.5  

B3/6-311++G|-364.9 | 28.7| 17.2| 38.6|-335.0 |-1.1   

++++++++++++++++++++++++++++++++

SiF4..oCl-nitrobenzene-.

C6H4ClF4NO2Si  mw:260.964

Core ion CAS: Z-34470-27-4 Solvent: 7783-61-1 fg:307 cnt:4990

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 13.6/0.6 IMRE | HOF(A-)=-403.8/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifoclnb.zcf]

G3MP2B3    |-422.8 | 29.7| 19.6| 33.8|-383.0 |-10.1  

B3/6-311++G|-355.4 | 29.8| 18.3| 38.8|-335.0 |9.5    

++++++++++++++++++++++++++++++++

SiF4..pCl-nitrobenzene-.

C6H4ClF4NO2Si  mw:260.964

Core ion CAS: Z-34473-09-1 Solvent: 7783-61-1 fg:307 cnt:4999

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 12.0/0.6 TDAs | HOF(A-)=-438.0/3.0 AfIN p:8

DaffH(X..Y-)= 32.0/2.0 TDAs

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifpclnb.zcf]

G3MP2B3    |-430.8 | 28.9| 18.8| 34.0|-383.0 |-18.9  

G4MP2      |-438.4 | 30.2| 18.5| 39.1|-386.0 |-22.2  

M062X/Def2T|-443.6 | 33.1| 21.7| 38.1|-385.9 |-24.6  

B3/6-311++G|-364.9 | 29.2| 17.6| 38.8|-335.0 |-0.7   

++++++++++++++++++++++++++++++++

pCl-C6H4N-.

C6H4ClN  mw:125.004 Anion CAS: Z-1174499-98-9 fg:117 cnt:7793 BDE(A-H)= 92.5/4.0 D-EA           

----

09WIJ/DAF    Datum: EA=1.72(5) eV LPES p:9

Triplet neutral ground state. Singlet 14/2 kcal/mol higher.

----

14WIJ/MUN    Datum: DacidH(AH)= 366.4/3.8 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclphn.zaf]

CBS-QB3    |51.3   |365.0|357.1| 1.710|52.0   |90.5   |26.8|90.7 

G3MP2B3    |48.6   |362.0|354.0| 1.865|53.8   |91.5   |26.9|89.8 

G3MP2B3+   |48.3   |361.8|353.8| 1.875|53.7   |91.4   |27.0|89.8 

G4MP2      |46.3   |362.1|354.1| 1.918|51.4   |90.4   |26.8|91.1 

M062X/Def2T|49.0   |363.3|355.5| 1.656|50.4   |87.1   |26.2|88.8 

B3/6-311++G|66.6   |363.6|355.5| 1.725|70.3   |106.2  |27.0|88.0 

++++++++++++++++++++++++++++++++

mCl-C6H4N-.

C6H4ClN  mw:125.004 Anion CAS: Z-1174499-97-8 fg:117 cnt:7794 BDE(A-H)= 95.2/4.0 D-EA           

----

09WIJ/DAF    Datum: EA=1.82(5) eV LPES p:9

Triplet neutral ground state. Singlet 15/1 kcal/mol higher.

----

14WIJ/MUN    Datum: DacidH(AH)= 366.9/3.8 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphn.zaf]

CBS-QB3    |49.4   |362.2|354.3| 1.828|52.9   |91.4   |26.5|90.6 

G3MP2B3    |46.3   |358.8|350.9| 1.997|54.6   |92.2   |26.5|89.7 

G3MP2B3+   |46.0   |358.6|350.7| 2.006|54.6   |92.1   |26.5|89.7 

G3MP2B3+   |46.0   |358.6|350.7| 2.007|54.6   |92.1   |26.5|89.7 

G4MP2      |43.9   |358.9|351.0| 2.051|52.2   |91.1   |26.6|90.9 

M062X/Def2T|46.0   |359.2|351.3| 1.781|51.5   |87.0   |26.4|87.6 

B3/6-311++G|64.5   |360.6|352.6| 1.852|71.2   |107.0  |26.5|88.0 

++++++++++++++++++++++++++++++++

oCl-C6H4N-.

C6H4ClN  mw:125.004 Anion CAS: Z-1174499-96-7 fg:117 cnt:7795 BDE(A-H)= 94.3/4.0 D-EA           

----

09WIJ/DAF    Datum: EA=1.79(5) eV LPES p:9

Triplet neutral ground state. Singlet 14/2 kcal/mol higher.

----

14WIJ/MUN    Datum: DacidH(AH)= 366.6/3.8 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oclphn.zaf]

CBS-QB3    |50.8   |365.0|357.1| 1.797|51.6   |92.1   |26.6|92.7 

G3MP2B3    |47.5   |361.3|353.3| 1.979|53.4   |93.0   |26.7|91.7 

G3MP2B3+   |47.2   |361.0|353.1| 1.990|53.4   |93.0   |26.6|91.7 

G4MP2      |45.2   |361.3|353.4| 2.031|51.0   |91.9   |26.7|93.0 

M062X/Def2T|65.7   |380.2|372.4| 0.950|50.2   |87.5   |26.3|89.5 

B3/6-311++G|66.8   |363.4|355.5| 1.801|70.6   |108.2  |26.6|89.7 

++++++++++++++++++++++++++++++++

mCl-nitrobenzene-.

C6H4ClNO2  mw:156.994 Anion CAS: Z-34467-54-4 fg:107 cnt:439

HOF(A.)=   9.0/1.0 GpAd 93SP     |

----

85FUK/MCI    Datum: EA=1.26(5) eV IMRE [29.0(11) kcal] | HOF(A-)=-20.0/1.5 R-EA p:8

.DELTA.eaG(355 K) = -28.4 kcal/mol; .DELTA.eaS =-1.7, estimated from data in 86CHO/HEI.

----

99HUH/KAN    Datum: EA=1.26(9) eV IMRE [29.0(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

86CHO/HEI    Datum: EA=1.28(9) eV IMRE [29.5(20) kcal] p:7

.DELTA.eaG(423 K) = -28.8 kcal/mol; .DELTA.eaS(estimated) = -1.7 eu.

----

89MOC/GRI    Datum: EA=<1.38(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclnb.zzf]

CBS-QB3    |-25.5  |     |     | 1.316|       |4.7    |    |     

G3MP2B3    |-19.5  |     |     | 1.156|       |6.9    |    |     

G3MP2B3+   |-19.6  |     |     | 1.149|       |6.7    |    |     

G4MP2      |-22.9  |     |     | 1.320|       |7.3    |    |     

M062X/Def2T|-25.1  |     |     | 1.355|       |6.1    |    |     

B3/6-311++G|-1.1   |     |     | 1.598|       |35.6   |    |     

++++++++++++++++++++++++++++++++

oCl-nitrobenzene-.

C6H4ClNO2  mw:156.994 Anion CAS: Z-34470-27-4 fg:107 cnt:981

HOF(A.)=   9.0/1.0 GpAd 93SP     |

----

86CHO/HEI    Datum: EA=1.16(9) eV IMRE [26.8(20) kcal] | HOF(A-)=-17.8/2.2 R-EA p:9

.DELTA.eaG(423 K) = -25.7 kcal/mol; .DELTA.eaS(estimated) = -1.6 eu.

----

85FUK/MCI    Datum: EA=1.11(5) eV IMRE [25.7(11) kcal] p:8

.DELTA.eaG(355 K) = -25.1 kcal/mol; .DELTA.eaS =-1.6, estimated from data in 86CHO/HEI.
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.34(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oclnb.zzf]

CBS-QB3    |-16.3  |     |     | 1.161|       |10.2   |    |     

G3MP2B3    |-10.1  |     |     | 0.984|       |12.4   |    |     

G3MP2B3+   |-10.2  |     |     | 0.973|       |12.1   |    |     

G4MP2      |-13.3  |     |     | 1.153|       |13.1   |    |     

M062X/Def2T|-15.2  |     |     | 1.204|       |12.4   |    |     

B3/6-311++G|9.5    |     |     | 1.427|       |42.2   |    |     

++++++++++++++++++++++++++++++++

pCl-nitrobenzene-.

C6H4ClNO2  mw:156.994 Anion CAS: Z-34473-09-1 fg:107 cnt:440

HOF(A.)=   9.0/1.0 GpAd 93SP     |

----

86CHO/HEI    Datum: EA=1.26(9) eV TDEq [29.0(20) kcal] | HOF(A-)=-20.0/2.2 R-EA p:9

.DELTA.eaG(423 K) = -28.2 kcal/mol; .DELTA.eaS = -2.0 eu.

----

99HUH/KAN    Datum: EA=1.23(9) eV IMRE [28.4(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

85FUK/MCI    Datum: EA=1.23(5) eV IMRE [28.4(11) kcal] p:7

.DELTA.eaG(355 K) = -27.7 kcal/mol; .DELTA.eaS =-2.0, estimated from data in 86CHO/HEI.

----

89MOC/GRI    Datum: EA=<1.27(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclnb.zzf]

CBS-QB3    |-24.7  |     |     | 1.264|       |4.2    |    |     

G3MP2B3    |-18.9  |     |     | 1.109|       |6.5    |    |     

G3MP2B3+   |-19.0  |     |     | 1.106|       |6.3    |    |     

G4MP2      |-22.2  |     |     | 1.271|       |6.9    |    |     

M062X/Def2T|-24.6  |     |     | 1.307|       |5.4    |    |     

B3/6-311++G|-0.7   |     |     | 1.547|       |34.8   |    |     

++++++++++++++++++++++++++++++++

oCl-phenoxide-

C6H4ClO  mw:126.996 Anion CAS: Z-29650-97-3 fg:33 cnt:586

HOF(A.)=   6.5/4.1 D+AH          | BDE(A-H)= 88.0/0.7  98BOR/MAR     

HOF(AH)= -29.4/4.0 GpAd 93SP     |

DacidS=21.0/3.0 Stat |  S(A-)=78.9/3.2 Acid |  S(AH)=83.9/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 337.1/2.0 IMRE | HOF(A-)=-51.7/4.6 Acid p:7

DacidH(AH)= 343.4/2.2 G+TS EA(ev)= 2.526

----

75RIC/STE2   Datum: EA=<2.58(8) eV PD   p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oclpho.zaf]

CBS-QB3    |-54.2  |344.0|336.3| 2.543|-32.5  |4.4    |25.8|89.0 

G3MP2B3    |-55.6  |344.4|336.7| 2.742|-32.7  |7.6    |25.8|92.5 

G3MP2B3+   |-55.8  |344.3|336.6| 2.748|-32.8  |7.6    |25.8|92.5 

G4MP2      |-54.7  |344.4|336.7| 2.628|-31.9  |5.9    |26.0|89.9 

M062X/Def2T|-55.5  |344.3|336.6| 2.557|-35.2  |3.4    |25.8|90.7 

B3/6-311++G|-31.3  |341.6|333.9| 2.539|-5.6   |27.2   |25.8|85.0 

++++++++++++++++++++++++++++++++

mCl-phenoxide-

C6H4ClO  mw:126.996 Anion CAS: Z-18938-14-2 fg:33 cnt:587

HOF(A.)=   1.2/2.2 D+AH          | BDE(A-H)= 89.9/1.0  98BOR/MAR     

HOF(AH)= -36.6/2.0  03SLA/LIE    |

DacidS=23.0/3.0 Stat |  S(A-)=80.9/3.2 Acid |  S(AH)=83.9/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 335.0/2.0 IMRE | HOF(A-)=-60.4/3.0 Acid p:9

DacidH(AH)= 341.9/2.2 G+TS EA(ev)= 2.674

Experimental .DELTA.fH(AH) is more stable than group additivity by 6 kcal/mol.

----

77MCM/KEB    Datum: DacidG= 335.5/2.0 IMRE p:7

DacidH(AH)= 342.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclpho.zaf]

CBS-QB3    |-55.1  |341.6|334.0| 2.608|-30.9  |5.0    |25.4|88.1 

G3MP2B3    |-56.5  |341.9|334.3| 2.802|-31.2  |8.1    |25.5|91.4 

G3MP2B3+   |-56.7  |341.8|334.2| 2.810|-31.3  |8.1    |25.4|91.5 

G4MP2      |-55.6  |342.0|334.4| 2.689|-30.5  |6.3    |25.7|88.9 

M062X/Def2T|-56.7  |341.8|334.2| 2.648|-33.8  |4.3    |25.6|90.3 

B3/6-311++G|-33.1  |338.9|331.4| 2.623|-4.8   |27.3   |25.4|84.2 

++++++++++++++++++++++++++++++++

pCl-phenoxide-

C6H4ClO  mw:126.996 Anion CAS: Z-24573-38-4 fg:33 cnt:588

HOF(A.)=   1.6/2.3 D+AH          | BDE(A-H)= 88.5/1.0  98BOR/MAR     

HOF(AH)= -34.8/2.1  03SLA/LIE    |

DacidS=23.0/1.0 Stat |  S(A-)=79.6/1.4 Acid |  S(AH)=82.6/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 336.2/2.0 IMRE | HOF(A-)=-57.4/2.9 Acid p:9

DacidH(AH)= 343.1/2.0 G+TS EA(ev)= 2.560

Experimental .DELTA.fH(AH) is more stable than group additivity by ca. 8 kcal/mol.

----

19QIA/ZHU    Datum: EA=2.4917(8) eV PVMI p:8

A dipole-bound anion is observed 11/6 cm-1 below threshold.

----

77MCM/KEB    Datum: DacidG= 336.8/2.0 IMRE p:7

DacidH(AH)= 343.7/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclpho.zaf]

CBS-QB3    |-53.5  |342.8|335.2| 2.467|-30.6  |3.4    |25.5|86.0 

G3MP2B3    |-54.8  |343.2|335.6| 2.661|-30.8  |6.5    |25.6|89.4 

G3MP2B3+   |-55.0  |343.1|335.5| 2.671|-30.9  |6.5    |25.6|89.5 

G4MP2      |-53.9  |343.2|335.5| 2.546|-30.0  |4.7    |25.7|86.8 

M062X/Def2T|-54.8  |343.1|335.6| 2.486|-33.3  |2.5    |25.4|87.9 

B3/6-311++G|-31.1  |340.5|332.9| 2.470|-4.4   |25.8   |25.6|82.3 

++++++++++++++++++++++++++++++++

p-benzoquinone..Cl-

C6H4ClO2  mw:142.991

Core ion CAS: Z-16887-00-6 Solvent: 106-51-4 fg:482 cnt:1898

HOF(solv)= -29.4/0.8 neut 94PED/   

----

86CHO/KEB2   Datum: DaffG= 9.5/1.6 IMRE | HOF(A-)=-83.7/0.8 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bqcl.zcf]

CBS-QB3    |-100.2 | 16.1|  9.2| 23.2|-27.3  |-56.7  

G3MP2B3    |-101.3 | 15.7|  8.8| 20.6|-29.4  |-56.1  

G3MP2B3+   |-101.3 | 15.7|  8.7| 23.3|-29.5  |-56.1  

G4MP2      |-99.2  | 16.4|  9.3| 23.6|-27.9  |-55.0  

M062X/Def2T|-96.5  | 20.3| 13.9| 21.5|-27.7  |-48.4  

B3/6-311++G|-77.6  |  3.9|  8.7| 20.5|-5.9   |-56.9  

++++++++++++++++++++++++++++++++

oCl-thiophenoxide-

mw:142.972 Anion CAS: Z-82044-20-0 fg:55 cnt:11984

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25KAN/WAN    Datum: EA=3() eV LPEI [21005(5) cm-1] p:8

Dipole bound state of the anion 113 cm-1 below the EA.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oclys.zaf]

CBS-QB3    |-13.9  |335.1|328.3| 2.907|16.7   |53.1   |22.9|88.5 

G3MP2B3    |-15.4  |335.7|328.9| 2.918|16.1   |51.9   |23.0|87.9 

G3MP2B3+   |-15.5  |335.8|329.1| 2.920|15.9   |51.8   |22.5|88.0 

G4MP2      |-14.9  |336.3|329.4| 2.786|16.0   |49.4   |23.3|85.5 

M062X/Def2T|-12.3  |335.6|328.6| 2.733|16.8   |50.8   |23.5|86.1 

B3/6-311++G|15.0   |334.1|327.4| 2.852|48.2   |80.8   |22.5|84.7 

++++++++++++++++++++++++++++++++

p-dichlorobenzene-.

C6H4Cl2  mw:145.970 Anion CAS: Z-55232-43-4 fg:115 cnt:9672

HOF(A.)=   5.4/0.4  94PED/       |
###### the following are "below the line": evaluated as not accurate ####

----

91WIL/CHE    Datum: EA=0.1 eV ECD  p:3

Composite computational methods(18BAR/) put the electron affinity as <0 eV. This may be a quadrupole-bound anion (17ZHA/LIU).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcl2ph.zzf]

CBS-QB3    |12.5   |     |     |-0.389|       |2.8    |    |     

G3MP2B3    |8.9    |     |     |-0.217|       |3.2    |    |     

G3MP2B3+   |9.1    |     |     |-0.225|       |3.1    |    |     

G4MP2      |9.9    |     |     |-0.252|       |3.3    |    |     

M062X/Def2T|7.2    |     |     |-0.242|       |0.8    |    |     

B3/6-311++G|24.7   |     |     | 0.334|       |31.6   |    |     

++++++++++++++++++++++++++++++++

o-dichlorobenzene-.

C6H4Cl2  mw:145.970 Anion CAS: Z-34531-00-5 fg:115 cnt:415

HOF(A.)=   7.2/0.5  94PED/       |
###### the following are "below the line": evaluated as not accurate ####

----

69STE/WEN    Datum: EA=0.094 eV ECD  [2.16 kcal] p:2

Composite computational methods(18BAR/) indicate an valence electron affinity of ca. -0.2 eV, unbound. This may represent a dipole-bound anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2ph.zzf]

G3MP2B3    |9.6    |     |     |-0.188|       |4.5    |    |     

G3MP2B3+   |9.6    |     |     |-0.193|       |4.4    |    |     

G4MP2      |7.2    |     |     |-0.079|       |4.7    |    |     

M062X/Def2T|15.0   |     |     |-0.510|       |2.4    |    |     

B3/6-311++G|25.3   |     |     | 0.367|       |34.1   |    |     

++++++++++++++++++++++++++++++++

oF-phenide-

C6H4F  mw:95.030 Anion CAS: Z-72863-52-6 fg:87 cnt:870

HOF(A.)=  33.8/3.0 D+AH          | BDE(A-H)= 110.8/4.5 D-EA          

HOF(AH)= -27.7/0.3  94PED/       |

DacidS=27.4/2.0 TDEq |  S(A-)=73.8/2.0 Acid |  S(AH)=72.4/0.1  69BEN/CRU

----

23MCG/MCG    Datum: EA=1.63(15) eV LPES p:9

Vertical Detachment Energy: 2.09(5) eV.

----

97BUK/NIB    Datum: DacidG= 378.6/2.0 IMRE | HOF(A-)=-6.6/2.1 Acid p:9

DacidH(AH)= 386.8/2.1 G+TS

----

96AND/RIV    Datum: DacidG= 379.1/2.0 IMRE p:8

DacidH(AH)= 387.3/2.1 G+TS

----

93MAT/ING    Datum: DacidH(AH)= 387.2/1.9 IMRB p:8

----

88MEO/KAF    Datum: DacidG= 378.9/2.0 TDEq p:8

DacidH(AH)= 387.2/2.5 TDEq

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

----

95WEN/SQU2   Datum: DacidH(AH)= 387.2/2.5 Bran p:7

DacidG(AH)= 379.0/2.6 H-TS

By HO- cleavage of substituted silanes.

----

75BRI/RIV    Datum: DacidG= 337.0/5.3 IMRB p:6

DacidH(AH)= 345.2/5.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6h4fo.zaf]

CBS-QB3    |-4.8   |387.9|380.0| 1.902|-26.9  |39.0   |26.6|118.1

G3MP2B3    |-7.8   |388.0|379.8| 1.974|-28.6  |37.7   |27.7|118.4

G3MP2B3+   |-7.6   |388.2|380.3| 1.970|-28.6  |37.7   |26.3|118.5

G4MP2      |-7.0   |387.6|379.8| 1.868|-27.5  |36.1   |26.2|115.6

M062X/Def2T|-5.9   |389.7|381.9| 1.604|-30.9  |31.0   |26.2|114.0

B3/6-311++G|10.9   |387.7|379.5| 1.772|-9.5   |51.7   |27.7|113.4

++++++++++++++++++++++++++++++++

mF-phenide-

C6H4F  mw:95.030 Anion CAS: Z-77748-35-7 fg:87 cnt:3029

HOF(A.)=  33.7/1.0 D+AH          |

HOF(AH)= -27.7/0.3  94PED/       |

DacidS=27.4/1.0 Stat |  S(A-)=73.8/1.0 Acid |  S(AH)=72.4/0.3  69STU/WES

----

95WEN/SQU2   Datum: DacidH(AH)= 395.2/2.0 Bran | HOF(A-)=1.8/2.0 Acid p:8

DacidG(AH)= 387.0/2.0 H-TS  EA(eV)= 1.383

By HO- cleavage of substituted silanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6h4fm.zaf]

CBS-QB3    |1.5    |394.2|386.4| 1.521|-26.9  |36.6   |26.4|115.6

G3MP2B3    |-2.0   |393.8|385.5| 1.626|-28.6  |35.4   |27.7|116.1

G3MP2B3+   |-1.9   |393.9|386.0| 1.621|-28.6  |35.4   |26.4|116.1

G4MP2      |-1.0   |393.7|385.8| 1.507|-27.5  |33.7   |26.2|113.3

M062X/Def2T|0.3    |395.9|388.0| 1.233|-30.9  |28.7   |26.3|111.6

B3/6-311++G|17.1   |393.9|385.7| 1.405|-9.5   |49.5   |27.7|111.1

++++++++++++++++++++++++++++++++

pF-phenide-

C6H4F  mw:95.030 Anion CAS: Z-77748-43-7 fg:87 cnt:3030

HOF(A.)=  33.7/0.6 D+AH          |

HOF(AH)= -27.7/0.3  94PED/       |

DacidS=26.0/1.0 Stat |  S(A-)=72.4/1.4 Acid |  S(AH)=72.4/1.0 GpAd 93SP

----

95WEN/SQU2   Datum: DacidH(AH)= 399.6/0.9 Bran | HOF(A-)=6.2/1.0 Acid p:8

DacidG(AH)= 391.9/1.0 H-TS

By HO- cleavage of substituted silanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6h4fp.zaf]

CBS-QB3    |3.1    |395.8|387.9| 1.492|-26.9  |37.4   |26.5|116.5

G3MP2B3    |0.0    |395.8|387.9| 1.578|-28.6  |36.3   |26.3|117.0

G3MP2B3+   |0.1    |395.9|388.1| 1.573|-28.6  |36.3   |26.3|117.1

G4MP2      |1.0    |395.6|387.8| 1.465|-27.5  |34.7   |26.2|114.3

M062X/Def2T|2.4    |398.0|390.1| 1.176|-30.9  |29.4   |26.3|112.4

B3/6-311++G|19.2   |396.0|387.7| 1.350|-9.5   |50.2   |27.6|111.9

++++++++++++++++++++++++++++++++

mF-nitrobenzene-.

C6H4FNO2  mw:141.023 Anion CAS: Z-34470-17-2 fg:107 cnt:410

HOF(A.)= -30.0/1.0 GpAd 93SP     |

----

86CHO/HEI    Datum: EA=1.24(9) eV TDEq [28.5(20) kcal] | HOF(A-)=-58.5/2.2 R-EA p:9

.DELTA.eaG(423 K) = -27.7 kcal/mol, .DELTA.S = -2 eu.

----

99HUH/KAN    Datum: EA=1.21(9) eV IMRE [27.8(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

85FUK/MCI    Datum: EA=1.21(5) eV IMRE [27.9(11) kcal] p:7

.DELTA.eaG(355 K) = -27.2 kcal/mol; .DELTA.eaS =-2.0, estimated from data in 86CHO/HEI.

----

89MOC/GRI    Datum: EA=<1.24(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfnb.zzf]

CBS-QB3    |-63.2  |     |     | 1.256|       |-34.3  |    |     

G3MP2B3    |-57.5  |     |     | 1.107|       |-32.2  |    |     

G3MP2B3+   |-57.5  |     |     | 1.101|       |-32.3  |    |     

M062X/Def2T|-64.0  |     |     | 1.302|       |-34.1  |    |     

B3/6-311++G|-42.3  |     |     | 1.550|       |-6.7   |    |     

++++++++++++++++++++++++++++++++

oF-nitrobenzene-.

C6H4FNO2  mw:141.023 Anion CAS: Z-34467-51-1 fg:107 cnt:982

HOF(A.)= -30.0/1.0 GpAd 93SP     |

----

86CHO/HEI    Datum: EA=1.08(9) eV IMRE [24.8(20) kcal] | HOF(A-)=-54.8/2.2 R-EA p:9

.DELTA.eaG(423 K) = -24.2 kcal/mol; .DELTA.eaS(estimated) = -1.6 eu.

----

85FUK/MCI    Datum: EA=1.11(5) eV IMRE [25.5(11) kcal] p:7

.DELTA.eaG(355 K) = -24.9 kcal/mol; .DELTA.eaS =-1.6, estimated from data in 86CHO/HEI.

----

89MOC/GRI    Datum: EA=<1.24(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ofnb.zzf]

CBS-QB3    |-53.9  |     |     | 1.124|       |-28.2  |    |     

G3MP2B3    |-48.2  |     |     | 0.961|       |-26.2  |    |     

G3MP2B3+   |-48.2  |     |     | 0.946|       |-26.6  |    |     

M062X/Def2T|-54.5  |     |     | 1.158|       |-28.0  |    |     

B3/6-311++G|-32.9  |     |     | 1.402|       |-0.7   |    |     

++++++++++++++++++++++++++++++++

pF-nitrobenzene-.

C6H4FNO2  mw:141.023 Anion CAS: Z-34467-53-3 fg:107 cnt:411

HOF(A.)= -30.0/1.0 GpAd 93SP     |

----

86CHO/HEI    Datum: EA=1.12(9) eV IMRE [25.8(20) kcal] | HOF(A-)=-55.8/2.2 R-EA p:9

.DELTA.eaG(423 K) = -25.0 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

99HUH/KAN    Datum: EA=1.08(9) eV IMRE [24.9(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

85FUK/MCI    Datum: EA=1.10(5) eV IMRE [25.4(11) kcal] p:6

.DELTA.eaG(355 K) = -24.7 kcal/mol; .DELTA.eaS =-2.0, estimated from data in 86CHO/HEI.
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.15(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfnb.zzf]

CBS-QB3    |-60.6  |     |     | 1.128|       |-34.8  |    |     

G3MP2B3    |-54.8  |     |     | 0.958|       |-32.9  |    |     

G3MP2B3+   |-54.9  |     |     | 0.956|       |-33.0  |    |     

G4MP2      |-57.5  |     |     | 1.134|       |-31.5  |    |     

M062X/Def2T|-61.3  |     |     | 1.147|       |-35.0  |    |     

B3/6-311++G|-40.2  |     |     | 1.416|       |-7.8   |    |     

++++++++++++++++++++++++++++++++

pF-nitrobenzene..NO2-

C6H4FN2O4  mw:187.016

Core ion CAS: Z-14797-65-0 Solvent: 350-46-9 fg:488 cnt:1814

HOF(solv)= -30.0/1.0 GpAd 93SP     

----

86GRI/CHO    Datum: DaffG= 9.1/2.0 TDAs | HOF(A-)=-89.2/2.2 AfIN p:9

DaffH(X..Y-)= 15.0/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pfnbno2.zcf]

G3MP2B3    |-87.3  | 10.0| -1.0| 37.0|-32.9  |-44.4  

G4MP2      |-85.7  |  9.2| -2.0| 37.5|-31.5  |-45.0  

M062X/Def2T|-88.0  | 15.4|  4.0| 38.2|-35.0  |-37.6  

B3/6-311++G|-60.2  |  8.1| -3.2| 37.9|-7.8   |-44.3  

++++++++++++++++++++++++++++++++

mF-phenoxide-

C6H4FO  mw:111.025 Anion CAS: Z-32376-33-3 fg:33 cnt:575

HOF(A.)= -30.3/2.2 D+AH          | BDE(A-H)= 90.2/1.9  98BOR/MAR     

HOF(AH)= -68.4/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=78.1/1.4 Acid |  S(AH)=81.1/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 336.8/2.0 IMRE | HOF(A-)=-90.4/2.3 Acid p:9

DacidH(AH)= 343.7/2.0 G+TS EA(ev)= 2.607

----

24CLA/GIB    Datum: EA=2.53(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

77MCM/KEB    Datum: DacidG= 337.6/2.0 IMRE p:7

DacidH(AH)= 344.5/2.0 G+TS

----

84HER/WEN    Datum: EA=2.61(9) eV ECD  [60.2(20) kcal] p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfpho.zaf]

CBS-QB3    |-91.9  |343.6|336.1| 2.502|-69.7  |-34.2  |25.2|87.7 

G3MP2B3    |-93.7  |343.9|336.4| 2.705|-70.4  |-31.4  |25.3|91.2 

G3MP2B3+   |-93.8  |343.9|336.3| 2.709|-70.5  |-31.4  |25.3|91.2 

G4MP2      |-92.3  |343.8|336.2| 2.602|-68.9  |-32.3  |25.5|88.7 

M062X/Def2T|-94.9  |343.9|336.5| 2.554|-74.2  |-36.0  |25.0|90.3 

B3/6-311++G|-73.6  |340.9|333.3| 2.542|-47.2  |-15.0  |25.3|84.3 

++++++++++++++++++++++++++++++++

oF-phenoxide-

C6H4FO  mw:111.025 Anion CAS: Z-32376-32-2 fg:33 cnt:1062

HOF(A.)= -33.7/2.2 D+AH          | BDE(A-H)= 86.8/1.9  98BOR/MAR     

HOF(AH)= -68.4/1.0 GpAd 93SP     |

DacidS=21.0/3.0 Stat |  S(A-)=76.1/3.2 Acid |  S(AH)=81.1/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 339.0/2.0 IMRE | HOF(A-)=-88.8/2.4 Acid p:9

DacidH(AH)= 345.3/2.2 G+TS EA(ev)= 2.392

----

24CLA/GIB    Datum: EA=2.43(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

77MCM/KEB    Datum: DacidG= 339.5/2.0 IMRE p:7

DacidH(AH)= 345.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ofpho.zaf]

CBS-QB3    |-88.7  |346.5|338.9| 2.409|-69.4  |-33.1  |25.5|88.4 

G3MP2B3    |-90.2  |346.7|339.1| 2.596|-69.7  |-30.4  |25.7|91.5 

G3MP2B3+   |-90.3  |346.7|339.1| 2.598|-69.8  |-30.4  |25.6|91.5 

G4MP2      |-88.9  |346.2|338.5| 2.497|-68.0  |-31.4  |25.9|88.7 

M062X/Def2T|-90.9  |346.8|339.1| 2.406|-73.0  |-35.5  |25.8|89.7 

B3/6-311++G|-69.9  |343.9|336.3| 2.422|-46.5  |-14.0  |25.6|84.6 

++++++++++++++++++++++++++++++++

pF-phenoxide-

C6H4FO  mw:111.025 Anion CAS: Z-32376-34-4 fg:33 cnt:576

HOF(A.)= -32.7/1.4 D+AH          | BDE(A-H)= 87.8/1.0  98BOR/MAR     

HOF(AH)= -68.4/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=76.8/1.4 Acid |  S(AH)=79.8/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 339.9/2.0 IMRE | HOF(A-)=-87.3/2.3 Acid p:9

DacidH(AH)= 346.8/2.0 G+TS EA(ev)= 2.369

----

19QIA/ZHU    Datum: EA=2.2950(6) eV PVMI p:8

A dipole-bound anion is observed  8/5 cm-1 below threshold.

----

24CLA/GIB    Datum: EA=2.30(2) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

77MCM/KEB    Datum: DacidG= 340.8/2.0 IMRE p:7

DacidH(AH)= 347.7/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfpho.zaf]

CBS-QB3    |-87.7  |346.9|339.4| 2.272|-68.8  |-35.3  |25.2|85.6 

G3MP2B3    |-89.1  |347.2|339.7| 2.453|-69.1  |-32.6  |25.2|88.6 

G3MP2B3+   |-89.3  |347.1|339.6| 2.460|-69.2  |-32.6  |25.3|88.7 

G4MP2      |-87.7  |347.0|339.4| 2.349|-67.5  |-33.5  |25.4|86.0 

M062X/Def2T|-89.9  |347.3|339.8| 2.262|-72.5  |-37.7  |25.4|86.9 

B3/6-311++G|-69.3  |343.9|336.4| 2.295|-46.0  |-16.4  |25.3|81.6 

++++++++++++++++++++++++++++++++

2,4-diF-anilide-

C6H4F2N  mw:128.032 Anion CAS: Z-204757-25-5 fg:47 cnt:1182

HOF(A.)= -32.9/2.0 D+AH          | BDE(A-H)= 90.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -71.5/0.4  07RIB/FER    |

DacidS=24.4/3.0 Stat |  S(A-)=85.3/3.2 Acid |  S(AH)=86.9/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 353.7/2.0 IMRE | HOF(A-)=-76.2/2.2 Acid p:9

DacidH(AH)= 361.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [24f2an.zaf]

CBS-QB3    |-76.4  |362.2|354.7| 1.831|-72.9  |-34.3  |25.1|90.7 

G3MP2B3    |-77.5  |361.8|353.8| 2.007|-72.1  |-31.3  |26.6|92.9 

G3MP2B3+   |-77.6  |361.6|354.0| 2.016|-72.0  |-31.3  |25.6|92.8 

G4MP2      |-76.0  |361.5|353.9| 1.885|-70.2  |-32.6  |25.3|89.7 

M062X/Def2T|-79.3  |362.6|355.0| 1.789|-77.1  |-38.1  |25.4|91.1 

B3/6-311++G|-57.5  |359.9|352.3| 1.853|-50.2  |-15.0  |25.6|87.3 

++++++++++++++++++++++++++++++++

p-difluorobenzene..O2-.

C6H4F2O2  mw:146.018

Core ion CAS: Z-11062-77-4 Solvent: 540-36-3 fg:491 cnt:7022

HOF(solv)= -73.3/0.2 neut 94PED/   

----

20DOB/THO2   Datum: EA=1.23(5) eV LPES p:8

Vertical Detachment Energy:1.860.05eV.

----

08KAN/TRO    Datum: EA=1.30(10) eV LPES p:8

++++++++++++++++++++++++++++++++

p-difluorobenzene..O4-.

C6H4F2O4  mw:178.008

Core ion CAS: Z-12596-84-8 Solvent: 540-36-3 fg:202 cnt:7024

HOF(solv)= -73.3/0.2 neut 94PED/   

----

08KAN/TRO    Datum: EA=1.62(10) eV LPES p:8

++++++++++++++++++++++++++++++++

SiF4..oNO2-phenoxide-

C6H4F4NO3Si  mw:241.990

Core ion CAS: Z-16554-53-3 Solvent: 7783-61-1 fg:233 cnt:4991

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 13.7/0.6 IMRE | HOF(A-)=-445.8/3.6 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifonpho.zcf]

G3MP2B3    |-473.8 | 32.3| 21.2| 37.1|-383.0 |-58.5  

M062X/Def2T|-479.3 | 34.3| 21.5| 43.2|-385.9 |-59.1  

B3/6-311++G|-402.8 | 30.5| 17.9| 42.1|-335.0 |-37.3  

++++++++++++++++++++++++++++++++

SiF4..pNO2-phenoxide-

C6H4F4NO3Si  mw:241.990

Core ion CAS: Z-14609-74-6 Solvent: 7783-61-1 fg:233 cnt:4992

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 13.9/0.6 IMRE | HOF(A-)=-452.0/2.9 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifpnpho.zcf]

G3MP2B3    |-482.4 | 31.8| 21.1| 35.8|-383.0 |-67.6  

M062X/Def2T|-489.4 | 34.6| 22.4| 41.0|-385.9 |-68.9  

B3/6-311++G|-413.6 | 30.4| 18.4| 40.2|-335.0 |-48.2  

++++++++++++++++++++++++++++++++

SiF4..oNO2-nitrobenzene-.

C6H4F4N2O4Si  mw:271.988

Core ion CAS: Z-34505-38-9 Solvent: 7783-61-1 fg:307 cnt:4976

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 7.2/0.6 IMRE | HOF(A-)=-403.1/2.4 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifoninb.zcf]

G3MP2B3    |-421.0 | 21.7| 11.7| 33.5|-383.0 |-16.3  

M062X/Def2T|-432.1 | 26.7| 15.1| 39.1|-385.9 |-19.5  

B3/6-311++G|-355.0 | 21.6| 10.3| 38.0|-335.0 |1.6    

++++++++++++++++++++++++++++++++

SiF4..mNO2-nitrobenzene-.

C6H4F4N2O4Si  mw:271.988

Core ion CAS: Z-34509-56-3 Solvent: 7783-61-1 fg:307 cnt:4978

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 8.2/0.6 IMRE p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifmninb.zcf]

G3MP2B3    |-430.7 | 25.0| 14.9| 33.8|-383.0 |-22.7  

B3/6-311++G|-365.3 | 21.9| 10.6| 38.1|-335.0 |-8.3   

++++++++++++++++++++++++++++++++

SiF4..pNO2-nitrobenzene-.

C6H4F4N2O4Si  mw:271.988

Core ion CAS: Z-34505-33-4 Solvent: 7783-61-1 fg:307 cnt:4997

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 4.2/0.6 TDAs | HOF(A-)=-439.2/1.3 AfIN p:8

DaffH(X..Y-)= 21.0/1.0 TDAs

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifpninb.zcf]

G3MP2B3    |-434.2 | 18.3|  8.1| 34.2|-383.0 |-32.9  

G4MP2      |-442.3 | 19.3|  7.9| 38.4|-386.0 |-36.9  

M062X/Def2T|-446.4 | 23.0| 11.9| 37.5|-385.9 |-37.5  

B3/6-311++G|-371.1 | 18.8|  7.1| 39.3|-335.0 |-17.2  

++++++++++++++++++++++++++++++++

SiF4..p-benzoquinone-.

C6H4F4O2Si  mw:211.992

Core ion CAS: Z-3225-29-4 Solvent: 7783-61-1 fg:313 cnt:4998

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 13.2/0.6 TDAs | HOF(A-)=-482.3/2.2 AfIN p:8

DaffH(X..Y-)= 24.0/2.0 TDAs

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sif4pbq.zcf]

G3MP2B3    |-486.3 | 29.9| 19.1| 36.0|-383.0 |-73.4  

G4MP2      |-491.9 | 31.4| 19.6| 39.6|-386.0 |-74.5  

M062X/Def2T|-494.2 | 33.4| 21.0| 41.4|-385.9 |-74.9  

B3/6-311++G|-422.9 | 30.6| 18.6| 40.3|-335.0 |-57.3  

++++++++++++++++++++++++++++++++

SiF4..oF-nitrobenzene-.

C6H4F5NO2Si  mw:244.994

Core ion CAS: Z-34467-51-1 Solvent: 7783-61-1 fg:307 cnt:4988

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 12.5/0.6 IMRE | HOF(A-)=-440.8/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifofnb.zcf]

G3MP2B3    |-461.6 | 30.3| 20.6| 32.6|-383.0 |-48.2  

M062X/Def2T|-475.0 | 34.6| 22.9| 39.0|-385.9 |-54.5  

B3/6-311++G|-398.4 | 30.5| 19.1| 38.1|-335.0 |-32.9  

++++++++++++++++++++++++++++++++

SiF4..mF-nitrobenzene-.

C6H4F5NO2Si  mw:244.994

Core ion CAS: Z-34470-17-2 Solvent: 7783-61-1 fg:307 cnt:4989

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 12.5/0.6 IMRE | HOF(A-)=-444.5/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifmfnb.zcf]

G3MP2B3    |-469.7 | 29.1| 19.0| 34.1|-383.0 |-57.5  

M062X/Def2T|-482.9 | 33.0| 21.3| 39.0|-385.9 |-64.0  

B3/6-311++G|-406.8 | 29.5| 18.0| 38.3|-335.0 |-42.3  

++++++++++++++++++++++++++++++++

SiF4..pF-nitrobenzene-.

C6H4F5NO2Si  mw:244.994

Core ion CAS: Z-34467-53-3 Solvent: 7783-61-1 fg:307 cnt:5000

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 13.9/0.6 TDAs | HOF(A-)=-474.8/3.0 AfIN p:8

DaffH(X..Y-)= 33.0/2.0 TDAs

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifpfnb.zcf]

G3MP2B3    |-468.3 | 30.4| 20.4| 33.6|-383.0 |-54.8  

G4MP2      |-475.1 | 31.6| 20.0| 39.1|-386.0 |-57.5  

M062X/Def2T|-482.1 | 34.8| 23.3| 38.5|-385.9 |-61.3  

B3/6-311++G|-405.9 | 30.6| 19.2| 38.4|-335.0 |-40.2  

++++++++++++++++++++++++++++++++

SF6..pNO2-nitrobenzene-.

C6H4F6N2O4S  mw:313.980

Core ion CAS: Z-34505-33-4 Solvent: 2551-62-4 fg:307 cnt:1903

HOF(solv)=-291.7/0.2 neut 87HER/   

----

86CHO/KEB2   Datum: DaffG=<1.9 IMRB | HOF(A-)=>-332.4/0.8 AfIN p:8

DaffH(X..Y-)=<8.5 G+TS

++++++++++++++++++++++++++++++++

SF6..mNO2-nitrobenzene-.

C6H4F6N2O4S  mw:313.980

Core ion CAS: Z-34509-56-3 Solvent: 2551-62-4 fg:307 cnt:1902

HOF(solv)=-291.7/0.2 neut 87HER/   

----

86CHO/KEB2   Datum: DaffG=<1.7 IMRB | HOF(A-)=>-324.3/2.0 AfIN p:8

DaffH(X..Y-)=<8.4 G+TS

++++++++++++++++++++++++++++++++

(H2O)2..C6F6-.

C6H4F6O2  mw:222.012 fg:314 cnt:6950

HOF(A.)= -32.4/4.0               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07EUS/WAN    Datum: EA=1.2(1) eV LPES | HOF(A-)=-60.1/3.3 AfIN p:8

DaffH(AH)=  2.3/3.3 dEA

Vertical Detachment Energy:1.93(3) eV. The stated EA is not adiabatic, just threshhold.

++++++++++++++++++++++++++++++++

mF-nitrobenzene..SF6-.

C6H4F7NO2S  mw:286.986

Core ion CAS: Z-25031-39-4 Solvent: 402-67-5 fg:208 cnt:1891

HOF(solv)= -30.0/1.0 GpAd 93SP     

----

86CHO/KEB2   Datum: DaffG= 7.9/1.6 TDAs | HOF(A-)=-361.6/2.5 AfIN p:8

DaffH(X..Y-)= 15.7/1.0 TDAs

++++++++++++++++++++++++++++++++

pI-phenoxide-

C6H4IO  mw:218.931 Anion CAS: Z-20359-73-3 fg:33 cnt:10726

HOF(AH)=  -3.1/3.0 GpAd 93SP     |

----

22KAN/KIM    Datum: EA=2.6100(19) eV LPES [21051.(15) cm-1] p:9

----

19QIA/ZHU    Datum: EA=2.6094(7) eV PVMI p:8

A dipole-bound anion is observed 53/5 cm-1 below threshold.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pipho.za0]

M062X/Def2T|-29.1  |340.9|333.3| 2.620|-5.2   |31.3   |25.4|88.7 

++++++++++++++++++++++++++++++++

oI-phenoxide-

C6H4IO  mw:218.931 Anion CAS: Z-20359-72-2 fg:33 cnt:11573

HOF(AH)=  -3.1/3.0 GpAd 93SP     |

----

22KAN/KIM    Datum: EA=2.6850(16) eV LPES [21656.(13) cm-1] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oipho.za0]

M062X/Def2T|-30.7  |341.2|333.5| 2.686|-7.1   |31.3   |25.7|90.5 

++++++++++++++++++++++++++++++++

mI-phenoxide-

C6H4IO  mw:218.931 Anion CAS: N-154286-40-5 fg:33 cnt:11574

HOF(AH)=  -3.1/2.0 GpAd 93SP     |

----

22KAN/KIM    Datum: EA=2.7001(30) eV LPES [21778.(24) cm-1] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mipho.za0]

M062X/Def2T|-30.2  |     |     | 2.721|       |32.6   |    |     

++++++++++++++++++++++++++++++++

Cyano-cyclopentadienide- | cyanocyclopentadienide-

C6H4N  mw:90.035 Anion CAS: Z-684208-06-8 fg:77 cnt:11752

----

25KAN/BRE    Datum: EA=3(3) eV LPES [2.7741(3) eV] p:8

There is a radical excited state 151 cm-1 up, and a dipole bound state of the anion at 94 cm-1.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpcn.zaf]

CBS-QB3    |29.6   |331.2|323.7| 2.776|64.2   |94.0   |25.0|81.9 

G3MP2B3    |25.5   |332.4|325.0| 2.834|60.3   |91.4   |25.0|83.2 

G3MP2B3+   |25.4   |332.4|325.0| 2.837|60.1   |91.2   |25.0|83.2 

G4MP2      |26.0   |332.1|324.7| 2.790|61.1   |90.7   |25.0|81.8 

M062X/Def2T|27.0   |328.6|321.2| 2.867|63.0   |93.4   |24.9|82.5 

B3/6-311++G|43.5   |331.1|323.7| 2.759|79.6   |107.5  |24.9|80.0 

++++++++++++++++++++++++++++++++

o-benzoquinone-imine-

C6H4NO  mw:106.030 Anion CAS: Z-2135772-99-3 fg:52 cnt:8999

----

17HOS/DEN    Datum: EA=3.256(5) eV LPES p:9

Quartet neutral state.

----

17HOS/DEN    Datum: EA=1.715(10) eV LPES p:9

Doublet neutral state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obqim.zaf]

CBS-QB3    |33.3   |375.5|367.7| 1.429|23.5   |66.3   |26.4|94.9 

G3MP2B3    |29.2   |375.7|367.8| 1.579|20.6   |65.6   |26.6|97.1 

G3MP2B3+   |29.0   |375.8|367.9| 1.581|20.5   |65.5   |26.5|97.1 

G4MP2      |30.1   |     |     | 1.472|       |64.1   |    |     

M062X/Def2T|34.9   |377.0|367.8| 1.357|22.6   |65.7   |30.9|95.2 

B3/6-311++G|46.6   |372.9|365.0| 1.537|41.0   |82.1   |26.5|93.2 

++++++++++++++++++++++++++++++++

m-benzoquinone-imine-

C6H4NO  mw:106.030 Anion CAS: Z-219298-21-2 fg:52 cnt:9000

----

17HOS/DEN    Datum: EA=2.11(2) eV LPES p:9

Quartet neutral state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mbqim-t.zaf]

CBS-QB3    |31.4   |344.8|337.2| 2.556|52.3   |90.3   |25.8|90.1 

G3MP2B3    |29.8   |342.3|334.6| 2.687|54.7   |91.7   |25.8|89.1 

G3MP2B3+   |29.7   |342.2|334.5| 2.689|54.7   |91.7   |25.8|89.1 

G4MP2      |29.5   |342.5|334.8| 2.734|54.2   |92.5   |25.8|90.4 

M062X/Def2T|28.7   |341.6|334.0| 2.538|51.8   |87.2   |25.4|87.5 

B3/6-311++G|41.1   |343.1|335.4| 2.587|65.2   |100.7  |25.8|87.6 

++++++++++++++++++++++++++++++++

p-benzoquinone-imine-

C6H4NO  mw:106.030 Anion CAS: N-244763-94-8 fg:52 cnt:9001

----

17HOS/DEN    Datum: EA=1.675(10) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbqim.zaf]

CBS-QB3    |22.1   |366.7|359.4| 1.679|21.1   |60.8   |24.4|91.8 

G3MP2B3    |18.6   |367.6|359.9| 1.692|18.2   |57.7   |25.8|91.6 

G3MP2B3+   |18.6   |367.8|360.5| 1.683|18.0   |57.4   |24.3|91.5 

G4MP2      |19.3   |     |     | 1.613|       |56.5   |    |     

M062X/Def2T|22.4   |366.6|359.4| 1.642|20.5   |60.3   |24.1|91.9 

B3/6-311++G|35.7   |364.1|356.8| 1.777|38.9   |76.7   |24.3|89.9 

++++++++++++++++++++++++++++++++

2-aza-benzoate-

C6H4NO2  mw:122.025 Anion CAS: Z-3198-27-4 fg:35 cnt:6879 BDE(A-H)= 115.6/2.9 D-EA          

HOF(AH)= -58.1/3.0 GpAd 93SP     |

DacidS=24.0/2.0 Stat | 

----

03WAN/DAC    Datum: EA=3.70(10) eV LPES p:9

Vertical Detachment Energy:4.00(10) eV.

----

07SCH/WEN    Datum: DacidH(AH)= 343.9/1.8 CIDC | HOF(A-)=-79.9/3.5 Acid p:8

DacidG(AH)= 336.7/1.9 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2nphco2.zaf]

CBS-QB3    |-80.9  |344.4|336.0| 3.664|-59.6  |3.6    |28.1|115.3

G3MP2B3    |-81.5  |345.2|337.2| 3.666|-59.5  |3.1    |26.7|114.6

G4MP2      |-80.4  |345.0|336.7| 3.521|-58.2  |0.8    |27.8|111.2

M062X/Def2T|-81.5  |345.4|336.5| 3.567|-62.2  |0.8    |29.7|115.1

B3/6-311++G|-59.7  |343.4|334.5| 3.422|-35.8  |19.2   |29.9|107.1

++++++++++++++++++++++++++++++++

4-aza-benzoate-

C6H4NO2  mw:122.025 Anion CAS: Z-3198-31-0 fg:35 cnt:6880

HOF(A.)=  -0.7/3.6 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -58.1/2.0 GpAd 93SP     |

DacidS=24.3/2.0 Stat | 

----

03WAN/DAC    Datum: EA=4.05(10) eV LPES p:9

Vertical Detachment Energy:4.35(10) eV.

----

07SCH/WEN    Datum: DacidH(AH)= 332.6/1.7 CIDC | HOF(A-)=-91.2/2.6 Acid p:8

DacidG(AH)= 325.4/1.8 H-TS  EA(eV)= 3.924

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4nphco2.zaf]

CBS-QB3    |-89.7  |326.9|319.5| 3.954|-50.8  |1.6    |24.8|104.5

G3MP2B3    |-90.1  |333.9|326.3| 3.969|-56.8  |1.5    |25.3|110.4

G3MP2B3+   |-90.3  |     |     | 3.970|       |1.4    |    |     

G4MP2      |-89.0  |     |     | 3.860|       |0.1    |    |     

M062X/Def2T|-90.3  |327.7|320.3| 4.019|-53.3  |2.5    |24.9|108.0

B3/6-311++G|-68.4  |325.3|317.9| 3.826|-26.4  |19.9   |24.8|98.5 

++++++++++++++++++++++++++++++++

pNO-phenoxide-

C6H4NO2  mw:122.025 Anion CAS: Z-45713-45-9 fg:33 cnt:583

HOF(AH)=   5.0/2.0 Est3          |

DacidS=24.4/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 321.5/2.0 IMRE | HOF(A-)=-31.9/2.9 Acid p:9

DacidH(AH)= 328.8/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnopho.zaf]

CBS-QB3    |-34.9  |327.1|319.8| 2.975|3.7    |33.9   |24.7|82.2 

G3MP2B3    |-36.2  |327.7|320.4| 2.984|3.2    |32.7   |24.6|81.6 

G3MP2B3+   |-36.4  |327.7|320.3| 2.983|3.1    |32.5   |24.7|81.5 

G4MP2      |-35.3  |327.9|320.5| 2.860|4.0    |30.8   |24.7|78.9 

M062X/Def2T|-36.1  |327.4|320.1| 2.919|1.2    |31.3   |24.5|82.2 

B3/6-311++G|-19.6  |322.3|314.9| 2.994|25.4   |49.6   |24.6|76.2 

++++++++++++++++++++++++++++++++

nitrophenide-

C6H4NO2  mw:122.025 Anion CAS: Z-77748-25-5 fg:87 cnt:1842

HOF(AH)=  16.1/0.1  94PED/       |

DacidS=25.7/2.0 Stat | 

----

89CHE/GRA    Datum: DacidG= 369.3/3.0 IMRB | HOF(A-)=27.4/3.1 Acid p:8

DacidH(AH)= 377.0/3.1 G+TS

Between EtOH, iPrOH.
###### the following are "below the line": evaluated as not accurate ####

----

88MEO/KAF    Datum: DacidG= 346.5/3.0 IMRB p:4

DacidH(AH)= 354.2/3.1 G+TS

Composite computational methods(18BAR/) indicate .DELTA.acidH ca. 381 kcal/mol, or 26 kcal/mol weaker than reported here.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ono2ph.zaf]

CBS-QB3    |27.9   |380.7|372.2| 2.235|12.9   |79.4   |28.7|118.6

G3MP2B3    |27.2   |380.8|371.9| 2.314|13.6   |80.5   |29.9|118.9

G4MP2      |27.5   |380.5|371.5| 2.170|14.2   |77.4   |30.2|115.4

M062X/Def2T|29.4   |380.6|372.1| 2.000|13.6   |75.5   |28.5|114.0

B3/6-311++G|48.5   |380.0|371.8| 2.109|35.7   |97.0   |27.5|113.4

++++++++++++++++++++++++++++++++

3-aza-benzoate- (nicotinic acid M-H)

C6H4NO2  mw:122.025 Anion CAS: Z-3308-39-2 fg:35 cnt:4742

HOF(A.)=   2.8/3.6 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -52.9/0.4  94PED/       |

DacidS=23.5/3.0 Stat | 

----

03WAN/DAC    Datum: EA=3.95(10) eV LPES p:9

Vertical Detachment Energy:4.30(1) eV.

----

07SCH/WEN    Datum: DacidH(AH)= 334.4/2.0 CIDC | HOF(A-)=-84.2/2.0 Acid p:8

DacidG(AH)= 327.4/2.2 H-TS  EA(eV)= 3.846

----

99BRE/KNO    Datum: DacidG= 326.4/2.7 IMRB p:7

DacidH(AH)= 333.4/2.8 G+TS

Acid: nicotinic acid.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3nphco2.zaf]

CBS-QB3    |-88.4  |334.6|327.0| 3.877|-57.2  |1.1    |25.5|110.5

G3MP2B3    |-88.8  |335.6|328.5| 3.886|-57.2  |0.9    |23.9|110.2

G3MP2B3+   |-89.0  |335.6|327.9| 3.886|-57.3  |0.8    |25.7|110.2

G4MP2      |-87.8  |335.5|328.0| 3.777|-56.1  |-0.6   |25.3|107.6

M062X/Def2T|-88.9  |336.1|328.4| 3.918|-60.3  |1.6    |25.6|114.0

B3/6-311++G|-67.0  |334.1|326.5| 3.724|-33.8  |19.0   |25.7|104.9

++++++++++++++++++++++++++++++++

3-CHO-2-pyridonide-

C6H4NO2  mw:122.025 Anion CAS: A-36404-89-4 fg:48 cnt:8375

HOF(AH)= -48.0/2.0 Est3          |

DacidS=28.0/3.0 Stat | 

----

12MIC/PET    Datum: DacidH(AH)= 336.0/3.0 CIDC | HOF(A-)=-77.7/3.6 Acid p:8

DacidG(AH)= 327.7/3.1 H-TS

Authors' calculations indicate that the enol and keto forms of the acid are comparable in stability.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3chopyro.zaf]

CBS-QB3    |-77.4  |336.3|328.1|      |-47.9  |       |27.6|     

G3MP2B3    |-78.3  |336.8|328.6| 3.469|-47.9  |1.8    |27.7|101.9

G3MP2B3+   |-78.4  |336.8|328.4| 3.473|-48.0  |1.8    |28.2|101.9

G4MP2      |-76.9  |336.9|328.6| 3.334|-46.7  |0.1    |27.9|98.8 

M062X/Def2T|-80.0  |335.9|327.6| 3.382|-51.2  |-1.9   |27.8|101.4

B3/6-311++G|-59.1  |333.7|325.2| 3.377|-25.5  |18.8   |28.2|96.5 

++++++++++++++++++++++++++++++++

pNO2-phenoxide-

C6H4NO3  mw:138.020 Anion CAS: Z-14609-74-6 fg:33 cnt:596

HOF(A.)=  14.5/2.0 D+AH          | BDE(A-H)= 94.7/1.9  98BOR/MAR     

HOF(AH)= -28.1/0.5  03SLA/LIE    |

DacidS=23.0/2.0 Stat | 

----

81FUJ/MCI #  Datum: DacidG= 320.9/2.0 IMRE | HOF(A-)=-66.0/2.2 Acid p:9

DacidH(AH)= 327.8/2.1 G+TS EA(ev)= 3.493

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pno2pho.zaf]

CBS-QB3    |-68.8  |327.6|320.3| 3.313|-30.7  |7.7    |24.4|90.5 

G3MP2B3    |-67.6  |328.5|321.6| 3.479|-28.9  |12.7   |23.2|93.7 

G3MP2B3+   |-67.9  |328.5|321.1| 3.484|-29.1  |12.6   |24.6|93.8 

G4MP2      |-66.6  |328.4|321.1| 3.328|-27.9  |10.3   |24.7|90.3 

M062X/Def2T|-68.9  |326.5|319.1| 3.437|-30.7  |10.5   |24.8|93.3 

B3/6-311++G|-48.2  |322.4|315.0| 3.478|-3.2   |32.2   |24.6|87.5 

++++++++++++++++++++++++++++++++

mNO2-phenoxide-

C6H4NO3  mw:138.020 Anion CAS: Z-16554-54-4 fg:33 cnt:595

HOF(A.)=  15.1/1.9 D+AH          | BDE(A-H)= 93.3/1.9  98BOR/MAR     

HOF(AH)= -26.1/0.3  03SLA/LIE    |

DacidS=23.0/2.0 Stat | 

----

81FUJ/MCI #  Datum: DacidG= 327.5/2.0 IMRE | HOF(A-)=-57.4/2.1 Acid p:9

DacidH(AH)= 334.4/2.1 G+TS EA(ev)= 3.145

----

77MCM/KEB    Datum: DacidG= 327.7/2.0 IMRE p:7

DacidH(AH)= 334.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mno2pho.zaf]

CBS-QB3    |-60.9  |335.1|327.5| 3.005|-30.3  |8.4    |25.5|90.8 

G3MP2B3    |-60.0  |335.4|327.8| 3.172|-28.2  |13.2   |25.5|93.5 

G3MP2B3+   |-60.2  |335.3|327.7| 3.178|-28.4  |13.1   |25.7|93.5 

G4MP2      |-59.0  |335.3|327.6| 3.026|-27.1  |10.8   |25.7|90.0 

M062X/Def2T|-59.6  |334.6|327.0| 3.044|-29.5  |10.6   |25.4|92.2 

B3/6-311++G|-37.4  |331.7|324.0| 3.036|-1.8   |32.6   |25.8|86.6 

++++++++++++++++++++++++++++++++

oNO2-phenoxide-

C6H4NO3  mw:138.020 Anion CAS: Z-16554-53-3 fg:33 cnt:1188

HOF(A.)=   4.6/2.0 D+AH          | BDE(A-H)= 87.5/1.9  98BOR/MAR     

HOF(AH)= -30.8/0.4  03SLA/LIE    |

DacidS=24.0/3.0 Stat | 

----

77MCM/KEB    Datum: DacidG= 329.5/2.0 IMRE | HOF(A-)=-59.8/2.2 Acid p:7

DacidH(AH)= 336.7/2.2 G+TS EA(ev)= 2.796

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ono2pho.zaf]

CBS-QB3    |-59.5  |339.4|330.2| 3.122|-33.1  |12.6   |30.8|97.8 

G3MP2B3    |-58.5  |340.0|331.4| 3.371|-31.2  |19.3   |28.7|102.7

G3MP2B3+   |-58.7  |339.9|331.1| 3.288|-31.4  |17.2   |29.6|100.8

G4MP2      |-57.5  |339.8|331.2| 3.156|-30.1  |15.4   |28.8|97.6 

M062X/Def2T|-59.1  |338.7|330.2| 3.254|-33.1  |16.0   |28.6|101.3

B3/6-311++G|-37.3  |336.3|327.5| 3.233|-6.2   |37.4   |29.4|95.7 

++++++++++++++++++++++++++++++++

2-carboxy-3-aza-phenoxide-

C6H4NO3  mw:138.020 Anion CAS: Z-106720-20-1 fg:33 cnt:4743

HOF(AH)= -100.2/2.0 GpAd 93SP    |

DacidS=23.4/3.0 Calc | 

----

99BRE/KNO    Datum: DacidG= 326.3/2.7 IMRB | HOF(A-)=-132.6/3.5 Acid p:8

DacidH(AH)= 333.3/2.8 G+TS

Acid: 2-hydroxypicolinic acid.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2c3npho.zaf]

CBS-QB3    |-144.4 |319.2|312.2|      |-97.9  |       |23.3|     

G3MP2B3    |-143.5 |319.9|312.6| 3.821|-96.2  |-55.1  |24.4|93.2 

G3MP2B3+   |-143.5 |320.0|313.0| 3.821|-96.3  |-55.1  |23.4|93.3 

G4MP2      |-141.6 |320.1|313.1| 3.664|-94.5  |-56.8  |23.4|89.8 

M062X/Def2T|-144.8 |316.3|310.8| 3.660|-96.4  |-60.6  |18.4|87.9 

B3/6-311++G|-118.4 |313.4|307.3| 3.660|-64.5  |-33.7  |20.5|82.9 

++++++++++++++++++++++++++++++++

mNO2-nitrobenzene-.

C6H4N2O4  mw:168.018 Anion CAS: Z-34509-56-3 fg:107 cnt:450

HOF(A.)=  14.0/0.2  76FER/PIA    |

----

86CHO/HEI    Datum: EA=1.66(9) eV IMRE [38.2(20) kcal] | HOF(A-)=-24.2/2.0 R-EA p:9

.DELTA.eaG(423 K) = -36.9 kcal/mol; .DELTA.eaS(estimated) = -3.2 eu.

----

85FUK/MCI    Datum: EA=1.65(5) eV IMRE [38.1(11) kcal] p:7

.DELTA.eaG(355 K) = -37.0 kcal/mol; .DELTA.eaS =-3.2, estimated from data in 86CHO/HEI.

----

99DES/PER2   Datum: EA=0.105(25) eV Rydb p:6

Dipole bound state.

----

89MOC/GRI    Datum: EA=<1.65(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mno22ph.zzf]

CBS-QB3    |-30.8  |     |     | 1.664|       |7.5    |    |     

G3MP2B3    |-22.7  |     |     | 1.490|       |11.6   |    |     

G3MP2B3+   |-22.8  |     |     | 1.484|       |11.3   |    |     

G4MP2      |-26.8  |     |     | 1.703|       |12.4   |    |     

M062X/Def2T|-27.2  |     |     | 1.720|       |12.3   |    |     

B3/6-311++G|-8.3   |     |     | 2.124|       |40.6   |    |     

++++++++++++++++++++++++++++++++

pNO2-nitrobenzene-.

C6H4N2O4  mw:168.018 Anion CAS: Z-34505-33-4 fg:107 cnt:979

HOF(A.)=  13.7/0.7  76FER/PIA    |

----

18ANS/GAR    Datum: EA=1.99(1) eV PVMI | HOF(A-)=-32.2/0.7 R-EA p:9

----

86CHO/GRI    Datum: EA=2.00(10) eV TDEq [46.2(23) kcal] p:8

.DELTA.eaG(423 K) = -44.3 kcal/mol; .DELTA.eaS = -4.5 eu.

----

85FUK/MCI    Datum: EA=1.99(5) eV IMRE [46.0(11) kcal] p:7

.DELTA.eaG(355 K) = -44.4 kcal/mol; .DELTA.eaS =-4.5, estimated from data in 86CHO/HEI.

----

99DES/PER2   Datum: EA=0.025 eV Rydb p:6

Quadrupole bound state.
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<3.10(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pno22ph.zzf]

CBS-QB3    |-40.5  |     |     | 2.067|       |7.2    |    |     

G3MP2B3    |-32.9  |     |     | 1.926|       |11.5   |    |     

G3MP2B3+   |-33.1  |     |     | 1.925|       |11.3   |    |     

G4MP2      |-36.9  |     |     | 2.139|       |12.4   |    |     

M062X/Def2T|-37.5  |     |     | 2.163|       |12.4   |    |     

B3/6-311++G|-17.2  |     |     | 2.506|       |40.6   |    |     

++++++++++++++++++++++++++++++++

oNO2-nitrobenzene-.

C6H4N2O4  mw:168.018 Anion CAS: Z-34505-38-9 fg:107 cnt:1631

HOF(A.)=  21.0/0.5  76FER/PIA    |

----

86CHO/HEI    Datum: EA=1.65(9) eV IMRE [38.1(20) kcal] | HOF(A-)=-17.1/2.1 R-EA p:8

.DELTA.eaG(423 K) = -36.9 kcal/mol; .DELTA.eaS(estimated) = -3.2 eu.

----

89MOC/GRI    Datum: EA=<1.77(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ono2nb.zzf]

CBS-QB3    |-25.0  |     |     | 1.746|       |15.3   |    |     

G3MP2B3    |-16.3  |     |     | 1.535|       |19.2   |    |     

G4MP2      |-19.9  |     |     | 1.742|       |20.3   |    |     

M062X/Def2T|-19.5  |     |     | 1.794|       |21.8   |    |     

B3/6-311++G|1.6    |     |     | 2.093|       |49.9   |    |     

++++++++++++++++++++++++++++++++

benzotriazolide-

C6H4N3  mw:118.041 Anion CAS: Z-45665-96-1 fg:51 cnt:1257

HOF(AH)=  85.0/0.3  20FRE/RIB    |

DacidS=24.6/2.0 Stat | 

----

88CAT/CLA    Datum: DacidG= 330.8/2.0 IMRE | HOF(A-)=57.4/2.1 Acid p:9

DacidH(AH)= 338.1/2.1 G+TS

Revised: 91TAF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [btriaz.zaf]

CBS-QB3    |48.1   |334.8|327.3|      |79.1   |       |25.0|     

G3MP2B3    |47.1   |335.2|327.7| 3.748|79.1   |133.8  |25.1|106.8

G3MP2B3+   |46.9   |335.1|327.6| 3.753|78.9   |133.7  |25.2|106.9

G4MP2      |46.8   |335.3|327.8| 3.660|78.7   |131.5  |25.2|104.9

M062X/Def2T|48.1   |336.7|329.2| 3.598|76.1   |131.3  |25.2|107.3

B3/6-311++G|66.1   |336.3|328.8| 3.503|97.0   |147.1  |25.2|102.2

++++++++++++++++++++++++++++++++

mN3-phenoxide-

C6H4N3O  mw:134.036 Anion CAS: A-51642-25-2 fg:33 cnt:11501

DacidS=25.5/1.0 Stat | 

----

22JAW/MIS    Datum: DacidH(AH)= 340.8/2.0 CIDC p:7

DacidG(AH)= 333.2/2.0 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mn3pho.zaf]

CBS-QB3    |32.2   |341.3|333.7| 2.632|56.7   |92.9   |25.5|88.4 

G3MP2B3    |30.5   |341.5|333.8| 2.840|56.2   |96.0   |25.8|91.8 

G3MP2B3+   |30.3   |341.5|333.8| 2.845|56.0   |95.8   |25.7|91.9 

G4MP2      |31.0   |341.5|333.8| 2.703|56.6   |93.3   |25.9|88.8 

M062X/Def2T|29.7   |342.4|334.7| 2.656|52.0   |90.9   |25.7|91.1 

B3/6-311++G|47.8   |339.2|331.5| 2.646|75.9   |108.8  |25.7|85.0 

++++++++++++++++++++++++++++++++

pN3-phenoxide-

C6H4N3O  mw:134.036 Anion CAS: Z-405137-06-6 fg:33 cnt:11502

DacidS=25.5/1.0 Stat | 

----

22JAW/MIS    Datum: DacidH(AH)= 340.3/1.9 CIDC p:7

DacidG(AH)= 332.7/1.9 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pn3pho.zaf]

CBS-QB3    |33.4   |341.7|334.1| 2.383|57.4   |88.3   |25.3|83.0 

G3MP2B3    |32.0   |341.9|334.4| 2.595|57.3   |91.8   |25.3|86.6 

G3MP2B3+   |31.7   |341.8|334.3| 2.606|57.1   |91.7   |25.4|86.8 

G4MP2      |32.5   |341.9|334.4| 2.461|57.7   |89.2   |25.4|83.6 

M062X/Def2T|31.0   |342.5|335.0| 2.382|53.2   |85.9   |25.3|84.8 

B3/6-311++G|48.0   |338.4|330.8| 2.447|76.9   |104.3  |25.3|79.6 

++++++++++++++++++++++++++++++++

mNO2-nitrobenzene..NO2-

C6H4N3O6  mw:214.011

Core ion CAS: Z-14797-65-0 Solvent: 99-65-0 fg:488 cnt:1817

HOF(solv)=  14.0/0.2 neut 76FER/PIA

----

86GRI/CHO    Datum: DaffG= 14.4/2.0 TDAs | HOF(A-)=-51.4/2.0 AfIN p:9

DaffH(X..Y-)= 21.2/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mninbno2.zcf]

G3MP2B3    |-52.5  | 19.7| 11.3| 27.9|11.6   |-44.4  

G4MP2      |-51.6  | 19.0| 10.4| 28.7|12.4   |-45.0  

M062X/Def2T|-47.7  | 22.3| 14.7| 25.6|12.3   |-37.6  

B3/6-311++G|-23.1  | 19.4| 11.9| 25.2|40.6   |-44.3  

++++++++++++++++++++++++++++++++

p-benzoquinone-.

C6H4O2  mw:108.022 Anion CAS: Z-3225-29-4 fg:113 cnt:377

HOF(A.)= -29.4/0.8  94PED/       | BDE(A-H)= 58.8/3.1 R-AH           

HOF(AH)= -36.1/3.0 d+ah          |

----

99SCH/WEI    Datum: EA=1.860(5) eV LPES | HOF(A-)=-72.3/0.9 R-EA p:9

DacidH(AH)= 329.5/2.5 D-EA

Neutral T1 state is 2.3 eV higher in energy: 11SIE/VOG2.

----

11FU_/YAN    Datum: EA=1.85(1) eV LPES p:8

Triplet state of neutral is 2.32 eV higher.

----

05FAT/KAS    Datum: DacidH(AH)= 331.7/1.7 IMRB | HOF(A-)=-70.1/3.4 Acid p:8

----

19MEN/WIL    Datum: EA=1.82(2) eV LPES p:7

Vertical Detachment Energy:2.24(2) eV.

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

14WES/BUL    Datum: EA=0() eV [ eV] p:7

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

13HOR/LI     Datum: EA=0() eV [ eV] p:7

----

88HEI/CHO    Datum: EA=1.91(6) eV TDEq [44.1(14) kcal] p:7

.DELTA.eaG(423 K) = -42.4 kcal/mol; .DELTA.eaS = -4.0 eu.

----

85MAR/COM    Datum: EA=1.99(5) eV LPD  p:7

----

85FUK/MCI    Datum: EA=1.93(5) eV IMRE [44.5(11) kcal] p:7

.DELTA.eaG(355 K) = -43.1 kcal/mol; .DELTA.eaS =-4.0, estimated from data in 88HEI/CHO.

----

75COO/NAF    Datum: EA=1.89(30) eV NBIE p:6
###### the following are "below the line": evaluated as not accurate ####

----

70COL/CHR    Datum: EA=>0.0 eV ES   p:3

----

66FAR/PAG    Datum: EA=1.37(8) eV SI   [31.7(19) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbq.zzf]

CBS-QB3    |-73.1  |325.2|317.8| 1.979|-32.6  |-27.3  |24.9|57.3 

G3MP2B3    |-73.4  |324.0|316.6| 1.902|-30.2  |-29.4  |24.8|52.9 

G3MP2B3+   |-73.5  |324.0|316.6| 1.901|-30.3  |-29.5  |24.9|52.8 

G4MP2      |-74.5  |324.0|316.6| 2.017|-31.4  |-27.9  |25.0|55.6 

M062X/Def2T|-74.9  |324.4|316.9| 2.041|-34.6  |-27.7  |25.0|59.0 

B3/6-311++G|-57.3  |322.9|315.5| 2.221|-12.9  |-5.9   |24.8|59.1 

++++++++++++++++++++++++++++++++

o-benzoquinone-.

C6H4O2  mw:108.022 Anion CAS: Z-20526-43-6 fg:113 cnt:1153

HOF(A.)= -21.0/3.0 Est3          | BDE(A-H)= 65.7/3.3 R-AH           

HOF(AH)= -34.6/1.3 d+ah          |

DacidS=26.6/3.0 Calc | 

----

11FU_/YAN    Datum: EA=1.90(1) eV LPES p:8

DacidH(AH)= 335.5/2.6 D-EA

Triplet state of neutral is 1.68 eV higher.

----

05FAT/KAS    Datum: DacidH(AH)= 335.2/2.0 IMRB p:8

----

05FAT/KAS    Datum: EA=1.90(13) eV IMRB p:8

----

85MAR/COM    Datum: EA=1.62(5) eV LPD  p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obq.zzf]

CBS-QB3    |-66.7  |337.5|329.6| 2.049|-38.5  |-19.4  |26.6|71.2 

G3MP2B3    |-67.5  |336.1|328.2| 1.986|-36.4  |-21.6  |26.5|67.0 

G3MP2B3+   |-67.3  |336.5|328.6| 1.972|-36.5  |-21.7  |26.5|66.9 

G4MP2      |-68.5  |336.1|328.1| 2.088|-37.4  |-20.3  |26.6|69.3 

M062X/Def2T|-68.7  |336.9|329.0| 2.102|-41.0  |-20.1  |26.6|72.9 

B3/6-311++G|-50.6  |335.6|327.7| 2.256|-18.9  |1.6    |26.5|72.6 

++++++++++++++++++++++++++++++++

m-benzoquinone-.

C6H4O2  mw:108.022 Anion CAS: Z-54560-45-1 fg:113 cnt:8067

HOF(A.)=   6.8/4.1  05FAT/KAS    | BDE(A-H)= 91.3/2.8 D-EA           

HOF(AH)= -32.4/5.0 R-DH          |

----

14CHE/HRO    Datum: EA=2.875(10) eV LPES p:9

Triplet ground state. The singlet state is 9.0 kcal/mol higher.

----

11FU_/YAN    Datum: EA=2.89(1) eV LPES p:8

----

05FAT/KAS    Datum: DacidH(AH)= 338.6/2.8 IMRB | HOF(A-)=-59.5/5.7 Acid p:8

----

05FAT/KAS    Datum: EA=2.82(10) eV IMRB p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mbq.zzf]

CBS-QB3    |-58.9  |335.9|328.4| 2.829|-29.0  |6.4    |25.3|87.5 

G3MP2B3    |-59.6  |334.1|326.6| 2.973|-26.5  |9.0    |25.2|87.6 

G3MP2B3+   |-59.6  |334.2|326.7| 2.974|-26.6  |9.0    |25.2|87.7 

G4MP2      |-60.7  |334.1|326.6| 3.022|-27.7  |9.0    |25.3|88.7 

M062X/Def2T|-59.0  |335.8|328.3| 2.766|-30.2  |4.7    |25.4|87.0 

B3/6-311++G|-43.4  |332.7|325.2| 2.842|-8.9   |22.1   |25.2|83.1 

++++++++++++++++++++++++++++++++

(H2O)2..cyclohexahexanone=

C6H4O8  mw:203.991

Core ion CAS: Z-28737-41-9 Solvent: 7732-18-5 fg:401 cnt:11876

----

25CAO/WAN    Datum: EA=0.05(5) eV LPES p:8

DaffH(AH)=  0.4/0.1 dEA

Vertical Detachment Energy: 0.75(5) eV.

++++++++++++++++++++++++++++++++

(CO2)4..MeOH..CO2-.

C6H4O11  mw:251.976 fg:100 cnt:11778

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

99TSU/SAE    Datum: EA=2.79(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is CO2-.

++++++++++++++++++++++++++++++++

phenide-

C6H5  mw:77.040 Anion CAS: Z-30922-78-2 fg:87 cnt:868

HOF(A.)=  80.4/0.6 D+AH          | BDE(A-H)= 112.8/0.6  07ALE/GAO    

HOF(AH)=  19.7/0.2  94PED/       |

DacidS=29.6/1.0 Stat |  S(A-)=67.9/1.0 Acid |  S(AH)=64.3/0.2  69BEN/CRU

----

95DAV/BIE #  Datum: DacidG= 392.4/0.4 IMRE | HOF(A-)=55.3/0.5 Acid p:9

DacidH(AH)= 401.2/0.5 G+TS EA(ev)= 1.091

Revised per 02ERV/DET change in NH3 acidity.

----

92GUN/GIL    Datum: EA=1.096(6) eV LPES p:9

DacidH(AH)= 401.1/1.1 D-EA

----

86MEO/SIE    Datum: DacidG= 390.9/2.0 TDEq p:8

DacidH(AH)= 400.7/2.5 TDEq

----

90GRA/SQU    Datum: DacidH(AH)= 401.0/10.0 CIDT p:6
###### the following are "below the line": evaluated as not accurate ####

----

93HAC/GAI    Datum: EA=1.2(2) eV EIAE p:4

From PhNO2.

----

79BAR/MCI    Datum: DacidG= 390.1/6.5 IMRB p:4

----

71BOH/YOU    Datum: DacidG= 389.2/5.5 IMRB p:4

----

86HEN/ILL2   Datum: HOF(A-)=81.4/6.9 EIAE p:2

From benzonitrile.

----

72PAG/       Datum: EA=2.17 eV SI   [50.0 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6h5.zaf]

W1U        |53.5   |401.2|391.9| 1.106|18.1   |78.9   |31.1|112.9

CBS-QB3    |56.2   |400.5|391.6| 1.241|21.5   |84.8   |29.8|115.4

G3MP2B3    |51.5   |400.0|391.1| 1.318|18.7   |81.8   |29.8|115.2

G3MP2B3+   |51.5   |400.2|391.3| 1.314|18.6   |81.8   |29.8|115.3

G4MP2      |51.7   |399.8|392.5| 1.227|19.1   |80.0   |24.7|113.0

M062X/Def2T|56.1   |402.4|393.5| 0.934|18.4   |77.6   |29.8|111.3

B3/6-311++G|68.5   |401.0|391.8| 1.078|34.7   |93.3   |31.1|110.7

++++++++++++++++++++++++++++++++

C6H5Ag-

C6H5Ag  mw:183.945 Anion CAS: Z-1043551-89-8 fg:24 cnt:6708

----

05SUN/XIN    Datum: EA=0.66(5) eV LPES p:9

++++++++++++++++++++++++++++++++

C6H5Ag2-

C6H5Ag2  mw:290.850 Anion CAS: Z-1043551-82-1 fg:24 cnt:6709

----

05SUN/XIN    Datum: EA=2.66(5) eV LPES p:9

++++++++++++++++++++++++++++++++

C6H5Ag3-

C6H5Ag3  mw:397.755 Anion CAS: Z-1043551-86-5 fg:24 cnt:6710

----

05SUN/XIN    Datum: EA=1.88(5) eV LPES p:9

++++++++++++++++++++++++++++++++

C6H5Au-

C6H5Au  mw:274.006 Anion CAS: Z-1043551-71-8 fg:24 cnt:6711

----

05SUN/XIN    Datum: EA=0.80(5) eV LPES p:9

++++++++++++++++++++++++++++++++

C6H5Au2-

C6H5Au2  mw:470.973 Anion CAS: Z-1043551-74-1 fg:24 cnt:6712

----

05SUN/XIN    Datum: EA=3.52(5) eV LPES p:9

++++++++++++++++++++++++++++++++

C6H5Au3-

C6H5Au3  mw:667.939 Anion CAS: Z-1043551-78-5 fg:24 cnt:6713

----

05SUN/XIN    Datum: EA=2.53(5) eV LPES p:9

++++++++++++++++++++++++++++++++

BiC6H5-

C6H5Bi  mw:286.020 fg:24 cnt:8462

----

13SUN/SUN    Datum: EA=1.20(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Bi2C6H5-

C6H5Bi2  mw:495.000 fg:24 cnt:8463

----

13SUN/SUN    Datum: EA=1.62(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Bi3C6H5-

C6H5Bi3  mw:703.981 fg:24 cnt:8464

----

13SUN/SUN    Datum: EA=1.50(7) eV LPES p:8

++++++++++++++++++++++++++++++++

bromobenzene..Cl-

C6H5BrCl  mw:190.927

Core ion CAS: Z-16887-00-6 Solvent: 108-86-1 fg:482 cnt:1510

HOF(solv)=  25.2/1.0 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 6.8 IMRE | HOF(A-)=-29.3/0.3 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phbrcl.zcf]

G3MP2B3    |-45.0  | 11.5|  5.6| 19.8|22.7   |-56.1  

G3MP2B3+   |-44.6  | 11.1|  5.3| 19.3|22.6   |-56.1  

G4MP2      |-43.3  | 11.6|  5.8| 19.6|23.3   |-55.0  

M062X/Def2T|-41.3  | 14.8|  8.6| 20.9|22.0   |-48.4  

B3/6-311++G|-24.1  | -1.1|  4.8| 16.8|42.6   |-56.9  

++++++++++++++++++++++++++++++++

chlorobenzene..Br-

C6H5BrCl  mw:190.927

Core ion CAS: Z-24959-67-9 Solvent: 108-90-7 fg:483 cnt:2626

HOF(solv)=  12.4/0.3 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 2.6/1.0 IMRE | HOF(A-)=-47.0/1.3 AfIN p:8

DaffH(X..Y-)= 8.6/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phclbr.zcf]

G3MP2B3    |-51.3  |  9.3|  3.7| 18.8|10.5   |-52.5  

G3MP2B3+   |-51.2  |  9.1|  3.1| 20.0|10.4   |-52.5  

G4MP2      |-50.2  |  8.9|  3.6| 17.9|10.8   |-52.1  

M062X/Def2T|-51.4  | 11.6|  5.4| 20.7|9.2    |-49.0  

B3/6-311++G|-31.2  |  7.8|  2.0| 19.3|32.7   |-56.1  

++++++++++++++++++++++++++++++++

oCl-phenol..Br-

C6H5BrClO  mw:206.922

Core ion CAS: Z-24959-67-9 Solvent: 95-57-8 fg:483 cnt:2599

HOF(solv)= -29.4/4.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 11.5/1.0 IMRE | HOF(A-)=-98.6/4.2 AfIN p:8

DaffH(X..Y-)= 18.4/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [oclphobr.zcf]

G3MP2B3    |-100.3 | 15.1|  8.8| 20.9|-32.7  |-52.5  

G3MP2B3+   |-106.6 | 21.3| 14.1| 24.2|-32.8  |-52.5  

G4MP2      |-98.4  | 14.4|  8.1| 21.2|-31.9  |-52.1  

M062X/Def2T|-101.2 | 17.1| 10.7| 21.6|-35.2  |-49.0  

B3/6-311++G|-81.0  | 19.3| 12.0| 24.2|-5.6   |-56.1  

++++++++++++++++++++++++++++++++

pCl-phenol..Br-

C6H5BrClO  mw:206.922

Core ion CAS: Z-24959-67-9 Solvent: 106-48-9 fg:483 cnt:2600

HOF(solv)= -34.8/2.1 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 14.7/1.0 IMRE | HOF(A-)=-107.2/2.4 AfIN p:8

DaffH(X..Y-)= 21.6/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pclphobr.zcf]

G3MP2B3    |-108.1 | 24.8| 17.8| 23.3|-30.8  |-52.5  

G3MP2B3+   |-108.0 | 24.6| 17.3| 24.5|-30.9  |-52.5  

G4MP2      |-106.4 | 24.3| 17.5| 23.0|-30.0  |-52.1  

M062X/Def2T|-109.5 | 27.2| 20.6| 22.2|-33.3  |-49.0  

B3/6-311++G|-83.1  | 22.6| 15.3| 24.5|-4.4   |-56.1  

++++++++++++++++++++++++++++++++

mCl-phenol..Br-

C6H5BrClO  mw:206.922

Core ion CAS: Z-24959-67-9 Solvent: 108-43-0 fg:483 cnt:2601

HOF(solv)= -36.6/2.0 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 14.4/1.0 IMRE | HOF(A-)=-108.7/2.3 AfIN p:8

DaffH(X..Y-)= 21.3/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mclphobr.zcf]

G3MP2B3    |-108.6 | 24.9| 18.0| 23.2|-31.2  |-52.5  

G3MP2B3+   |-108.5 | 24.7| 17.4| 24.4|-31.3  |-52.5  

G4MP2      |-107.0 | 24.4| 17.6| 22.9|-30.5  |-52.1  

M062X/Def2T|-110.1 | 27.3| 20.9| 21.5|-33.8  |-49.0  

B3/6-311++G|-83.6  | 22.6| 15.3| 24.5|-4.8   |-56.1  

++++++++++++++++++++++++++++++++

fluorobenzene..Br-

C6H5BrF  mw:174.956

Core ion CAS: Z-24959-67-9 Solvent: 462-06-6 fg:483 cnt:2624

HOF(solv)= -27.7/0.3 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 2.1/1.0 IMRE | HOF(A-)=-86.6/1.3 AfIN p:8

DaffH(X..Y-)= 8.1/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phfbr.zcf]

G3MP2B3    |-89.5  |  8.5|  2.9| 18.6|-28.6  |-52.5  

G3MP2B3+   |-89.4  |  8.3|  2.3| 20.0|-28.6  |-52.5  

G4MP2      |-87.6  |  8.1|  2.8| 17.8|-27.5  |-52.1  

M062X/Def2T|-89.1  |  9.3|  4.6| 15.8|-30.9  |-49.0  

B3/6-311++G|-72.7  |  7.1|  2.0| 17.0|-9.5   |-56.1  

++++++++++++++++++++++++++++++++

oF-phenol..Br-

C6H5BrFO  mw:190.951

Core ion CAS: Z-24959-67-9 Solvent: 367-12-4 fg:483 cnt:2596

HOF(solv)= -68.4/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 11.2/1.0 IMRE | HOF(A-)=-137.3/1.6 AfIN p:8

DaffH(X..Y-)= 18.1/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ofphobr.zcf]

G3MP2B3    |-143.4 | 21.1| 14.3| 22.9|-69.7  |-52.5  

G3MP2B3+   |-143.2 | 21.0| 13.8| 24.0|-69.8  |-52.5  

G4MP2      |-141.0 | 20.9| 14.2| 22.5|-68.0  |-52.1  

M062X/Def2T|-145.5 | 23.5| 17.0| 21.8|-73.0  |-49.0  

B3/6-311++G|-121.4 | 18.8| 11.6| 24.1|-46.5  |-56.1  

++++++++++++++++++++++++++++++++

pF-phenol..Br-

C6H5BrFO  mw:190.951

Core ion CAS: Z-24959-67-9 Solvent: 371-41-5 fg:483 cnt:2597

HOF(solv)= -68.4/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 13.6/1.0 IMRE | HOF(A-)=-139.7/1.6 AfIN p:8

DaffH(X..Y-)= 20.5/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pfphobr.zcf]

G3MP2B3    |-145.1 | 23.5| 16.5| 23.3|-69.1  |-52.5  

G3MP2B3+   |-145.0 | 23.3| 16.0| 24.5|-69.2  |-52.5  

G4MP2      |-142.6 | 23.1| 16.2| 23.2|-67.5  |-52.1  

M062X/Def2T|-147.6 | 26.1| 19.3| 22.5|-72.5  |-49.0  

B3/6-311++G|-123.6 | 21.5| 14.2| 24.4|-46.0  |-56.1  

++++++++++++++++++++++++++++++++

mF-phenol..Br-

C6H5BrFO  mw:190.951

Core ion CAS: Z-24959-67-9 Solvent: 372-20-3 fg:483 cnt:2598

HOF(solv)= -68.4/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 13.7/1.0 IMRE | HOF(A-)=-139.8/1.6 AfIN p:8

DaffH(X..Y-)= 20.6/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mfphobr.zcf]

G3MP2B3    |-146.9 | 24.0| 17.1| 23.2|-70.4  |-52.5  

G3MP2B3+   |-146.8 | 23.8| 16.5| 24.2|-70.5  |-52.5  

G4MP2      |-144.5 | 23.6| 16.8| 22.8|-68.9  |-52.1  

M062X/Def2T|-149.4 | 26.2| 19.5| 22.5|-74.2  |-49.0  

B3/6-311++G|-125.3 | 21.9| 14.6| 24.4|-47.2  |-56.1  

++++++++++++++++++++++++++++++++

C6H5NO..Br-

C6H5BrNO  mw:185.956

Core ion CAS: Z-24959-67-9 Solvent: 586-96-9 fg:483 cnt:2632

HOF(solv)=  48.9/0.7  97PAR/DYA    

----

91PAU/KEB    Datum: DaffG= 5.2/1.0 IMRE | HOF(A-)=-13.1/1.4 AfIN p:8

DaffH(X..Y-)= 11.2/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phnobr.zcf]

G3MP2B3    |-18.4  | 12.2|  7.1| 17.0|46.2   |-52.5  

G3MP2B3+   |-18.3  | 11.9|  5.9| 20.0|46.1   |-52.5  

G4MP2      |-17.3  | 11.7|  6.5| 17.5|46.5   |-52.1  

M062X/Def2T|-17.7  | 14.7|  8.4| 21.1|46.0   |-49.0  

B3/6-311++G|-2.6   | 11.6|  5.3| 21.1|65.1   |-56.1  

++++++++++++++++++++++++++++++++

nitrobenzene..Br-

C6H5BrNO2  mw:201.951

Core ion CAS: Z-24959-67-9 Solvent: 98-95-3 fg:483 cnt:2636

HOF(solv)=  16.1/0.1 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 6.5/1.0 TDAs | HOF(A-)=-49.7/1.8 AfIN p:8

DaffH(X..Y-)= 15.0/1.8 TDAs

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nbbr.zcf]

G3MP2B3    |-52.9  | 14.1|  8.6| 18.3|13.6   |-52.5  

G4MP2      |-51.7  | 13.8|  8.4| 17.9|14.2   |-52.1  

M062X/Def2T|-51.8  | 16.4| 10.4| 20.2|13.6   |-49.0  

B3/6-311++G|-33.0  | 12.6|  6.1| 21.5|35.7   |-56.1  

++++++++++++++++++++++++++++++++

mNO2-phenol..Br-

C6H5BrNO3  mw:217.946

Core ion CAS: Z-24959-67-9 Solvent: 554-84-7 fg:483 cnt:2611

HOF(solv)= -26.1/0.3 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 17.7/1.0 IMRE | HOF(A-)=-101.5/1.2 AfIN p:8

DaffH(X..Y-)= 24.6/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mniphobr.zcf]

G3MP2B3    |-107.4 | 26.8| 20.0| 22.8|-28.2  |-52.5  

G4MP2      |-105.6 | 26.4| 19.6| 22.7|-27.1  |-52.1  

M062X/Def2T|-107.9 | 29.4| 22.6| 22.9|-29.5  |-49.0  

B3/6-311++G|-82.8  | 24.8| 17.6| 24.2|-1.8   |-56.1  

++++++++++++++++++++++++++++++++

pNO2-phenol..Br-

C6H5BrNO3  mw:217.946

Core ion CAS: Z-24959-67-9 Solvent: 100-02-7 fg:483 cnt:2612

HOF(solv)= -28.1/0.5 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 18.7/1.0 IMRE | HOF(A-)=-104.5/1.3 AfIN p:8

DaffH(X..Y-)= 25.6/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pniphobr.zcf]

G3MP2B3    |-111.7 | 30.3| 23.2| 24.0|-28.9  |-52.5  

G4MP2      |-109.8 | 29.8| 22.7| 23.8|-27.9  |-52.1  

M062X/Def2T|-113.2 | 33.6| 26.5| 23.8|-30.7  |-49.0  

B3/6-311++G|-89.0  | 29.6| 22.1| 25.2|-3.2   |-56.1  

++++++++++++++++++++++++++++++++

Br..n3(C3H5)Re(CO)3-.

C6H5BrO3Re  mw:390.899

Core ion CAS: Z-121175-68-6 Solvent: 10097-32-2 fg:22 cnt:2382

HOF(solv)=  26.7/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.6 IMRB | HOF(A-)=<-23.2 AfIN p:5

++++++++++++++++++++++++++++++++

fluorobenzene..Cl-

C6H5ClF  mw:131.007

Core ion CAS: Z-16887-00-6 Solvent: 462-06-6 fg:482 cnt:1512

HOF(solv)= -27.7/0.3 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 5.9 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phfcl.zcf]

CBS-QB3    |-93.7  | 10.1|  4.8| 17.8|-26.9  |-56.7  

G3MP2B3    |-94.5  |  9.7|  5.0| 15.8|-28.6  |-56.1  

G3MP2B3+   |-94.3  |  9.5|  4.0| 18.4|-28.6  |-56.1  

M062X/Def2T|-92.5  | 13.2|  7.0| 20.9|-30.9  |-48.4  

B3/6-311++G|-75.2  | -2.1|  4.1| 15.7|-9.5   |-56.9  

++++++++++++++++++++++++++++++++

pF-phenol..Cl-

C6H5ClFO  mw:147.002

Core ion CAS: Z-16887-00-6 Solvent: 371-41-5 fg:482 cnt:1459

HOF(solv)= -68.4/1.0 GpAd 93SP     

----

77CUM/FRE #  Datum: DaffG= 20.6/2.0 TDEq | HOF(A-)=-96.3/2.2 AfIN p:9

DaffH(X..Y-)= 27.9/2.0 TDEq

Re-anchored to data in 82FRE/IKU.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pfphohcl.zcf]

CBS-QB3    |-153.2 | 27.6| 20.6| 23.5|-68.8  |-56.7  

G3MP2B3    |-152.4 | 27.1| 20.1| 23.7|-69.1  |-56.1  

G3MP2B3+   |-152.4 | 27.0| 20.0| 23.5|-69.2  |-56.1  

G4MP2      |-149.8 | 27.4| 20.3| 23.7|-67.5  |-55.0  

M062X/Def2T|-152.6 | 31.7| 24.5| 24.0|-72.5  |-48.4  

B3/6-311++G|-128.7 | 14.9| 18.8| 23.5|-46.0  |-56.9  

++++++++++++++++++++++++++++++++

iodobenzene..Cl-

C6H5ClI  mw:238.913

Core ion CAS: Z-16887-00-6 Solvent: 591-50-4 fg:482 cnt:1508

HOF(solv)=  39.4/1.4  94PED/       

----

82FRE/IKU    Datum: DaffG= 7.2 IMRE p:7

++++++++++++++++++++++++++++++++

pCl-phenol..I-

C6H5ClIO  mw:254.908

Core ion CAS: Z-20461-54-5 Solvent: 106-48-9 fg:484 cnt:2616

HOF(solv)= -34.8/2.1 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 11.6/1.0 IMRE | HOF(A-)=-97.7/2.4 AfIN p:8

DaffH(X..Y-)= 17.9/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pclphohi.zc0]

M062X/Def2T|-98.7  | 21.7| 15.3| 21.6|-33.3  |-43.7  

++++++++++++++++++++++++++++++++

mCl-phenol..I-

C6H5ClIO  mw:254.908

Core ion CAS: Z-20461-54-5 Solvent: 108-43-0 fg:484 cnt:2617

HOF(solv)= -36.6/2.0 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 12.2/1.0 IMRE | HOF(A-)=-100.1/2.3 AfIN p:8

DaffH(X..Y-)= 18.5/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mclphohi.zc0]

M062X/Def2T|-99.2  | 21.8| 15.3| 21.7|-33.8  |-43.7  

++++++++++++++++++++++++++++++++

Cl..n3(C3H5)Mn(CO)3-.

C6H5ClMnO3  mw:214.931

Core ion CAS: Z-121175-69-7 Solvent: 22537-15-1 fg:22 cnt:2385

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>70.3 IMRB | HOF(A-)=<-20.7 AfIN p:5

++++++++++++++++++++++++++++++++

mCl-anilide-

C6H5ClN  mw:126.012 Anion CAS: Z-72409-58-6 fg:47 cnt:676

HOF(A.)=  50.9/1.2 D+AH          | BDE(A-H)= 90.3/1.0 SDEA 93BOR/ZHA 

HOF(AH)=  12.7/0.7  05RIB/GOM    |

DacidS=24.4/1.0 Stat |  S(A-)=83.5/1.4 Acid |  S(AH)=85.1/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 351.6/2.0 IMRE | HOF(A-)=5.8/2.1 Acid p:9

DacidH(AH)= 358.9/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphnh.zaf]

CBS-QB3    |7.3    |360.6|353.1| 1.982|12.5   |52.9   |25.2|92.6 

G3MP2B3    |4.6    |360.0|352.1| 2.172|11.8   |54.6   |26.6|94.9 

G3MP2B3+   |4.4    |359.9|352.3| 2.182|11.7   |54.6   |25.3|95.0 

G4MP2      |4.8    |360.0|352.5| 2.063|11.9   |52.2   |25.3|92.4 

M062X/Def2T|5.5    |360.8|353.3| 1.999|9.4    |51.5   |25.2|94.3 

B3/6-311++G|26.0   |359.5|351.9| 1.966|33.8   |71.2   |25.2|89.5 

++++++++++++++++++++++++++++++++

pCl-anilide-

C6H5ClN  mw:126.012 Anion CAS: Z-141672-47-1 fg:47 cnt:677

HOF(A.)=  52.3/1.1 D+AH          | BDE(A-H)= 90.1/1.0 SDEA 93BOR/ZHA 

HOF(AH)=  14.3/0.6  05RIB/GOM    |

DacidS=24.4/1.0 Stat |  S(A-)=82.1/1.4 Acid |  S(AH)=83.7/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 353.1/2.0 IMRE | HOF(A-)=9.0/2.1 Acid p:9

DacidH(AH)= 360.4/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclphnh.zaf]

CBS-QB3    |9.1    |361.8|354.2| 1.866|13.0   |52.0   |25.4|91.1 

G3MP2B3    |6.5    |361.3|353.3| 2.058|12.4   |53.8   |26.8|93.5 

G3MP2B3+   |6.2    |361.1|353.4| 2.070|12.3   |53.7   |25.6|93.6 

G4MP2      |6.6    |361.3|353.7| 1.944|12.5   |51.4   |25.4|90.9 

M062X/Def2T|7.4    |362.1|354.5| 1.870|10.0   |50.4   |25.3|92.5 

B3/6-311++G|27.9   |360.8|353.2| 1.843|34.4   |70.3   |25.6|88.0 

++++++++++++++++++++++++++++++++

oCl-anilide-

C6H5ClN  mw:126.012 Anion CAS: Z-152857-82-4 fg:47 cnt:11591

----

11TAF/       Datum: DacidG= 352.4/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oclphnh.zaf]

CBS-QB3    |6.7    |360.9|353.4| 1.952|11.5   |51.6   |25.2|92.2 

G3MP2B3    |3.9    |360.3|352.7| 2.151|10.9   |53.4   |25.4|94.7 

G4MP2      |4.1    |360.3|352.7| 2.039|11.0   |51.0   |25.5|92.1 

M062X/Def2T|5.4    |361.5|354.0| 1.944|8.6    |50.2   |25.3|93.7 

B3/6-311++G|26.3   |360.0|352.4| 1.925|33.6   |70.6   |25.4|89.1 

++++++++++++++++++++++++++++++++

nitrobenzene..Cl-

C6H5ClNO2  mw:158.001

Core ion CAS: Z-16887-00-6 Solvent: 98-95-3 fg:482 cnt:1509

HOF(solv)=  16.1/0.1 neut 94PED/   

----

86CHO/KEB2   Datum: DaffG= 10.5/1.6 TDAs | HOF(A-)=-0.2/1.0 AfIN p:8

DaffH(X..Y-)= 16.3/1.0 TDAs

----

82FRE/IKU    Datum: DaffG= 7.1 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phno2cl.zcf]

G3MP2B3    |-58.1  | 15.6|  9.9| 18.9|13.6   |-56.1  

G3MP2B3+   |-58.0  | 15.3| 10.4| 16.5|13.5   |-56.1  

G4MP2      |-56.5  | 15.7| 10.1| 18.7|14.2   |-55.0  

M062X/Def2T|-54.3  | 19.5| 13.5| 20.0|13.6   |-48.4  

B3/6-311++G|-36.0  |  3.9|  9.5| 17.9|35.7   |-56.9  

++++++++++++++++++++++++++++++++

Cl..n3(C3H5)Re(CO)3-.

C6H5ClO3Re  mw:346.949 Anion CAS: Z-121175-78-8 fg:22 cnt:2383

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>82.8 IMRB | HOF(A-)=<-33.2 AfIN p:5

++++++++++++++++++++++++++++++++

chlorobenzene..Cl-

C6H5Cl2  mw:146.977

Core ion CAS: Z-16887-00-6 Solvent: 108-90-7 fg:482 cnt:1511

HOF(solv)=  12.4/0.3 neut 94PED/   

----

85SIE/       Datum: DaffG= 7.1/0.2 TDAs | HOF(A-)=0.4/0.3 AfIN p:9

DaffH(X..Y-)= 12.0/0.1 TDAs

----

84LAR/MCM2   Datum: DaffG= 6.9/2.0 IMRE p:8

DaffH(X..Y-)= 13.6/2.0 G+TS

----

82FRE/IKU    Datum: DaffG= 6.5 IMRE p:7

----

84LAR/MCM4   Datum: DaffG= 6.9/1.0 IMRE p:6

DaffH(X..Y-)= 13.6/1.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phclcl.zcf]

CBS-QB3    |-56.6  | 11.6|  6.1| 18.2|11.8   |-56.7  

G3MP2B3    |-56.8  | 11.2|  5.3| 19.9|10.5   |-56.1  

G3MP2B3+   |-56.8  | 11.1|  5.7| 18.1|10.4   |-56.1  

G4MP2      |-55.4  | 11.2|  5.3| 19.9|10.8   |-55.0  

M062X/Def2T|-53.5  | 14.2|  8.0| 20.6|9.2    |-48.4  

B3/6-311++G|-33.8  | -1.2|  4.8| 16.5|32.7   |-56.9  

++++++++++++++++++++++++++++++++

pCl-phenol..Cl-

C6H5Cl2O  mw:162.972

Core ion CAS: Z-16887-00-6 Solvent: 106-48-9 fg:482 cnt:1460

HOF(solv)= -34.8/2.1 neut 03SLA/LIE

----

77CUM/FRE #  Datum: DaffG= 22.1/2.0 TDEq | HOF(A-)=-64.4/2.9 AfIN p:9

DaffH(X..Y-)= 29.6/2.0 TDEq

Re-anchored to data in 82FRE/IKU.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clphohcl.zcf]

CBS-QB3    |-116.3 | 29.0| 22.0| 23.4|-30.6  |-56.7  

G3MP2B3    |-115.4 | 28.5| 21.5| 23.6|-30.8  |-56.1  

G3MP2B3+   |-115.4 | 28.4| 21.4| 23.5|-30.9  |-56.1  

G4MP2      |-113.6 | 28.7| 21.7| 23.7|-30.0  |-55.0  

M062X/Def2T|-114.9 | 33.2| 26.1| 23.9|-33.3  |-48.4  

B3/6-311++G|-88.3  | 16.1| 20.0| 23.4|-4.4   |-56.9  

++++++++++++++++++++++++++++++++

pyridine-Co(CO2)-

C6H5CoNO2  mw:181.966 Anion CAS: Z-2982921-09-3 fg:24 cnt:9960

----

15GRA/BUY2   Datum: EA=2.7(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

COCo..Cp-

C6H5CoO  mw:151.968 Anion CAS: Z-64236-03-9 fg:22 cnt:4883

----

99SUN/SQU    Datum: DaffH= 56.2/4.5 CIDT p:8

++++++++++++++++++++++++++++++++

(C3H5)Co(CO)3-.

C6H5CoO3  mw:183.958 Anion CAS: Z-114884-87-6 fg:22 cnt:1906

----

88MCD/SCH    Datum: EA=0.62(10) eV IMRB p:5

Between biacetyl and CS2.

++++++++++++++++++++++++++++++++

C6H5Cu2-

C6H5Cu2  mw:202.898 Anion CAS: Z-938190-03-5 fg:18 cnt:11885

----

07LIU/ZHA    Datum: EA=2.58(10) eV LPES p:8

++++++++++++++++++++++++++++++++

C6H5Cu3-

C6H5Cu3  mw:265.828 Anion CAS: Z-938190-04-6 fg:18 cnt:11886

----

07LIU/ZHA    Datum: EA=1.54(10) eV LPES p:8

++++++++++++++++++++++++++++++++

pF-phenol..I-

C6H5FIO  mw:238.937

Core ion CAS: Z-20461-54-5 Solvent: 371-41-5 fg:484 cnt:2618

HOF(solv)= -68.4/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 10.7/1.0 IMRE | HOF(A-)=-130.4/1.6 AfIN p:8

DaffH(X..Y-)= 17.0/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pfphoi.zc0]

M062X/Def2T|-136.9 | 20.7| 14.1| 22.4|-72.5  |-43.7  

++++++++++++++++++++++++++++++++

mF-phenol..I-

C6H5FIO  mw:238.937

Core ion CAS: Z-20461-54-5 Solvent: 372-20-3 fg:484 cnt:2619

HOF(solv)= -68.4/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 10.5/1.0 IMRE | HOF(A-)=-130.2/1.6 AfIN p:8

DaffH(X..Y-)= 16.8/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mfphoi.zc0]

M062X/Def2T|-138.6 | 20.7| 14.2| 22.1|-74.2  |-43.7  

++++++++++++++++++++++++++++++++

oF-anilide-

C6H5FN  mw:110.041 Anion CAS: Z-952701-55-2 fg:47 cnt:1181

HOF(A.)=  13.0/2.0 D+AH          | BDE(A-H)= 90.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -25.6/0.3  07RIB/FER    |

DacidS=24.4/3.0 Stat |  S(A-)=80.7/3.2 Acid |  S(AH)=82.3/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 355.3/2.0 IMRE | HOF(A-)=-28.7/2.2 Acid p:9

DacidH(AH)= 362.6/2.2 G+TS EA(ev)= 1.810

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ofphnh.zaf]

CBS-QB3    |-25.8  |366.0|358.5| 1.799|-26.1  |15.6   |25.2|93.8 

G3MP2B3    |-30.8  |363.2|355.3| 2.075|-26.8  |17.0   |26.4|95.8 

G3MP2B3+   |-28.8  |365.2|357.6| 1.987|-26.8  |16.9   |25.4|95.8 

G4MP2      |-28.0  |364.9|357.3| 1.885|-25.7  |15.4   |25.3|93.2 

M062X/Def2T|-30.4  |364.2|356.7| 1.866|-29.9  |12.6   |25.3|94.6 

B3/6-311++G|-12.7  |362.4|354.8| 1.885|-7.8   |30.6   |25.3|90.6 

++++++++++++++++++++++++++++++++

pF-anilide-

C6H5FN  mw:110.041 Anion CAS: Z-72611-50-8 fg:47 cnt:672

HOF(A.)=  10.5/2.0 D+AH          | BDE(A-H)= 88.8/2.0 PAC 97MAC/WAY  

HOF(AH)= -26.2/0.4  07RIB/FER    |

DacidS=24.4/2.0 Stat |  S(A-)=80.3/2.2 Acid |  S(AH)=81.9/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 357.0/2.0 IMRE | HOF(A-)=-27.6/2.1 Acid p:9

DacidH(AH)= 364.3/2.1 G+TS EA(ev)= 1.653

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfphnh.zaf]

CBS-QB3    |-24.4  |366.3|358.8| 1.645|-25.0  |13.4   |25.2|90.5 

G3MP2B3    |-27.2  |365.8|358.3| 1.827|-25.8  |14.8   |25.0|92.7 

G3MP2B3+   |-27.4  |365.6|358.1| 1.837|-25.8  |14.8   |25.3|92.7 

G4MP2      |-26.4  |365.6|358.1| 1.724|-24.8  |13.3   |25.1|90.2 

M062X/Def2T|-27.0  |366.6|359.1| 1.630|-28.9  |10.5   |25.2|91.5 

B3/6-311++G|-9.7   |364.5|357.0| 1.650|-7.0   |28.2   |25.3|87.3 

++++++++++++++++++++++++++++++++

mF-anilide-

C6H5FN  mw:110.041 Anion CAS: Z-72611-42-8 fg:47 cnt:671

HOF(A.)=  11.0/2.0 D+AH          | BDE(A-H)= 90.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -27.6/0.3  07RIB/FER    |

DacidS=24.4/2.0 Stat |  S(A-)=80.7/2.2 Acid |  S(AH)=82.3/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 353.9/2.0 IMRE | HOF(A-)=-32.1/2.1 Acid p:9

DacidH(AH)= 361.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphnh.zaf]

CBS-QB3    |-29.5  |362.5|355.0| 1.880|-26.2  |13.8   |25.2|92.1 

G3MP2B3    |-32.7  |361.9|354.4| 2.080|-27.3  |15.2   |25.1|94.6 

G3MP2B3+   |-32.8  |361.8|354.2| 2.086|-27.4  |15.2   |25.2|94.7 

G4MP2      |-31.8  |361.7|354.2| 1.979|-26.3  |13.7   |25.2|92.1 

M062X/Def2T|-32.8  |362.8|355.2| 1.914|-30.8  |11.3   |25.3|94.3 

B3/6-311++G|-14.6  |361.2|353.7| 1.890|-8.6   |28.8   |25.2|89.5 

++++++++++++++++++++++++++++++++

C6H5F..O2-.

C6H5FO2  mw:128.028

Core ion CAS: Z-11062-77-4 Solvent: 462-06-6 fg:491 cnt:11611

HOF(solv)= -27.7/0.3 neut 94PED/   

----

20DOB/THO2   Datum: EA=1.11(5) eV LPES p:8

Vertical Detachment Energy:1.72(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [yfo2.zcf]

G3MP2B3    |-50.8  | 14.7|  7.4| 24.8|-28.6  |-7.5   | 0.948

G3MP2B3+   |-51.3  | 15.1|  8.4| 22.4|-28.6  |-7.6   | 0.987

B3/6-311++G|-35.5  | 12.6|  6.3| 21.0|-9.5   |-13.4  | 1.172

++++++++++++++++++++++++++++++++

fluorobenzene..V-

C6H5FV  mw:146.982

Core ion CAS: Z-16727-17-6 Solvent: 462-06-6 fg:24 cnt:4307

HOF(solv)= -27.7/0.3 neut 94PED/   

----

97JUD/HIR    Datum: EA=1.15(12) eV LPES p:8

DaffH(AH)=  14.4/2.8 dEA

++++++++++++++++++++++++++++++++

SiF4..nitrobenzene-.

C6H5F4NO2Si  mw:227.003

Core ion CAS: Z-12169-65-2 Solvent: 7783-61-1 fg:307 cnt:5001

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 15.5/0.6 TDAs | HOF(A-)=-427.9/2.0 AfIN p:8

DaffH(X..Y-)= 35.0/2.0 TDAs

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sif4nb.zcf]

G3MP2B3    |-421.0 | 30.6| 20.7| 33.4|-383.0 |-7.3   

G4MP2      |-428.1 | 31.8| 21.4| 35.0|-386.0 |-10.2  

M062X/Def2T|-431.7 | 34.8| 24.0| 36.2|-385.9 |-11.0  

B3/6-311++G|-360.5 | 31.3| 20.3| 37.0|-335.0 |5.9    

++++++++++++++++++++++++++++++++

PhSiF3..F-

C6H5F4Si  mw:181.010 Anion CAS: Z-45845-85-0 fg:481 cnt:6205

HOF(solv)=-261.0/3.0  88LIE/       

----

03KRO/LAR    Datum: DaffH= 79.4/3.3 CIDT | HOF(A-)=-399.8/4.5 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phsif4.zcf]

G3MP2B3    |-392.6 | 64.3| 55.5| 29.4|-268.3 |-60.1  

G4MP2      |-393.4 | 62.1| 53.2| 30.1|-269.3 |-62.0  

M062X/Def2T|-393.9 | 77.2| 68.0| 30.9|-270.8 |-45.9  

B3/6-311++G|-334.3 |     |     |     |       |       

++++++++++++++++++++++++++++++++

mSF5-anilide-

C6H5F5NS  mw:218.007 Anion CAS: A-2993-22-8 fg:47 cnt:694 BDE(A-H)= 90.7/2.0 Est2 93BOR/ZHA 

DacidS=24.4/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 330.6/2.0 IMRE p:9

DacidH(AH)= 337.9/2.1 G+TS EA(ev)= 2.881

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [msf5phnh.zaf]

CBS-QB3    |-218.7 |355.2|347.4|      |-208.2 |       |26.1|     

G3MP2B3    |-216.3 |354.2|346.6| 2.471|-203.3 |-159.5 |25.5|95.9 

G3MP2B3+   |-214.5 |354.3|346.6| 2.466|-201.6 |-157.9 |26.1|95.9 

G4MP2      |-222.1 |354.1|346.5| 2.224|-209.1 |-171.0 |25.5|90.2 

M062X/Def2T|-220.3 |354.2|346.7| 2.323|-209.8 |-166.8 |25.4|95.1 

B3/6-311++G|-135.8 |348.8|341.0| 2.498|-117.3 |-78.4  |26.2|91.0 

++++++++++++++++++++++++++++++++

nitrobenzene..SF6-.

C6H5F6NO2S  mw:268.995

Core ion CAS: Z-25031-39-4 Solvent: 98-95-3 fg:208 cnt:1892

HOF(solv)=  16.1/0.1 neut 94PED/   

----

86CHO/KEB2   Datum: DaffG= 6.7/1.6 TDAs | HOF(A-)=-314.7/2.3 AfIN p:8

DaffH(X..Y-)= 14.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nbsf6.zcf]

G3MP2B3    |-305.8 | 13.2|  4.6| 28.7|13.6   |-306.2 

G4MP2      |-318.1 | 16.8|  6.3| 35.2|14.2   |-315.5 

M062X/Def2T|-313.0 | 13.8|  5.3| 28.4|13.6   |-312.8 

B3/6-311++G|-251.0 | 10.4|  2.9| 25.1|35.7   |-276.4 

++++++++++++++++++++++++++++++++

I..n3(C3H5)Mn(CO)3-.

C6H5IMnO3  mw:306.867

Core ion CAS: Z-121175-69-7 Solvent: 14362-44-8 fg:22 cnt:2386

HOF(solv)=  25.5/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>57.2 IMRB | HOF(A-)=<-11.0 AfIN p:5

++++++++++++++++++++++++++++++++

nitrobenzene..I-

C6H5INO2  mw:249.937

Core ion CAS: Z-20461-54-5 Solvent: 98-95-3 fg:484 cnt:7224

HOF(solv)=  16.1/0.1 neut 94PED/   

----

08PIA/BEC    Datum: EA=3.54(4) eV PEPI p:9

DaffH(AH)=  11.1/0.9 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phno2i.zc0]

M062X/Def2T|-43.6  | 13.5|  7.6| 19.7|13.6   |-43.7  

++++++++++++++++++++++++++++++++

mNO2-phenol..I-

C6H5INO3  mw:265.932

Core ion CAS: Z-20461-54-5 Solvent: 554-84-7 fg:484 cnt:2622

HOF(solv)= -26.1/0.3 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 14.3/1.0 IMRE | HOF(A-)=-91.7/1.2 AfIN p:8

DaffH(X..Y-)= 20.6/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mniphohi.zc0]

M062X/Def2T|-99.0  | 25.9| 19.4| 21.8|-29.5  |-43.7  

++++++++++++++++++++++++++++++++

I..n3(C3H5)Re(CO)3-.

C6H5IO3Re  mw:438.885 Anion CAS: Z-121175-79-9 fg:22 cnt:2384

HOF(solv)=  25.5/0.1 neut 89GUR/VEY

----

89JON/MCD    Datum: DaffH=>57.2 IMRB | HOF(A-)=<-11.0 AfIN p:5

++++++++++++++++++++++++++++++++

CO..CpMn-

C6H5MnO  mw:147.973 Anion CAS: Z-223448-75-7 fg:22 cnt:4881

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

99SUN/SQU    Datum: DaffH= 27.7/2.6 CIDT | HOF(A-)=-10.8 AfIN p:8

++++++++++++++++++++++++++++++++

PhN-.

C6H5N  mw:91.043 Anion CAS: Z-74586-02-0 fg:117 cnt:953

HOF(A.)=  98.3/4.5 D+AH          | BDE(A-H)= 91.2/4.3 D-EA           

HOF(AH)=  60.4/0.3 d+ah          |

DacidS=22.9/3.0 Stat | 

----

93MCD/DAV    Datum: EA=1.429(11) eV LPD  p:9

Singlet-triplet gap: 18.3/0.7 kcal/mol.

----

81MCD/CHO #  Datum: DacidG= 365.0/3.0 IMRB | HOF(A-)=66.5/3.1 Acid p:8

DacidH(AH)= 371.8/3.1 G+TS

Acidity near MeCN.

----

09WIJ/DAF    Datum: EA=1.45(2) eV LPES p:7

----

84DRZ/BRA    Datum: EA=1.46(1) eV LPD  [33.7(3) kcal] p:7

----

92TRA/COW    Datum: EA=1.45(2) eV LPES p:6

Reanalysis (09WIJ/DAF) indicates that the neutral singlet is 14.8/0.5 kcal/mol higher than triplet.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phn.zaf]

CBS-QB3    |66.8   |370.7|362.9| 1.441|61.8   |100.0  |26.3|90.3 

G3MP2B3    |61.9   |367.5|359.7| 1.606|61.6   |98.9   |26.2|89.4 

G3MP2B3+   |61.7   |367.4|359.5| 1.613|61.5   |98.8   |26.3|89.4 

G4MP2      |60.1   |367.4|359.5| 1.670|59.9   |98.5   |26.3|90.7 

M062X/Def2T|64.2   |369.0|361.3| 1.367|59.8   |95.0   |26.1|87.3 

B3/6-311++G|74.4   |369.3|361.4| 1.457|72.4   |107.9  |26.3|87.6 

++++++++++++++++++++++++++++++++

nitrobenzene-.

C6H5NO2  mw:123.033 Anion CAS: Z-12169-65-2 fg:107 cnt:383

HOF(A.)=  16.1/0.1  94PED/       |

----

99DES/PER2   Datum: EA=1.00(1) eV LPES | HOF(A-)=-6.9/0.3 R-EA p:9

There is a dipole-bound anion with an electron binding energy of 28 meV.

----

86CHO/HEI    Datum: EA=1.01(9) eV TDEq [23.2(20) kcal] p:8

.DELTA.eaG(423 K) = -22.8 kcal/mol; .DELTA.eaS = -1.0 eu.

----

94CHE/WIL    Datum: EA=1.00(6) eV TDAs p:7

----

92CHE/CHE    Datum: EA=1.00(2) eV ECD  p:6

----

85FUK/MCI    Datum: EA=1.02(5) eV IMRE [23.5(11) kcal] p:6

.DELTA.eaG(355 K) = -23.1 kcal/mol; .DELTA.eaS =-1.0, estimated from data in 86CHO/HEI.
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.18(5) eV PD   p:4

----

59HEN/MUC    Datum: EA=<1.1 eV IMRB p:4

Electron affinity < SO2.

----

73LIF/TIE    Datum: EA=>0.7(2) eV Endo p:3

----

66COM/CHR    Datum: EA=>0.4 eV ES   p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nb.zzf]

CBS-QB3    |-11.0  |     |     | 1.041|       |12.9   |    |     

G3MP2B3    |-7.3   |     |     | 0.915|       |13.6   |    |     

G3MP2B3+   |-7.3   |     |     | 0.907|       |13.5   |    |     

G4MP2      |-10.2  |     |     | 1.062|       |14.2   |    |     

M062X/Def2T|-11.0  |     |     | 1.068|       |13.6   |    |     

B3/6-311++G|5.9    |     |     | 1.300|       |35.7   |    |     

++++++++++++++++++++++++++++++++

CO2..pyridine-.

C6H5NO2  mw:123.033

Core ion CAS: Z-12169-63-0 Solvent: 124-38-9 fg:305 cnt:5182

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

00HAN/CHU    Datum: EA=1.46(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [pyridco2.zcf]

CBS-QB3    |-77.9  | 29.3| 17.6| 39.4|34.2   |-82.8  | 0.516

G3MP2B3    |-77.0  | 28.5| 16.8| 39.2|32.6   |-81.1  | 0.434

G3MP2B3+   |-77.1  | 27.8| 16.1| 39.2|32.5   |-81.8  | 0.429

G4MP2      |-79.3  | 30.3| 18.5| 39.4|32.9   |-81.9  | 0.583

M062X/Def2T|-79.4  | 32.5| 20.8| 39.3|31.2   |-78.1  | 0.473

B3/6-311++G|-56.7  | 20.8|  9.1| 39.1|44.9   |-80.8  | 0.492

++++++++++++++++++++++++++++++++

3-aza-benzoic acid-. (Nicotinic acid)

C6H5NO2  mw:123.033 Anion CAS: Z-34527-61-2 fg:102 cnt:10035

----

07LIP/EUS    Datum: EA=0.44(5) eV LPES p:8

Vertical Detachment Energy:0.63(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nicotin.zzf]

CBS-QB3    |-67.9  |     |     | 0.379|       |-59.6  |    |     

G3MP2B3    |-66.7  |     |     | 0.330|       |-59.5  |    |     

G4MP2      |-69.0  |     |     | 0.483|       |-58.2  |    |     

M062X/Def2T|-69.4  |     |     | 0.329|       |-62.2  |    |     

B3/6-311++G|-48.5  |     |     | 0.505|       |-35.8  |    |     

++++++++++++++++++++++++++++++++

D5-nitrobenzene-.

C6D5NO2  mw:128.064 Anion CAS: Z-65119-76-8 fg:107 cnt:2701

----

87STE/REI    Datum: EA=1.0(1) eV TDEq p:8

Electron affinity: 0.19/0.05 kcal/mol less than H5-nitrobenzene.

----

92CHE/CHE    Datum: EA=1.00(2) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6d5ni.zzf]

CBS-QB3    |-18.3  |     |     | 1.031|       |5.3    |    |     

G3MP2B3    |-16.6  |     |     | 0.905|       |4.1    |    |57.1 

G4MP2      |-17.5  |     |     | 1.051|       |6.6    |    |     

M062X/Def2T|-17.1  |     |     | 1.059|       |7.2    |    |     

B3/6-311++G|65.0   |     |     | 1.276|       |94.2   |    |     

++++++++++++++++++++++++++++++++

MeCN..maleic anhydride-.

C6H5NO3  mw:139.027

Core ion CAS: Z-51978-31-5 Solvent: 75-05-8 fg:302 cnt:1504

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 5.5/1.6 IMRE | HOF(A-)=-110.4/2.4 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [malanrcn.zcf]

G3MP2B3    |-124.7 | 11.9|  4.3| 23.3|17.4   |-130.2 

G3MP2B3+   |-124.9 | 11.8|  5.2| 22.4|17.3   |-130.3 

G4MP2      |-126.2 | 13.0|  6.1| 23.1|17.7   |-131.0 

M062X/Def2T|-128.8 | 12.2|  5.2| 23.3|18.1   |-134.7 

B3/6-311++G|-104.3 | 10.5|  3.2| 24.6|22.0   |-115.8 

++++++++++++++++++++++++++++++++

2-aza-6-OH-benzoic acid-. (3HPA)

C6H5NO3  mw:139.027 Anion CAS: Z-1007854-00-3 fg:102 cnt:10040

----

07LIP/EUS    Datum: EA=1.24(5) eV LPES p:8

Vertical Detachment Energy:1.61(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2n6ohba.zaf]

CBS-QB3    |-105.3 |     |     | 0.551|       |-92.8  |    |     

G3MP2B3    |-103.6 |     |     | 0.549|       |-91.3  |    |     

G3MP2B3+   |-103.7 |     |     | 0.548|       |-91.3  |    |     

M062X/Def2T|-105.9 |     |     | 0.485|       |-95.0  |    |     

B3/6-311++G|-79.1  |     |     | 0.698|       |-63.2  |    |     

++++++++++++++++++++++++++++++++

PhN=NO-

C6H5N2O  mw:121.041 Anion CAS: Z-15176-75-7 fg:39 cnt:1317
###### the following are "below the line": evaluated as not accurate ####

----

77BIE/DEP    Datum: HOF(A-)=<73.5/6.0 IMRB p:4

.DELTA.fH(A-) is the Ph- + N2O -> thermochemical limit. Composite computational methods(18BAR/) indicate a  .DELTA.fH(A-) of ca. 22 kcal/mol, and an electron affinity of ca. 2.4-2.5 eV,.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phnno.zaf]

CBS-QB3    |22.5   |     |     | 2.412|       |78.2   |    |     

G3MP2B3    |21.1   |342.4|335.0| 2.691|45.9   |83.1   |24.6|89.3 

G3MP2B3+   |20.8   |342.3|334.7| 2.434|45.7   |76.9   |25.5|83.3 

G4MP2      |20.8   |     |     | 2.329|       |74.5   |    |     

M062X/Def2T|21.8   |341.9|334.8| 2.293|44.6   |74.7   |24.1|82.2 

B3/6-311++G|36.8   |338.9|331.3| 2.336|65.2   |90.7   |25.6|77.6 

++++++++++++++++++++++++++++++++

pyridine-m-CONH- | nictotinamide M-H)

C6H5N2O  mw:121.041 Anion CAS: Z-926627-35-2 fg:48 cnt:11462

HOF(AH)= -10.5/5.0 Est3          |

DacidS=23.5/3.0 Stat | 

----

21ZIE/PEL    Datum: DacidH(AH)= 341.3/2.3 EIAE | HOF(A-)=-34.9/5.5 Acid p:6

DacidG(AH)= 334.3/2.5 H-TS

Composite computational methods (18BAR/) indicate an acidity ca. 8 kcal/mol weaker.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nicotaez.zaf]

CBS-QB3    |-26.4  |349.3|342.3|      |-10.0  |       |23.6|     

G3MP2B3    |-27.9  |349.4|342.3|      |-10.1  |       |23.9|     

G4MP2      |-27.2  |349.4|342.3|      |-9.5   |       |23.9|     

M062X/Def2T|-27.1  |350.9|343.8|      |-13.3  |       |23.8|     

B3/6-311++G|-9.1   |349.7|342.6|      |8.5    |       |23.6|     

++++++++++++++++++++++++++++++++

mNO2-anilide-

C6H5N2O2  mw:137.036 Anion CAS: Z-72611-43-9 fg:47 cnt:690

HOF(A.)=  55.4/2.1 D+AH          | BDE(A-H)= 92.7/2.0 Est2 93BOR/ZHA 

HOF(AH)=  14.8/0.5  83NIS/SAK    |

DacidS=24.4/2.0 Stat | 

----

87TAF/TOP    Datum: DacidG= 345.0/2.0 IMRE | HOF(A-)=1.4/2.2 Acid p:9

DacidH(AH)= 352.3/2.1 G+TS EA(ev)= 2.343

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mno2phnh.zaf]

CBS-QB3    |1.5    |354.1|346.6| 2.330|13.1   |55.2   |25.4|94.2 

G3MP2B3    |1.0    |353.6|346.1| 2.510|14.6   |58.9   |25.2|96.4 

G3MP2B3+   |0.7    |353.5|345.9| 2.520|14.4   |58.7   |25.5|96.4 

G4MP2      |1.3    |353.5|346.0| 2.367|15.0   |55.9   |25.3|93.0 

M062X/Def2T|2.5    |353.8|346.3| 2.365|13.4   |57.0   |25.2|95.7 

B3/6-311++G|21.5   |352.4|344.8| 2.346|36.4   |75.5   |25.5|91.2 

++++++++++++++++++++++++++++++++

pNO2-anilide-

C6H5N2O2  mw:137.036 Anion CAS: Z-934-70-3 fg:47 cnt:680

HOF(A.)=  55.4/1.1 D+AH          | BDE(A-H)= 94.4/1.0 SDEA 93BOR/ZHA 

HOF(AH)=  13.1/0.5  83NIS/SAK    |

DacidS=24.4/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 336.2/2.0 IMRE | HOF(A-)=-9.1/2.2 Acid p:9

DacidH(AH)= 343.5/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pno2phnh.zaf]

CBS-QB3    |-9.7   |344.1|337.0| 2.766|12.0   |54.2   |23.8|94.3 

G3MP2B3    |-9.7   |344.0|336.9| 2.936|13.5   |58.1   |23.9|96.7 

G3MP2B3+   |-10.0  |343.9|336.8| 2.943|13.3   |57.9   |23.9|96.7 

G4MP2      |-9.3   |344.0|336.8| 2.786|13.9   |55.0   |24.0|93.3 

M062X/Def2T|-9.8   |343.5|336.3| 2.857|11.4   |56.2   |24.2|96.9 

B3/6-311++G|7.3    |340.6|333.5| 2.907|34.0   |74.4   |23.9|92.5 

++++++++++++++++++++++++++++++++

oNO2-anilide-

C6H5N2O2  mw:137.036 Anion CAS: Z-82944-67-0 fg:47 cnt:11595

----

11TAF/       Datum: DacidG= 340.3/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oniphnh.zaf]

CBS-QB3    |-6.2   |347.5|340.9| 2.738|12.0   |57.0   |22.2|97.1 

G3MP2B3    |-6.4   |347.1|340.1| 2.920|13.7   |61.1   |23.5|99.4 

G4MP2      |-5.9   |347.1|340.2| 2.775|14.1   |58.2   |23.2|96.1 

M062X/Def2T|-5.2   |348.1|341.7|      |11.5   |       |21.3|     

B3/6-311++G|12.2   |345.7|339.0| 2.812|33.8   |77.2   |22.4|95.5 

++++++++++++++++++++++++++++++++

nitrobenzene..NO2-

C6H5N2O4  mw:169.025

Core ion CAS: Z-14797-65-0 Solvent: 98-95-3 fg:488 cnt:1812

HOF(solv)=  16.1/0.1 neut 94PED/   

----

86GRI/CHO    Datum: DaffG= 8.9/2.0 TDAs | HOF(A-)=-42.3/2.0 AfIN p:9

DaffH(X..Y-)= 14.2/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nbno2.zcf]

G3MP2B3    |-45.5  | 14.7|  6.9| 26.2|13.6   |-44.4  

G4MP2      |-45.0  | 14.1|  6.2| 26.8|14.2   |-45.0  

M062X/Def2T|-40.7  | 16.7|  9.4| 24.5|13.6   |-37.6  

B3/6-311++G|-22.5  | 13.9|  7.0| 23.2|35.7   |-44.3  

++++++++++++++++++++++++++++++++

(HCN)5..CN-

C6H5N6  mw:161.058 fg:485 cnt:3848

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 3.8/2.2 TDAs | HOF(A-)=104.0/3.7 AfIN p:8

DaffH(X..Y-)= 9.8/1.0 TDAs

++++++++++++++++++++++++++++++++

phenoxide-

C6H5O  mw:93.035 Anion CAS: Z-3229-70-7 fg:33 cnt:567

HOF(A.)=  13.8/0.7 D+AH          | BDE(A-H)= 89.0/0.6  14SIM/AGA     

HOF(AH)= -23.0/0.2  94PED/       |

DacidS=23.0/1.0 Stat |  S(A-)=72.1/1.8 Acid |  S(AH)=75.1/1.5  69BEN/CRU

----

18ZHU/QIA    Datum: EA=2.3530(4) eV LPES p:9

DacidH(AH)= 348.3/1.1 D-EA

----

13LIU/NIN    Datum: EA=2.2532(4) eV PVMI [18173.(3) cm-1] p:9

Given: 18173(3) cm-1.

----

79BAR/SCO #  Datum: DacidG= 342.3/2.0 IMRE | HOF(A-)=-39.6/2.0 Acid p:9

DacidH(AH)= 349.2/2.0 G+TS EA(ev)= 2.317

86SHI/VOR: tautomer acidities .DELTA.acidH(ortho) = 343.9/3.1 kcal,  para = 340.1/2 kcal. However, 99CAP/GUT based on aq. soln. results, imply 18 and 14 kcal/mol difference.

----

24CLA/GIB    Datum: EA=2.25(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

19WOO/HEN    Datum: EA=2.26(4) eV PVMI p:8

----

18KRE/GAR    Datum: EA=2.253(1) eV SEVI p:8

----

11KIM/YAC    Datum: EA=2.2538(8) eV SEVI p:8

16DOR/RYZ argue for a Bond Dissociation Energy(PhO-H) of 88.3/0.1.0 based on composite computational methods and a literature critique. Likewise, 05MUL/KOR claim 86.7/0.7 kcal/mol.

----

06ANG/ERV    Datum: DacidH(AH)= 348.0/1.0 CIDC p:8

DacidG(AH)= 341.1/1.0 H-TS

----

92GUN/GIL    Datum: EA=2.253(6) eV LPES p:8

Derived bond dissociation energy from the D-EA cycle: 87.6/2.2 kcal/mol.

----

04ANG/ERV    Datum: DacidG= 340.8/1.9 CIDC p:7

DacidH(AH)= 347.5/1.9 CIDC

----

98DET/ERV    Datum: DacidH(AH)= 350.4/3.1 Endo p:7

Re-analyzed (private communication, K.M. Ervin): acidity strengthened by 1.2 kcal/mol from value in paper. Bond Dissociation Energy now 88.7 kcal/mol.

----

75RIC/STE2   Datum: EA=<2.36(6) eV PD   p:7

----

78CUM/KEB    Datum: DacidG= 343.4/2.0 IMRE p:6

DacidH(AH)= 350.3/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pho.zaf]

W1U        |-40.3  |349.9|342.7| 2.262|-24.3  |11.9   |23.8|88.3 

CBS-QB3    |-37.9  |349.3|341.9| 2.229|-21.4  |13.6   |25.0|87.1 

G3MP2B3    |-41.0  |349.5|342.0| 2.419|-23.3  |14.8   |25.1|90.2 

G3MP2B3+   |-41.2  |349.4|342.0| 2.424|-23.4  |14.7   |25.1|90.3 

G4MP2      |-40.3  |349.3|341.7| 2.341|-22.4  |13.7   |25.4|88.2 

M062X/Def2T|-39.7  |349.8|342.2| 2.252|-24.8  |12.2   |25.4|89.1 

B3/6-311++G|-23.1  |347.2|339.7| 2.222|-3.0   |28.2   |25.1|83.3 

++++++++++++++++++++++++++++++++

mOH-phenoxide-

C6H5O2  mw:109.030 Anion CAS: Z-20217-24-7 fg:33 cnt:573

HOF(A.)= -31.1/1.9 D+AH          | BDE(A-H)= 89.0/1.9  98BOR/MAR     

HOF(AH)= -68.0/0.3  03SLA/LIE    |

DacidS=23.0/2.0 Stat |  S(A-)=79.6/2.2 Acid |  S(AH)=82.6/1.0 GpAd 93SP

----

15HUA/NIN    Datum: EA=2.3371(10) eV PVMI [18850.(8) cm-1] p:9

DacidH(AH)= 348.7/2.0 D-EA

For the syn-OH conformation. See also 17ZHU/HUA.

----

15HUA/NIN    Datum: EA=2.3454(6) eV PVMI [18917.(5) cm-1] p:9

For the anti-OH conformation. See also 17ZHU/HUA.

----

81FUJ/MCI #  Datum: DacidG= 339.8/2.0 IMRE | HOF(A-)=-87.0/2.1 Acid p:9

DacidH(AH)= 346.7/2.1 G+TS EA(ev)= 2.425

----

10WAN/FU     Datum: EA=2.33(1) eV LPES p:8

----

77MCM/KEB    Datum: DacidG= 338.3/2.0 IMRE p:7

DacidH(AH)= 345.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mohpho.zaf]

CBS-QB3    |-82.3  |347.9|340.2| 2.315|-64.5  |-29.0  |26.0|87.6 

G3MP2B3    |-84.4  |348.2|340.4| 2.515|-65.4  |-26.5  |26.0|91.0 

G3MP2B3+   |-84.6  |348.2|340.4| 2.518|-65.5  |-26.6  |26.1|91.1 

G4MP2      |-83.2  |348.1|340.3| 2.411|-64.1  |-27.7  |26.1|88.5 

M062X/Def2T|-84.3  |348.8|341.3| 2.347|-68.4  |-30.2  |25.1|90.3 

B3/6-311++G|-62.2  |346.0|338.3| 2.315|-40.9  |-8.9   |26.0|84.2 

++++++++++++++++++++++++++++++++

oOH-phenoxide-

C6H5O2  mw:109.030 Anion CAS: Z-20217-29-2 fg:33 cnt:1065

HOF(A.)= -34.6/1.3 D+AH          | BDE(A-H)= 82.4/1.2  04COR/GUE     

HOF(AH)= -64.9/0.5  03SLA/LIE    |

DacidS=23.0/2.0 Stat |  S(A-)=78.1/3.6 Acid |  S(AH)=81.1/3.0 GpAd 93SP

----

15WEI/KIM2   Datum: EA=2.3292(4) eV SEVI p:9

DacidH(AH)= 342.3/1.6 D-EA

----

81FUJ/MCI #  Datum: DacidG= 332.7/2.0 IMRE | HOF(A-)=-91.0/3.7 Acid p:9

DacidH(AH)= 339.6/2.1 G+TS EA(ev)= 2.447 DaffH(X..Y-)= 104.7/3.7 A-IN

----

15HUA/LIU2   Datum: EA=2.3289(6) eV PVMI p:8

Dipole bound state at 3.1/0.6 meV below the detachment threshhold.

----

10WAN/FU     Datum: EA=2.315(10) eV LPES p:8

----

77MCM/KEB    Datum: DacidG= 332.9/2.0 IMRE p:7

DacidH(AH)= 339.8/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oohpho.zaf]

CBS-QB3    |-92.1  |339.1|332.2| 2.324|-65.5  |-38.5  |23.2|79.1 

G3MP2B3    |-93.5  |339.4|332.6| 2.475|-65.8  |-36.4  |22.9|81.5 

G3MP2B3+   |-93.7  |339.3|332.3| 2.479|-65.8  |-36.5  |23.5|81.4 

G4MP2      |-92.1  |339.4|332.5| 2.369|-64.3  |-37.4  |23.2|79.0 

M062X/Def2T|-92.7  |340.4|333.3| 2.242|-68.5  |-41.0  |23.7|79.5 

B3/6-311++G|-70.8  |337.7|330.7| 2.251|-41.2  |-18.9  |23.5|74.5 

++++++++++++++++++++++++++++++++

pOH-phenoxide-

C6H5O2  mw:109.030 Anion CAS: Z-20217-26-9 fg:33 cnt:574

HOF(A.)= -36.1/3.0 D+AH          | BDE(A-H)= 82.2/2.9  98BOR/MAR     

HOF(AH)= -66.2/0.3  03SLA/LIE    |

DacidS=24.4/2.0 Stat |  S(A-)=79.6/2.2 Acid |  S(AH)=81.2/1.0 GpAd 93SP

----

10WAN/FU     Datum: EA=1.99(1) eV LPES p:9

DacidH(AH)= 349.9/2.4 D-EA

----

81FUJ/MCI #  Datum: DacidG= 343.1/2.0 IMRE | HOF(A-)=-81.5/2.3 Acid p:9

DacidH(AH)= 350.4/2.1 G+TS EA(ev)= 1.970 DaffH(X..Y-)= 86.9/2.3 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pohpho.zaf]

CBS-QB3    |-77.6  |351.1|342.9| 1.968|-63.0  |-32.6  |27.5|82.6 

G3MP2B3    |-79.2  |351.4|343.1| 2.134|-63.3  |-30.2  |27.7|85.2 

G3MP2B3+   |-79.4  |351.3|343.2| 2.145|-63.5  |-30.3  |27.0|85.4 

G4MP2      |-78.0  |351.2|343.3| 2.031|-62.0  |-31.4  |26.4|82.7 

M062X/Def2T|-78.5  |352.1|343.6| 1.918|-65.9  |-34.6  |28.5|83.4 

B3/6-311++G|-57.2  |348.9|340.9| 1.935|-38.9  |-12.9  |27.0|78.1 

++++++++++++++++++++++++++++++++

PhSO3-

C6H5O3S  mw:156.996 Anion CAS: Z-3198-32-1 fg:40 cnt:4738

HOF(A.)= -43.1/5.8 D+AH          | BDE(A-H)= 110.0/3.0 Est2          

HOF(AH)= -101.0/5.0 Est3         |

----

21NOB/MAR    Datum: EA=4.89(1) eV LPD  | HOF(A-)=-155.9/5.6 Acid p:9

DacidH(AH)= 310.8/2.5 D-EA

----

00WAN/FER    Datum: EA=5.0(2) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phso3.zaf]

CBS-QB3    |-150.0 |313.6|306.3| 4.700|-97.9  |-41.4  |24.6|108.6

G3MP2B3    |-146.6 |314.6|307.9| 4.704|-94.0  |-37.8  |22.5|108.3

G3MP2B3+   |-146.3 |315.0|307.4| 4.699|-94.1  |-37.7  |25.6|108.5

G4MP2      |-149.7 |315.1|307.8| 4.476|-97.6  |-46.3  |24.3|103.4

M062X/Def2T|-142.7 |315.6|308.3| 4.649|-93.6  |-35.3  |24.4|110.4

B3/6-311++G|-72.2  |316.5|308.5| 4.383|-21.4  |29.1   |26.7|102.6

++++++++++++++++++++++++++++++++

thiophenoxide-

C6H5S  mw:109.012 Anion CAS: Z-13133-62-5 fg:55 cnt:659

HOF(A.)=  58.0/1.1 D+AH          | BDE(A-H)= 83.5/1.1 PAC 02SAN/MUR  

HOF(AH)=  26.6/0.3  94PED/       |

DacidS=22.1/1.0 Stat |  S(A-)=76.6/0.5 Isoe |  S(AH)=80.5/0.5  69BEN/CRU

----

18ZHU/QIA    Datum: EA=2.3535(6) eV LPES p:9

DacidH(AH)= 342.8/1.5 D-EA

----

11KIM/YAC    Datum: EA=2.3452(6) eV SEVI p:9

----

88TAF/BOR    Datum: DacidG= 333.8/2.0 IMRE | HOF(A-)=1.3/2.0 Acid p:9

DacidH(AH)= 340.4/2.0 G+TS EA(ev)= 2.459

----

05GUI/RIA    Datum: DacidG= 333.4/2.1 IMRE p:8

DacidH(AH)= 340.0/2.1 G+TS

----

75RIC/STE2   Datum: EA=<2.47(6) eV PD   p:7

DacidG(AH)=>333.6/1.8 H-TS| DacidH(AH)=>340.1/2.0 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phs.zaf]

W1U        |-1.6   |339.9|333.2|      |24.3   |       |22.5|     

CBS-QB3    |-0.2   |339.1|332.5| 2.414|26.5   |55.4   |21.9|81.1 

G3MP2B3    |-3.4   |339.5|332.8| 2.533|24.3   |55.0   |22.6|82.8 

G3MP2B3+   |-3.5   |339.5|332.9| 2.537|24.1   |54.9   |22.4|82.9 

G4MP2      |-2.9   |340.1|333.3| 2.429|24.2   |53.2   |22.6|81.0 

M062X/Def2T|-0.4   |339.9|332.8| 2.580|24.4   |59.1   |23.8|86.8 

B3/6-311++G|19.6   |337.8|331.3| 2.301|49.1   |72.6   |21.8|75.7 

++++++++++++++++++++++++++++++++

PhSe-

C6H5Se  mw:156.956 Anion CAS: Z-14971-39-2 fg:57 cnt:6654 BDE(A-H)= 78.0/4.0  96LEE/LI      

DacidS=21.2/3.0 Calc | 

----

05GUI/RIA    Datum: DacidG= 331.3/2.4 IMRB p:8

DacidH(AH)= 337.6/2.6 G+TS EA(ev)= 2.341

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yse.zaf]

G3MP2B3    |3.4    |333.7|328.2| 2.482|36.9   |60.7   |18.6|75.9 

M062X/Def2T|9.4    |332.4|325.7| 2.400|41.7   |64.7   |22.3|75.1 

B3/6-311++G|23.9   |333.1|326.7| 2.295|58.1   |76.7   |21.3|70.8 

++++++++++++++++++++++++++++++++

2,4-dimethylene-cyclobutane-3-yl-1-ide-

C6H6  mw:78.048 Anion CAS: Z-207803-54-1 fg:80 cnt:4313 BDE(A-H)= 96.0/2.0 D-EA           

DacidS=24.6/1.0 Stat | 

----

98HIL/SQU    Datum: EA=1.14(1) eV CIDC [26.3(2) kcal] p:8

----

98HIL/SQU    Datum: DacidG= 376.0/2.0 IMRB p:8

DacidH(AH)= 383.3/2.0 G+TS

Acidity between ClCH2F, MeOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [13cbuj2r.zaf]

CBS-QB3    |93.8   |379.1|370.9| 0.862|80.4   |113.2  |27.5|84.9 

G3MP2B3    |89.1   |376.8|368.5| 0.914|79.5   |109.6  |28.0|82.2 

G3MP2B3+   |88.9   |376.8|368.5| 0.911|79.3   |109.4  |27.7|82.2 

G4MP2      |87.0   |376.2|367.5| 1.013|78.0   |109.6  |29.0|83.8 

M062X/Def2T|91.6   |376.0|367.9| 0.564|80.2   |104.1  |27.3|76.0 

B3/6-311++G|100.7  |376.1|368.7| 1.115|91.8   |125.8  |24.9|86.1 

++++++++++++++++++++++++++++++++

benzene..Br-

C6H6Br  mw:156.966

Core ion CAS: Z-24959-67-9 Solvent: 71-43-2 fg:483 cnt:2166

HOF(solv)=  19.7/0.2 neut 94PED/   

----

88HIR/MIZ3   Datum: DaffG= 3.9/2.6 TDAs | HOF(A-)=-40.1/2.0 AfIN p:7

DaffH(X..Y-)= 9.0/2.0 TDAs

----

91PAU/KEB    Datum: DaffG= 2.5/1.0 IMRE p:6

DaffH(X..Y-)= 8.5/1.2 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phhbr-p.zcf]

G3MP2B3    |-40.2  |  6.4|  2.4| 13.5|18.7   |-52.5  

G3MP2B3+   |-40.1  |  6.2|  1.8| 14.8|18.6   |-52.5  

G4MP2      |-39.1  |  6.1|  0.7| 17.9|19.1   |-52.1  

M062X/Def2T|-39.0  |  8.4|  4.1| 14.3|18.4   |-49.0  

B3/6-311++G|-26.0  |  4.6|  0.3| 14.6|34.7   |-56.1  

++++++++++++++++++++++++++++++++

phenol..Br-

C6H6BrO  mw:172.961

Core ion CAS: Z-24959-67-9 Solvent: 108-95-2 fg:483 cnt:2593

HOF(solv)= -23.0/0.2 neut 94PED/   

----

90PAU/KEB2   Datum: DaffG= 11.1/1.0 IMRE | HOF(A-)=-91.8/1.2 AfIN p:8

DaffH(X..Y-)= 18.0/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phohbr.zcf]

G3MP2B3    |-97.0  | 21.2| 14.4| 22.9|-23.3  |-52.5  

G3MP2B3+   |-96.9  | 21.0| 13.8| 24.1|-23.4  |-52.5  

G4MP2      |-95.4  | 20.9| 14.1| 22.8|-22.4  |-52.1  

M062X/Def2T|-97.4  | 23.6| 17.1| 22.1|-24.8  |-49.0  

B3/6-311++G|-78.0  | 18.8| 11.6| 24.2|-3.0   |-56.1  

++++++++++++++++++++++++++++++++

3-Br-bicyclo[1.1.1]pentane-1-CO2-

C6H6BrO2  mw:188.956 Anion CAS: Z-156517-85-0 fg:38 cnt:6617 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 328.6/2.0 CIDC p:8

DacidH(AH)= 335.8/2.0 G+TS EA(ev)= 3.939

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [brbcpco2.zaf]

CBS-QB3    |-77.6  |334.8|326.6|      |-46.7  |       |27.5|     

G3MP2B3    |-73.5  |336.4|328.5| 3.926|-42.8  |17.2   |26.6|112.1

G3MP2B3+   |-74.8  |335.3|327.3| 3.955|-42.9  |16.7   |26.6|111.7

G4MP2      |-72.8  |336.2|327.9| 3.105|-41.9  |-0.2   |27.9|93.8 

M062X/Def2T|-73.7  |334.8|326.5| 3.131|-43.8  |-0.5   |28.0|95.4 

B3/6-311++G|-42.7  |331.9|323.7| 3.780|-7.3   |44.8   |27.3|104.2

++++++++++++++++++++++++++++++++

benzene..Cl-

C6H6Cl  mw:113.016

Core ion CAS: Z-16887-00-6 Solvent: 71-43-2 fg:482 cnt:1390

HOF(solv)=  19.7/0.2 neut 94PED/   

----

88HIR/MIZ3   Datum: DaffG= 4.0/2.6 TDAs | HOF(A-)=10.3/2.0 AfIN p:9

DaffH(X..Y-)= 9.4/2.0 TDAs

----

07TSC/UEB    Datum: EA=3.98(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

86CHO/KEB2   Datum: DaffG= 3.8/1.6 IMRE p:7

----

82FRE/IKU    Datum: DaffG= 3.8 IMRE p:7

----

84LAR/MCM2   Datum: DaffG= 4.8/2.0 IMRE p:6

DaffH(X..Y-)= 9.9/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [phhcl-p.zcf]

CBS-QB3    |-43.0  |  7.8|  3.8| 13.4|21.5   |-56.7  | 3.748

G3MP2B3    |-45.0  |  7.6|  3.8| 12.7|18.7   |-56.1  | 3.833

G3MP2B3+   |-44.9  |  7.3|  3.3| 13.5|18.6   |-56.1  | 3.827

G4MP2      |-43.5  |  7.6|  2.6| 16.9|19.1   |-55.0  | 3.703

M062X/Def2T|-40.8  | 10.8|  6.1| 15.5|18.4   |-48.4  | 3.506

B3/6-311++G|-28.5  | -4.6|  2.7| 12.3|34.7   |-56.9  | 3.590

++++++++++++++++++++++++++++++++

pCl-aniline-.

C6H6ClN  mw:127.019 Anion CAS: Z-1156547-58-8 fg:102 cnt:9976

----

19CIB/HAR    Datum: EA=0.0066 eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclan.zzf]

G3MP2B3    |24.8   |     |     |-0.502|       |12.4   |    |     

++++++++++++++++++++++++++++++++

(HCN)6..Cl-

C6H6ClN6  mw:197.035 fg:482 cnt:3855

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 1.5/2.2 TDAs | HOF(A-)=107.3/3.4 AfIN p:8

DaffH(X..Y-)= 8.7/1.0 TDAs

++++++++++++++++++++++++++++++++

phenol..Cl-

C6H6ClO  mw:129.011

Core ion CAS: Z-16887-00-6 Solvent: 108-95-2 fg:482 cnt:1371

HOF(solv)= -23.0/0.2 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 19.2/2.0 TDAs | HOF(A-)=-49.0/2.0 AfIN p:7

DaffH(X..Y-)= 26.0/2.0 TDAs

----

77CUM/FRE #  Datum: DaffG= 18.5/2.0 TDEq p:6

DaffH(X..Y-)= 26.0/2.0 TDEq

Re-anchored to data in 82FRE/IKU.
###### the following are "below the line": evaluated as not accurate ####

----

71YAM/KEB    Datum: DaffG= 14.8/2.0 TDAs p:3

DaffH(X..Y-)= 19.4/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phohcl.zcf]

CBS-QB3    |-103.3 | 25.1| 18.1| 23.5|-21.4  |-56.7  

G3MP2B3    |-104.1 | 24.7| 17.7| 23.6|-23.3  |-56.1  

G3MP2B3+   |-104.1 | 24.6| 17.6| 23.3|-23.4  |-56.1  

G4MP2      |-102.4 | 25.0| 17.9| 23.7|-22.4  |-55.0  

M062X/Def2T|-102.6 | 29.3| 22.3| 23.6|-24.8  |-48.4  

B3/6-311++G|-83.0  | 12.1| 16.1| 23.3|-3.0   |-56.9  

++++++++++++++++++++++++++++++++

3-Cl-bicyclo[1.1.1]pentane-1-CO2-

C6H6ClO2  mw:145.006 Anion CAS: Z-224584-21-8 fg:38 cnt:6615 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 329.6/2.0 CIDC p:8

DacidH(AH)= 336.8/2.0 G+TS EA(ev)= 3.896

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clbcpco2.zaf]

CBS-QB3    |-86.1  |335.7|327.6|      |-56.1  |       |27.2|     

G3MP2B3    |-85.0  |336.7|329.1| 3.838|-54.5  |3.4    |25.7|110.0

G3MP2B3+   |-85.6  |336.3|328.4|      |-54.7  |       |26.6|     

G4MP2      |-84.5  |336.6|328.6|      |-54.0  |       |27.0|     

M062X/Def2T|-84.2  |336.5|328.2| 3.898|-56.0  |5.7    |27.6|113.8

B3/6-311++G|-50.6  |333.4|325.3| 3.846|-16.7  |36.8   |27.0|105.6

++++++++++++++++++++++++++++++++

benzene..Co2-

C6H6Co2  mw:195.914

Core ion CAS: Z-104120-67-4 Solvent: 71-43-2 fg:24 cnt:5970

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02GER/THO    Datum: EA=0.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

benzene..F-

C6H6F  mw:97.046

Core ion CAS: Z-16984-48-8 Solvent: 71-43-2 fg:481 cnt:1868

HOF(A.)=  14.8/0.4  88GRO/WEN    |

HOF(solv)=  19.7/0.2 neut 94PED/   

----

87HIR/MIZ    Datum: DaffG= 9.4 TDAs | HOF(A-)=-55.0/0.7 AfIN p:8

DaffH(X..Y-)= 15.3 TDAs  EA(eV)= 3.027

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c6h6f-a.zcf]

G3MP2B3    |-56.5  | 15.1| 10.6| 15.1|18.7   |-60.1  

G3MP2B3+   |-57.2  | 15.7| 10.7| 16.6|18.6   |-60.1  

G4MP2      |-54.8  | 11.9|  5.7| 20.8|19.1   |-62.0  

M062X/Def2T|-49.2  | 21.6| 17.2| 14.9|18.4   |-45.9  

B3/6-311++G|-42.5  |  5.4| 10.9| 16.5|34.7   |-61.5  

++++++++++++++++++++++++++++++++

phenol..F-

C6H6FO  mw:113.041

Core ion CAS: Z-16984-48-8 Solvent: 108-95-2 fg:481 cnt:1027

HOF(solv)= -23.0/0.2 neut 94PED/   
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 33.5/2.0 IMRE | HOF(A-)=-123.8/2.1 AfIN p:4

DaffH(X..Y-)= 41.3/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 42-44 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phohf.zcf]

CBS-QB3    |-131.4 | 51.0| 43.7| 24.5|-21.4  |-59.0  

G3MP2B3    |-132.9 | 49.5| 42.1| 25.0|-23.3  |-60.1  

G3MP2B3+   |-133.9 | 50.4| 43.3| 24.0|-23.4  |-60.1  

G4MP2      |-131.7 | 47.3| 39.9| 25.0|-22.4  |-62.0  

M062X/Def2T|-132.2 | 61.4| 54.2| 24.2|-24.8  |-45.9  

B3/6-311++G|-114.7 | 39.8| 43.0| 24.0|-3.0   |-61.5  

++++++++++++++++++++++++++++++++

3-F-bicyclo[1.1.1]pentane-1-CO2-

C6H6FO2  mw:129.036 Anion CAS: Z-224584-20-7 fg:38 cnt:6614 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 331.1/2.0 CIDC p:8

DacidH(AH)= 338.3/2.0 G+TS EA(ev)= 3.831

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fbcpco2.zaf]

CBS-QB3    |-124.4 |336.9|329.1|      |-95.6  |       |26.2|     

G3MP2B3    |-123.7 |337.9|330.5| 3.976|-94.4  |-31.9  |24.9|114.6

G3MP2B3+   |-123.8 |337.9|330.1| 3.949|-94.5  |-32.5  |26.1|114.1

G4MP2      |-122.4 |337.7|329.9| 3.832|-92.9  |-33.8  |26.1|111.2

M062X/Def2T|-122.3 |338.6|330.6| 3.762|-96.2  |-35.4  |26.9|112.8

B3/6-311++G|-90.1  |335.7|327.8| 3.774|-58.5  |-2.8   |26.5|107.8

++++++++++++++++++++++++++++++++

MeO2CCH=C(OCH2CF3)O-

C6H6F3O4  mw:199.022 Anion CAS: Z-791062-67-4 fg:66 cnt:6500

HOF(AH)= -340.2/3.0 GpAd 93SP    |

DacidS=18.9 Calc | 

----

04MIS/MAT    Datum: DacidG= 333.5/2.0 IMRE | HOF(A-)=-366.7/3.0 Acid p:9

DacidH(AH)= 339.1 G+TS

Composite computational methods(18BAR/) indicate the keto form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [exco2jqu.zaf]

CBS-QB3    |-372.5 |340.0|333.1|      |-346.7 |       |23.1|     

G3MP2B3    |-366.7 |340.8|334.4| 3.096|-340.4 |-295.3 |21.3|97.2 

G3MP2B3+   |-366.8 |340.7|334.2| 3.099|-340.3 |-295.2 |21.7|97.2 

G4MP2      |-363.2 |340.8|334.5| 2.847|-336.8 |-297.5 |20.9|91.5 

M062X/Def2T|-375.7 |337.0|330.6| 3.099|-348.0 |-304.1 |21.4|96.0 

B3/6-311++G|-326.6 |335.1|328.7| 3.155|-294.5 |-253.8 |21.5|92.8 

++++++++++++++++++++++++++++++++

PhSiF3..H-

C6H6F3Si  mw:163.020

Core ion CAS: Z-12184-88-2 Solvent: 368-47-8 fg:480 cnt:6356

HOF(solv)=-261.0/3.0  88LIE/       

----

03KRO/LAR    Datum: DaffH= 64.0/3.2 CIDT | HOF(A-)=-290.3/4.4 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phsif3h.zcf]

G3MP2B3    |-287.7 | 58.9| 51.2| 25.9|-268.3 |34.7   

G3MP2B3+   |-287.1 | 58.8| 50.9| 26.2|-267.8 |34.7   

G4MP2      |-288.1 | 66.0| 58.1| 26.4|-269.3 |34.7   

M062X/Def2T|-287.4 | 68.9| 60.7| 27.4|-270.8 |34.7   

B3/6-311++G|-240.1 | 51.6| 51.5| 26.2|-212.9 |34.7   

++++++++++++++++++++++++++++++++

PhSiF2H..F-

C6H6F3Si  mw:163.020

Core ion CAS: Z-16984-48-8 Solvent: 696-35-5 fg:481 cnt:6358

HOF(solv)=-155.1/3.6  03KRO/LAR    

----

03KRO/LAR    Datum: DaffH= 72.3/4.4 CIDC | HOF(A-)=-286.8/5.7 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ysif2hf.zcf]

G3MP2B3    |-287.1 | 60.5| 51.9| 28.9|-166.4 |-60.1  | 3.537

B3/6-311++G|-238.8 |     |     |     |       |       | 3.506

++++++++++++++++++++++++++++++++

(benzene)Fe-

C6H6Fe  mw:133.982 Anion CAS: Z-342430-65-3 fg:24 cnt:7194

----

08ZHE/EUS    Datum: EA=0.46(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)Fe2-

C6H6Fe2  mw:189.917 Anion CAS: Z-1071846-76-8 fg:24 cnt:7195

----

08ZHE/EUS    Datum: EA=1.15(10) eV LPES p:8

++++++++++++++++++++++++++++++++

benzene..I-

C6H6I  mw:204.952

Core ion CAS: Z-20461-54-5 Solvent: 71-43-2 fg:484 cnt:2167

HOF(solv)=  19.7/0.2 neut 94PED/   

----

08PIA/BEC    Datum: EA=3.27(4) eV PEPI p:8

The stated EA is the Vertical Detachment Energy.

----

88HIR/MIZ3   Datum: DaffG= 1.8/2.6 TDAs | HOF(A-)=-31.4/2.0 AfIN p:8

DaffH(X..Y-)= 6.1/2.0 TDAs

----

89CAL/MAS    Datum: DaffH= 9.1/1.0 TDAs p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phhi.zc0]

M062X/Def2T|-30.6  |  5.3|  1.3| 13.3|18.4   |-43.7  

++++++++++++++++++++++++++++++++

(HCN)6..I-

C6H6IN6  mw:288.970 fg:484 cnt:3867

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 1.5/2.2 TDAs | HOF(A-)=77.9/3.4 AfIN p:8

DaffH(X..Y-)= 7.4/1.0 TDAs

++++++++++++++++++++++++++++++++

phenol..I-

C6H6IO  mw:220.947

Core ion CAS: Z-20461-54-5 Solvent: 108-95-2 fg:484 cnt:2615

HOF(solv)= -23.0/0.2 neut 94PED/   

----

08PIA/BEC    Datum: EA=3.77(4) eV PEPI p:8

The stated EA is the Vertical Detachment Energy.

----

05BOW/BEC    Datum: EA=3.81(4) eV PEPI p:8

----

90PAU/KEB2   Datum: DaffG= 8.4/1.0 IMRE | HOF(A-)=-82.7/1.2 AfIN p:8

DaffH(X..Y-)= 14.7/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phohi.zc0]

M062X/Def2T|-86.9  | 18.4| 12.2| 20.9|-24.8  |-43.7  

++++++++++++++++++++++++++++++++

benzene..Mn-

C6H6Mn  mw:132.986 Anion CAS: Z-342430-64-2 fg:24 cnt:8933

HOF(solv)=  19.7/0.2 neut 94PED/   

----

16MAS/IWA    Datum: EA=0.76(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

anilide-

C6H6N  mw:92.051 Anion CAS: Z-27547-14-4 fg:47 cnt:668

HOF(A.)=  60.4/0.3 D+AH          | BDE(A-H)= 91.6/0.1 PDis 10KIN/OLI 

HOF(AH)=  20.8/0.2  94PED/       |

DacidS=24.4/2.0 Stat |  S(A-)=74.8/2.1 Acid |  S(AH)=76.4/0.5  69BEN/CRU

----

12WRE/VOG    Datum: EA=1.607(4) eV LPES p:9

DacidH(AH)= 368.2/0.5 D-EA

----

79BAR/SCO #  Datum: DacidG= 359.1/2.0 IMRE | HOF(A-)=21.5/2.1 Acid p:9

DacidH(AH)= 366.4/2.1 G+TS

----

84DRZ/BRA2   Datum: EA=1.70(3) eV LPD  [39.3(7) kcal] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phnh.zaf]

W1U        |21.0   |368.0|360.6| 1.613|18.8   |58.1   |24.8|91.4 

CBS-QB3    |24.7   |368.0|360.6| 1.610|22.5   |61.8   |24.7|91.4 

G3MP2B3    |20.2   |367.2|359.4| 1.796|20.2   |61.6   |26.2|93.5 

G3MP2B3+   |20.0   |367.1|359.7| 1.804|20.1   |61.5   |25.0|93.5 

G4MP2      |20.3   |367.0|359.6| 1.720|20.4   |59.9   |25.0|91.5 

M062X/Def2T|22.6   |368.4|360.9| 1.618|18.9   |59.8   |25.2|93.1 

B3/6-311++G|36.0   |367.1|359.7| 1.580|36.1   |72.4   |25.0|88.3 

++++++++++++++++++++++++++++++++

p-pyridinyl-CH2-

C6H6N  mw:92.051 Anion CAS: Z-18860-18-9 fg:74 cnt:1830

HOF(AH)=  24.9/0.2  94PED/       |

DacidS=23.0/2.0 Stat |  S(A-)=73.3/2.2 Acid |  S(AH)=76.3/1.0 GpAd 93SP

----

88MEO/KAF    Datum: DacidG= 362.9/5.0 IMRB | HOF(A-)=28.9/5.0 Acid p:8

DacidH(AH)= 369.8/5.0 G+TS

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

----

88DEP/KAS    Datum: DacidG= 368.0/3.0 IMRB p:7

DacidH(AH)= 374.9/3.1 G+TS

Acid: p-methylpyridine. Between iPrOH, MeCN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ppyrj.zaf]

CBS-QB3    |31.1   |371.0|365.0| 1.485|25.8   |65.3   |20.2|91.6 

G3MP2B3    |26.8   |370.0|363.9| 1.677|24.0   |65.5   |20.5|93.6 

G3MP2B3+   |26.6   |370.0|364.7| 1.686|23.9   |65.4   |17.7|93.7 

G4MP2      |27.2   |370.1|364.2| 1.583|24.3   |63.6   |19.8|91.5 

M062X/Def2T|28.3   |369.9|364.1| 1.467|23.1   |62.1   |19.6|91.1 

B3/6-311++G|42.5   |369.4|363.5| 1.470|40.3   |76.3   |19.9|88.0 

++++++++++++++++++++++++++++++++

m-pyridinyl-CH2-

C6H6N  mw:92.051 Anion CAS: Z-18860-17-8 fg:74 cnt:1828

HOF(AH)=  25.5/0.1  94PED/       |

DacidS=23.0/2.0 Stat |  S(A-)=74.7/2.2 Acid |  S(AH)=77.7/1.0 GpAd 93SP

----

88DEP/KAS    Datum: DacidG= 371.0/3.0 IMRB | HOF(A-)=37.6/3.1 Acid p:7

DacidH(AH)= 377.9/3.1 G+TS

Acid: 3-methylpyridine. Comparable to EtOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mpyrj.zaf]

CBS-QB3    |38.8   |378.2|371.4| 1.152|26.3   |65.2   |23.1|91.0 

G3MP2B3    |34.6   |377.3|370.4| 1.340|24.5   |65.4   |23.2|92.9 

G3MP2B3+   |34.4   |377.2|370.2| 1.347|24.4   |65.3   |23.3|93.0 

G4MP2      |34.6   |377.0|370.2| 1.259|24.7   |63.5   |23.0|90.9 

M062X/Def2T|36.0   |377.0|370.2| 1.128|23.7   |61.9   |22.8|90.3 

B3/6-311++G|49.4   |375.7|368.8| 1.162|41.0   |76.1   |23.3|87.2 

++++++++++++++++++++++++++++++++

o-pyridinyl-CH2-

C6H6N  mw:92.051 Anion CAS: Z-18860-16-7 fg:74 cnt:1829

HOF(AH)=  23.7/0.2  94PED/       |

DacidS=23.0/2.0 Stat |  S(A-)=74.7/2.2 Acid |  S(AH)=77.7/1.0 GpAd 93SP

----

88DEP/KAS    Datum: DacidG= 370.0/3.0 IMRB | HOF(A-)=34.9/3.1 Acid p:7

DacidH(AH)= 376.9/3.1 G+TS

Acid: 2-methylpyridine. Between EtOH, iPrOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [opyrj.zaf]

CBS-QB3    |36.1   |377.2|370.4| 1.238|24.6   |64.5   |23.1|92.0 

G3MP2B3    |31.6   |376.0|369.0| 1.436|22.8   |64.6   |23.3|93.8 

G3MP2B3+   |31.5   |376.0|368.9| 1.441|22.7   |64.5   |23.8|93.9 

G4MP2      |31.8   |375.9|369.1| 1.350|23.1   |62.8   |22.9|91.8 

M062X/Def2T|33.2   |375.9|369.0| 1.220|21.9   |61.2   |23.4|91.4 

B3/6-311++G|47.0   |375.3|368.1| 1.232|39.1   |75.3   |23.8|88.3 

++++++++++++++++++++++++++++++++

oNH2-phenoxide-

C6H6NO  mw:108.045 Anion CAS: Z-63697-28-9 fg:33 cnt:1186

HOF(A.)=   8.4/2.4 D+AH          | BDE(A-H)= 81.3/2.4  98BOR/MAR     

HOF(AH)= -20.8/0.3  86NUN/BAR    |

DacidS=25.5/2.0 Stat |  S(A-)=84.6/2.2 Acid |  S(AH)=85.1/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 341.3/2.0 IMRE | HOF(A-)=-37.6/2.1 Acid p:7

DacidH(AH)= 348.9/2.1 G+TS EA(ev)= 1.996

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [onh2pho.zaf]

CBS-QB3    |-40.1  |346.1|339.1| 1.926|-20.5  |4.4    |23.5|77.1 

G3MP2B3    |-42.3  |346.6|339.9| 2.085|-21.7  |6.1    |22.5|79.9 

G3MP2B3+   |-42.4  |346.6|340.0| 2.099|-21.8  |6.1    |22.0|80.1 

G4MP2      |-41.5  |347.1|338.9| 1.980|-21.4  |4.4    |27.3|77.9 

M062X/Def2T|-40.9  |347.6|340.8| 1.812|-23.7  |1.0    |22.7|76.8 

B3/6-311++G|-23.2  |345.1|338.2| 1.817|-1.0   |18.8   |23.1|72.0 

++++++++++++++++++++++++++++++++

mNH2-phenoxide-

C6H6NO  mw:108.045 Anion CAS: Z-68743-37-3 fg:33 cnt:571

HOF(A.)=  14.0/1.0 D+AH          | BDE(A-H)= 87.5/1.0  98BOR/MAR     

HOF(AH)= -21.4/0.4  86NUN/BAR    |

DacidS=23.0/1.0 Stat |  S(A-)=82.1/1.4 Acid |  S(AH)=85.1/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 343.7/2.0 IMRE | HOF(A-)=-36.5/2.1 Acid p:9

DacidH(AH)= 350.6/2.0 G+TS EA(ev)= 2.193

----

77MCM/KEB    Datum: DacidG= 344.3/2.0 IMRE p:7

DacidH(AH)= 351.2/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnh2pho.zaf]

CBS-QB3    |-36.3  |350.3|342.7| 2.148|-20.8  |13.3   |25.5|86.2 

G3MP2B3    |-38.9  |350.4|342.8| 2.353|-22.1  |15.4   |25.4|89.6 

G3MP2B3+   |-39.0  |350.4|342.9| 2.356|-22.2  |15.4   |25.5|89.7 

G4MP2      |-38.3  |350.3|342.7| 2.252|-21.4  |13.7   |25.7|87.2 

M062X/Def2T|-38.1  |351.5|343.9| 2.175|-24.8  |12.1   |25.4|89.0 

B3/6-311++G|-20.3  |349.1|341.5| 2.121|-2.1   |28.6   |25.5|82.8 

++++++++++++++++++++++++++++++++

pNH2-phenoxide-

C6H6NO  mw:108.045 Anion CAS: Z-19052-59-6 fg:33 cnt:572

HOF(A.)=   7.6/3.1 D+AH          | BDE(A-H)= 79.2/3.1  98BOR/MAR     

HOF(AH)= -19.5/0.4  86NUN/BAR    |

DacidS=23.0/1.0 Stat |  S(A-)=80.7/1.4 Acid |  S(AH)=83.7/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 345.6/2.0 IMRE | HOF(A-)=-32.7/2.1 Acid p:9

DacidH(AH)= 352.5/2.0 G+TS

----

77MCM/KEB    Datum: DacidG= 347.6/2.0 IMRE p:7

DacidH(AH)= 354.5/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnh2pho.zaf]

CBS-QB3    |-31.8  |353.0|345.2| 1.752|-19.1  |8.5    |26.0|79.7 

G3MP2B3    |-34.3  |352.7|345.0| 1.946|-19.8  |10.4   |25.9|82.3 

G3MP2B3+   |-34.5  |352.7|344.9| 1.949|-20.0  |10.3   |26.1|82.4 

G4MP2      |-34.2  |352.1|345.3| 1.840|-19.1  |8.6    |23.0|79.9 

M062X/Def2T|-32.9  |353.8|346.1| 1.670|-22.0  |5.7    |25.8|79.8 

B3/6-311++G|-15.7  |351.1|343.3| 1.679|0.5    |23.0   |26.3|74.6 

++++++++++++++++++++++++++++++++

1-Me-4-pyridon-2-ide-

C6H6NO  mw:108.045 Anion CAS: Z-262607-66-9 fg:86 cnt:5180

HOF(AH)=  -3.0/2.0  88LIE/       |

DacidS=27.4/2.0 Stat | 

----

00GRO/FEN    Datum: DacidG= 370.1/2.7 IMRB | HOF(A-)=9.6/3.4 Acid p:7

DacidH(AH)= 378.3/2.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nrpyr4on.zaf]

G3MP2B3    |0.3    |376.1|368.4| 2.172|-8.6   |50.5   |25.9|111.2

G3MP2B3+   |-34.5  |341.4|334.0| 3.255|-8.8   |40.5   |24.9|101.4

G4MP2      |0.7    |375.6|368.0| 2.087|-7.8   |49.0   |25.6|108.9

M062X/Def2T|1.2    |377.1|369.4| 2.002|-11.2  |47.5   |26.0|110.8

B3/6-311++G|18.9   |376.3|368.3| 2.062|9.9    |66.6   |26.8|108.8

++++++++++++++++++++++++++++++++

1-Me-2-pyridon-6-ide-

C6H6NO  mw:108.045 Anion CAS: Z-262607-65-8 fg:86 cnt:5181

HOF(AH)= -20.0/2.0  88LIE/       |

DacidS=26.0/2.0 Stat | 

----

00GRO/FEN    Datum: DacidG= 370.1/2.7 IMRB | HOF(A-)=-7.8/3.4 Acid p:7

DacidH(AH)= 377.9/2.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nrpyrdo6.zaf]

CBS-QB3    |-9.0   |375.9|368.6| 2.179|-19.1  |41.5   |24.6|112.7

G3MP2B3    |-11.1  |375.9|368.5| 2.237|-19.8  |40.7   |24.8|112.6

G3MP2B3+   |-11.1  |376.0|368.6| 2.231|-19.9  |40.5   |25.0|112.6

G4MP2      |-10.5  |375.6|368.2| 2.136|-18.9  |38.9   |24.7|109.9

M062X/Def2T|-10.5  |376.8|369.5| 2.025|-22.6  |36.4   |24.4|111.1

B3/6-311++G|8.2    |376.0|368.6| 2.106|-0.5   |56.9   |24.9|109.6

++++++++++++++++++++++++++++++++

benzene..NO-

C6H6NO  mw:108.045

Core ion CAS: Z-14967-78-3 Solvent: 71-43-2 fg:492 cnt:5979

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02LEB/SCH    Datum: EA=0.44(10) eV LPES p:9

DaffH(AH)=  9.5/2.3 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [phhno.zcf]

G3MP2B3    |44.4   | -3.8|-13.4| 32.4|18.7   |21.9   |-0.288

++++++++++++++++++++++++++++++++

PhSO2NH-

C6H6NO2S  mw:156.012 Anion CAS: Z-28627-69-2 fg:49 cnt:2506

HOF(A.)=   4.0/2.1 D+AH          | BDE(A-H)= 105.0/2.0 SDEA 97ZHA/BOR

HOF(AH)= -48.9/0.6  05MAT/MIR    |

DacidS=25.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 333.2/2.0 IMRE | HOF(A-)=-74.0/2.3 Acid p:9

DacidH(AH)= 340.7/2.2 G+TS EA(ev)= 3.380

.DELTA.fH(PhSO2NH2) is probably about -47 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phso2nh.zaf]

CBS-QB3    |-75.0  |340.6|332.8| 3.436|-49.9  |4.4    |26.2|106.4

G3MP2B3    |-72.8  |341.1|333.9| 3.420|-46.7  |6.3    |24.0|105.1

G3MP2B3+   |-72.6  |341.3|334.1| 3.415|-46.6  |6.4    |24.1|105.1

G4MP2      |-75.8  |341.2|334.0| 3.262|-49.8  |-0.4   |24.1|101.6

M062X/Def2T|-67.7  |342.2|335.1| 3.333|-45.3  |9.2    |23.8|106.6

B3/6-311++G|-4.8   |342.6|335.4| 3.204|19.8   |69.3   |24.4|101.5

++++++++++++++++++++++++++++++++

3-NO2-bicyclo[1.1.1]pentane-1-CO2-

C6H6NO4  mw:156.030 Anion CAS: Z-406947-43-1 fg:38 cnt:6619 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 324.9/2.0 CIDC p:8

DacidH(AH)= 332.1/2.0 G+TS EA(ev)= 4.100

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nibcpco2.zaf]

CBS-QB3    |-87.9  |330.5|323.2| 4.079|-52.6  |6.2    |24.5|110.9

G3MP2B3    |-85.2  |331.6|324.4| 4.084|-49.6  |9.0    |24.3|110.7

G3MP2B3+   |-85.3  |331.6|324.9| 4.085|-49.8  |8.9    |22.4|110.7

M062X/Def2T|-81.9  |331.5|323.8| 4.147|-48.7  |13.9   |26.0|114.7

B3/6-311++G|-48.1  |329.1|322.1| 3.959|-9.9   |43.2   |23.6|105.2

++++++++++++++++++++++++++++++++

PhOH..NO3-

C6H6NO4  mw:156.030

Core ion CAS: Z-14797-55-8 Solvent: 108-95-2 fg:498 cnt:11713

----

24YUA/ZHA    Datum: EA=4.5(1) eV LPES p:8

Vertical Detachment Energy: 5.0 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [yohno3.zcf]

CBS-QB3    |-120.3 | 21.3| 13.0| 27.9|-21.4  |-77.5  | 3.779

G3MP2B3    |-117.4 | 21.3| 13.0| 27.9|-23.3  |-72.8  | 3.887

G3MP2B3+   |-117.6 | 21.1| 13.2| 26.5|-23.4  |-73.0  | 3.896

M062X/Def2T|-117.7 | 21.1| 13.4| 25.7|-24.8  |-71.8  |      

B3/6-311++G|-94.6  |     |     |     |       |       | 3.764

++++++++++++++++++++++++++++++++

(CH2=CHCN)2-.

C6H6N2  mw:106.054

Core ion CAS: Z-34518-93-9 Solvent: 107-13-1 fg:302 cnt:9599

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

95FUK/TSU    Datum: EA=0.60(5) eV LPES p:8

DaffH(AH)=  13.7/1.2 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ncxjjxcn.zzf]

G3MP2B3    |70.4   | 21.3|  9.8| 38.7|43.7   |47.9   | 0.495

B3/6-311++G|75.3   |     |     |     |       |       | 1.019

++++++++++++++++++++++++++++++++

(CH2=CHCN)2..Na-

C6H6N2Na  mw:129.043 fg:201 cnt:9607

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

03OHS/MIS    Datum: EA=1.60(5) eV LPES p:8

DaffH(AH)=  11.5/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

mNH2-nitrobenzene-.

C6H6N2O2  mw:138.043 Anion CAS: Z-58833-50-4 fg:107 cnt:1632

HOF(A.)=  14.8/0.5  83NIS/SAK    |

----

89CHO/KIS    Datum: EA=0.945(87) eV [21.8(20) kcal] | HOF(A-)=-7.0/2.1 R-EA p:9

.DELTA.eaG(423 K) = -21.0 kcal/mol, .DELTA.S = -2 eu estimated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnh2nb.zzf]

CBS-QB3    |-9.4   |     |     | 0.983|       |13.1   |    |     

G3MP2B3    |-4.8   |     |     | 0.846|       |14.6   |    |     

G3MP2B3+   |-4.8   |     |     | 0.838|       |14.4   |    |     

G4MP2      |-8.3   |     |     | 1.016|       |15.0   |    |     

M062X/Def2T|-9.1   |     |     | 0.981|       |13.4   |    |     

B3/6-311++G|8.8    |     |     | 1.203|       |36.4   |    |     

++++++++++++++++++++++++++++++++

pNH2-nitrobenzene-.

C6H6N2O2  mw:138.043 Anion CAS: Z-34507-63-6 fg:107 cnt:4508

HOF(A.)=  13.1/0.5  83NIS/SAK    |

----

13SMI/BUO    Datum: EA=0.75(10) eV LPES p:9

Vertical Detachment Energy:1.1 eV.

----

99HUH/KAN    Datum: EA=0.915(87) eV [21.1(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnhnb.zzf]

CBS-QB3    |-6.3   |     |     | 0.808|       |12.0   |    |     

G3MP2B3    |-1.4   |     |     | 0.658|       |13.5   |    |     

G3MP2B3+   |-1.4   |     |     | 0.652|       |13.3   |    |     

M062X/Def2T|-5.6   |     |     | 0.751|       |11.4   |    |     

B3/6-311++G|11.7   |     |     | 0.979|       |34.0   |    |     

++++++++++++++++++++++++++++++++

3-Me-adeninide-

C6H6N5  mw:148.063 Anion CAS: A-5142-23-4 fg:93 cnt:6181

DacidS=24.0/3.0 Stat | 

----

02SHA/LEE    Datum: DacidG= 340.4/4.0 IMRB p:8

DacidH(AH)= 347.6/4.1 G+TS

Neutral acid is probably imine at N10(aniline site) and acidic site is N9 imidazole.

----

04SHA/LEE    Datum: DacidH(AH)= 370.0/3.0 IMRB p:7

DacidG(AH)= 362.8/3.1 H-TS

For the less acidic site,  likely C2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3radenin.zaf]

CBS-QB3    |41.2   |325.8|318.2|      |81.2   |       |25.4|     

G3MP2B3    |41.9   |326.3|318.9| 2.929|82.8   |109.5  |24.8|78.8 

G3MP2B3+   |41.7   |326.3|318.9| 2.935|82.6   |109.4  |24.6|78.8 

G4MP2      |41.7   |326.4|318.9| 2.770|82.5   |105.6  |25.1|75.2 

M062X/Def2T|38.4   |327.3|320.0| 2.794|75.8   |103.0  |24.4|79.2 

B3/6-311++G|61.4   |326.9|319.6| 2.733|101.7  |124.4  |24.5|74.8 

++++++++++++++++++++++++++++++++

1-Me-adeninide-

C6H6N5  mw:148.063 Anion CAS: Z-129763-13-9 fg:93 cnt:9120

----

04SHA/LEE    Datum: DacidH(AH)= 331.0/2.0 IMRB p:8

Likely the N9 site.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1raden-9.zaf]

CBS-QB3    |41.7   |337.7|330.2|      |69.7   |       |25.3|     

G3MP2B3    |42.4   |338.1|330.6| 2.999|71.5   |111.7  |25.4|92.2 

G3MP2B3+   |42.2   |338.1|330.5| 3.003|71.3   |111.5  |25.6|92.3 

G4MP2      |42.2   |338.1|330.5| 2.844|71.3   |107.9  |25.4|88.7 

M062X/Def2T|39.2   |339.5|331.9| 2.907|64.4   |106.3  |25.5|94.0 

B3/6-311++G|62.5   |339.0|331.4| 2.871|90.7   |128.7  |25.5|90.1 

++++++++++++++++++++++++++++++++

O-Me-guaninide(N9)-

C6H6N5O  mw:164.058 Anion CAS: A1-20535-83-5 fg:93 cnt:9705

----

09ZHA/LIU    Datum: DacidG= 330.0/3.0 CIDC p:8

----

09ZHA/LIU    Datum: DacidG= 331.0/3.0 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [roguani9.zaf]

CBS-QB3    |-19.5  |335.4|327.1| 3.135|10.9   |52.9   |27.6|94.1 

G3MP2B3    |-17.1  |335.8|327.9| 3.159|14.3   |55.9   |26.5|93.7 

G3MP2B3+   |-17.2  |335.8|328.1| 3.158|14.2   |55.8   |25.8|93.7 

G4MP2      |-16.5  |335.9|328.0| 2.971|14.8   |52.2   |26.5|89.5 

M062X/Def2T|-23.0  |337.8|330.3| 3.018|3.9    |46.7   |25.2|95.0 

B3/6-311++G|6.4    |337.9|330.2| 2.954|35.8   |74.7   |25.7|91.0 

++++++++++++++++++++++++++++++++

O-Me-guaninide(amino)-

C6H6N5O  mw:164.058 Anion CAS: A2-20535-83-5 fg:93 cnt:9706

----

09ZHA/LIU    Datum: DacidG= 355.0/3.0 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [roguania.zaf]

CBS-QB3    |6.6    |361.4|353.2| 2.355|10.9   |60.7   |27.4|101.9

G3MP2B3    |8.2    |361.1|352.8| 2.543|14.3   |66.6   |27.8|104.4

G3MP2B3+   |8.0    |361.1|352.8| 2.548|14.2   |66.6   |27.8|104.5

G4MP2      |8.7    |361.1|352.9| 2.357|14.8   |62.9   |27.5|100.2

M062X/Def2T|2.0    |362.8|354.8| 2.388|3.9    |56.9   |26.9|105.1

B3/6-311++G|30.5   |361.9|353.7| 2.326|35.8   |83.9   |27.6|100.2

++++++++++++++++++++++++++++++++

benzene..Nb-

C6H6Nb  mw:170.954 Anion CAS: Z-935552-81-1 fg:24 cnt:6876

HOF(solv)=  19.7/0.2 neut 94PED/   

----

07MIL/MAR    Datum: EA=0.893(6) eV LPES p:9

++++++++++++++++++++++++++++++++

benzene..Ni2-

C6H6Ni2  mw:193.918

Core ion CAS: Z-71736-54-4 Solvent: 71-43-2 fg:24 cnt:9406

HOF(solv)=  19.7/0.2 neut 94PED/   

----

05ZHE/NIL3   Datum: EA=1.0(1) eV LPES p:8

Vertical Detachment Energy:1.20(5) eV.

++++++++++++++++++++++++++++++++

benzene..Ni3-

C6H6Ni3  mw:251.854

Core ion CAS: Z-118517-85-4 Solvent: 71-43-2 fg:24 cnt:9407

HOF(solv)=  19.7/0.2 neut 94PED/   

----

05ZHE/NIL3   Datum: EA=0.9(1) eV LPES p:8

Vertical Detachment Energy:1.00(5) eV.

++++++++++++++++++++++++++++++++

benzene..O2-.

C6H6O2  mw:110.037

Core ion CAS: Z-11062-77-4 Solvent: 71-43-2 fg:491 cnt:5976

HOF(solv)=  19.7/0.2 neut 94PED/   

----

20DOB/THO2   Datum: EA=0.90(15) eV LPES p:9

Vertical Detachment Energy:1.52(5) eV.

----

16PAT/MAN    Datum: EA=1.44(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

02LEB/SCH    Datum: EA=1.06(10) eV LPES p:8

DaffH(AH)=  14.1/2.3 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [benzo2.zcf]

G3MP2B3    |-0.2   | 11.4|  6.3| 17.2|18.7   |-7.5   | 0.809

G3MP2B3+   |-1.5   | 12.5|  7.6| 16.5|18.6   |-7.6   | 0.874

++++++++++++++++++++++++++++++++

2,3-diMe-maleic anhydride-.

C6H6O3  mw:126.032 Anion CAS: Z-62565-79-1 fg:102 cnt:2400

HOF(A.)= -111.0/3.0 Est1         |

----

89PAU/KEB    Datum: EA=1.16(9) eV TDEq [26.8(20) kcal] | HOF(A-)=-137.8/3.6 R-EA p:9

.DELTA.eaG(423 K) = -26.2/1 kcal/mol, .DELTA.S = -2/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2malean.zzf]

CBS-QB3    |-148.2 |     |     | 1.198|       |-120.6 |    |     

G3MP2B3    |-146.1 |     |     | 1.131|       |-120.0 |    |     

G3MP2B3+   |-146.4 |     |     | 1.142|       |-120.2 |    |     

G4MP2      |-147.8 |     |     | 1.287|       |-118.1 |    |     

M062X/Def2T|-150.2 |     |     | 1.243|       |-121.6 |    |     

B3/6-311++G|-123.5 |     |     | 1.441|       |-90.4  |    |     

++++++++++++++++++++++++++++++++

PhPO(OH)O-

C6H6O3P  mw:157.006 Anion CAS: Z-67303-63-3 fg:41 cnt:11342

----

21NOB/MAR    Datum: EA=4.60(5) eV LPD  p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phpo3h.zaf]

CBS-QB3    |-220.3 |326.9|320.1| 4.406|-181.5 |-118.6 |23.0|115.0

G3MP2B3    |-217.6 |327.9|321.0| 4.444|-178.3 |-115.1 |23.1|115.4

G3MP2B3+   |-217.6 |327.9|320.9| 4.437|-178.3 |-115.1 |23.4|115.2

G4MP2      |-218.6 |328.1|321.3| 4.284|-179.5 |-119.8 |22.6|111.9

M062X/Def2T|-216.7 |329.3|322.5| 4.288|-181.3 |-117.7 |22.6|115.7

B3/6-311++G|-160.1 |327.9|321.0| 4.055|-120.8 |-66.5  |23.4|106.4

++++++++++++++++++++++++++++++++

benzene..O4-.

C6H6O4  mw:142.027

Core ion CAS: Z-12596-84-8 Solvent: 71-43-2 fg:491 cnt:9146

HOF(solv)=  19.7/0.2 neut 94PED/   

----

16PAT/MAN    Datum: EA=1.97(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

PhOPO(OH)O-

C6H6O4P  mw:173.001 Anion CAS: Z-45951-62-0 fg:41 cnt:11343

----

21NOB/MAR    Datum: EA=4.42(1) eV LPD  p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phopo3h.zaf]

CBS-QB3    |-280.8 |322.6|316.1| 4.474|-237.7 |-177.3 |22.0|112.4

G3MP2B3    |-276.7 |323.1|316.3| 4.596|-232.6 |-170.5 |22.9|114.2

G3MP2B3+   |-276.6 |323.2|316.8| 4.562|-232.6 |-171.2 |21.5|113.5

G4MP2      |-277.8 |323.4|316.9| 4.464|-234.0 |-174.6 |21.9|111.6

M062X/Def2T|-280.9 |324.0|317.8| 4.401|-240.1 |-179.1 |20.8|113.1

B3/6-311++G|-212.8 |320.3|313.9| 4.180|-165.8 |-116.2 |21.5|101.8

++++++++++++++++++++++++++++++++

ascorbate= (O- at C1, C4) | (R)-3,4-dihydroxy-5((S)-1,2-dihydroxyethyl)fuuran-2(5H)-one

C6H6O6  mw:174.018 Anion CAS: Z-12312-12-8 fg:31 cnt:11442

----

21MAR/ZHU4   Datum: EA=2.68(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ascorb.zdf]

CBS-QB3    |-218.6 |440.6|432.5|-0.531|-293.5 |-230.7 |27.4|114.9

G3MP2B3    |-215.0 |441.6|433.4|-0.497|-289.3 |-226.3 |27.5|115.2

M062X/Def2T|-211.2 |444.3|436.3|-0.799|-290.8 |-229.6 |26.8|113.3

B3/6-311++G|-178.0 |436.7|428.5|-0.859|-247.5 |-197.8 |27.5|101.8

++++++++++++++++++++++++++++++++

O2CCH2C(OH)(CO2H)CH2CO2= | citrate dianion

C6H6O7  mw:190.012 Anion CAS: Z-54564-30-6 fg:37 cnt:4392 BDE(A-H)= 113.0/3.0 Est2          

----

98WAN/DIN    Datum: EA=1.0(1) eV LPES p:8

Vertical Detachment Energy:1.5(1) eV. Reverse Coulomb barrier is about 1.9-2.5 eV.

----

98DIN/WAN    Datum: EA=1.00(10) eV LPES p:7

Vertical Detachment Energy:1.5 eV. Coulomb barrier estimated as 1.9 - 2.5 eV. See also 98WAN/DIN and 00WAN/WAN5.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [citrate.zdf]

CBS-QB3    |-353.4 |     |     | 1.178|       |-325.8 |    |     

G3MP2B3    |-348.6 |396.9|389.3| 1.520|-378.3 |-313.3 |25.5|117.1

M062X/Def2T|-347.2 |     |     | 1.136|       |-320.6 |    |     

B3/6-311++G|-305.1 |392.6|385.2| 0.899|-330.4 |-282.1 |24.8|100.4

++++++++++++++++++++++++++++++++

(H2O)3..cyclohexahexanone=

C6H6O9  mw:222.001

Core ion CAS: Z-28737-41-9 Solvent: 7732-18-5 fg:401 cnt:11877

----

25CAO/WAN    Datum: EA=0.32(5) eV LPES p:8

DaffH(AH)=  0.3/0.1 dEA

Vertical Detachment Energy: 0.55(5) eV.

++++++++++++++++++++++++++++++++

PhPH-

C6H6P  mw:109.021 Anion CAS: Z-110256-61-6 fg:58 cnt:7451

HOF(AH)=  31.0/3.0  88LIE/       |

DacidS=21.4/3.0 Calc | 

----

09HUR/YAN    Datum: DacidG= 348.3/2.2 IMRE | HOF(A-)=20.0/3.8 Acid p:8

DacidH(AH)= 354.7/2.4 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yph.zaf]

CBS-QB3    |19.3   |355.5|348.9|      |29.6   |       |22.2|     

G3MP2B3    |16.2   |355.0|348.4| 1.668|28.4   |54.6   |22.2|78.3 

G3MP2B3+   |16.0   |354.9|348.6|      |28.3   |       |21.4|     

G4MP2      |16.6   |355.2|348.6|      |28.5   |       |22.2|     

M062X/Def2T|17.6   |355.7|348.9| 1.404|26.6   |50.0   |22.6|75.5 

B3/6-311++G|36.4   |354.3|347.8| 1.431|49.4   |70.8   |21.7|73.5 

++++++++++++++++++++++++++++++++

benzene..Pb-

C6H6Pb  mw:286.024 Anion CAS: N-474687-21-3 fg:24 cnt:6771

----

06LIU/XIN    Datum: EA=1.010(35) eV LPES p:8

The article is unclear as to whether the reported EAs are Vertical Detachment Energys or adiabatic values.

++++++++++++++++++++++++++++++++

(benzene)Pb2-

C6H6Pb2  mw:494.001 Anion CAS: Z-445467-11-8 fg:24 cnt:5499

----

06LIU/XIN    Datum: EA=1.700(35) eV LPES p:8

----

01LUT/PON    Datum: EA=1.95(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

benzene..Pb3-

C6H6Pb3  mw:701.977 fg:24 cnt:6772

----

06LIU/XIN    Datum: EA=2.030(35) eV LPES p:8

The article is unclear as to whether the reported EAs are Vertical Detachment Energys or adiabatic values.

++++++++++++++++++++++++++++++++

benzene..Pb4-

C6H6Pb4  mw:909.954 fg:24 cnt:6773

----

06LIU/XIN    Datum: EA=2.350(35) eV LPES p:8

The article is unclear as to whether the reported EAs are Vertical Detachment Energys or adiabatic values.

++++++++++++++++++++++++++++++++

benzene..Pb5-

C6H6Pb5  mw:1117.93 fg:24 cnt:6774

----

06LIU/XIN    Datum: EA=2.290(35) eV LPES p:8

The article is unclear as to whether the reported EAs are Vertical Detachment Energys or adiabatic values.

++++++++++++++++++++++++++++++++

(benzene)Pd2-

C6H6Pd2  mw:289.854 Anion CAS: Z-445467-10-7 fg:24 cnt:5498

----

01LUT/PON    Datum: EA=0.88(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)Pt2-

C6H6Pt2  mw:467.977 Anion CAS: Z-445467-09-4 fg:24 cnt:5497

----

01LUT/PON    Datum: EA=2.01(5) eV LPES p:8

++++++++++++++++++++++++++++++++

benzene..Sc-

C6H6Sc  mw:123.003

Core ion CAS: Z-16727-42-7 Solvent: 71-43-2 fg:24 cnt:5060

HOF(solv)=  19.7/0.2 neut 94PED/   

----

01JUD/NAK    Datum: EA=0.49(10) eV LPES p:8

DaffH(AH)=  7.2/2.3 dEA

++++++++++++++++++++++++++++++++

(benzene)Ti-

C6H6Ti  mw:125.995 Anion CAS: Z-342430-62-0 fg:24 cnt:6546

----

05ZHE/NIL    Datum: EA=0.85(15) eV LPES p:9

Vertical Detachment Energy:1.05(5) eV.

++++++++++++++++++++++++++++++++

benzene..V-

C6H6V  mw:128.991

Core ion CAS: Z-16727-17-6 Solvent: 71-43-2 fg:24 cnt:4305

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=0.55(5) eV LPES p:8

DaffH(AH)=  0.5/1.2 dEA

Vertical Detachment Energy:0.92(2) eV.

----

97JUD/HIR    Datum: EA=0.62(7) eV LPES p:8

DaffH(AH)=  2.1/1.6 dEA

++++++++++++++++++++++++++++++++

benzene..V2-

C6H6V2  mw:179.935

Core ion CAS: Z-319928-62-6 Solvent: 71-43-2 fg:202 cnt:11122

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=0.83(7) eV LPES p:8

DaffH(AH)=  13.1/2.0 dEA

Vertical Detachment Energy:1.21(6) eV.

++++++++++++++++++++++++++++++++

1-Me-cyclopentadienide-

C6H7  mw:79.055 Anion CAS: Z-52425-01-1 fg:77 cnt:834

HOF(AH)=  24.0/1.0 GpAd 93SP     |

DacidS=24.6/2.0 Stat |  S(A-)=73.1/2.2 Acid |  S(AH)=74.5/1.0 GpAd 93SP

----

73RIC/STE    Datum: EA=1.67(4) eV LPD  [38.5(9) kcal] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcp.zaf]

CBS-QB3    |15.7   |355.2|346.8| 1.718|26.2   |55.4   |28.2|81.2 

G3MP2B3    |12.2   |356.4|348.2| 1.715|23.0   |51.8   |27.4|80.9 

G3MP2B3+   |12.0   |356.4|347.8| 1.719|22.8   |51.7   |28.8|81.0 

G4MP2      |11.8   |355.9|347.6| 1.671|23.1   |50.4   |27.9|79.4 

M062X/Def2T|14.9   |354.7|346.8| 1.656|24.9   |53.1   |26.7|80.4 

B3/6-311++G|31.2   |356.3|348.1| 1.590|42.1   |67.9   |27.5|77.9 

++++++++++++++++++++++++++++++++

1,3-cyclohexadienide-

C6H7  mw:79.055 Anion CAS: Z-79431-04-2 fg:80 cnt:1149

HOF(A.)=  49.7/0.9  09GAO/DEY    | BDE(A-H)= 76.4/1.0 R-AH           

HOF(AH)=  25.4/0.2  94PED/       |

DacidS=25.0/3.0 Stat | 

----

86LEE/SQU #  Datum: DacidG= 365.8/4.0 IMRB | HOF(A-)=33.0/4.1 Acid p:7

DacidH(AH)= 373.3/4.1 G+TS EA(ev)= 0.726 DaffH(X..Y-)= 21.5/4.1 A-IN

Between SiH4, tBuOH.
###### the following are "below the line": evaluated as not accurate ####

----

78DEP/BIE    Datum: HOF(A-)=32.0/18.0 IMRB p:4

DaffH(X..Y-)= 22.4/18.0 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [13chxee.zaf]

CBS-QB3    |40.2   |377.4|369.4| 0.470|28.5   |50.8   |26.8|74.4 

G3MP2B3    |36.2   |378.5|370.2| 0.612|24.9   |50.0   |27.8|77.2 

G3MP2B3+   |34.2   |376.8|369.0| 0.686|24.6   |49.9   |26.2|77.4 

G4MP2      |35.9   |377.9|369.8| 0.568|25.2   |48.8   |27.0|75.7 

M062X/Def2T|39.3   |377.2|369.4| 0.463|26.8   |49.8   |26.1|75.2 

B3/6-311++G|52.4   |375.5|367.7| 0.478|44.2   |63.3   |26.2|71.2 

++++++++++++++++++++++++++++++++

2,4-dimethylenecyclobutan-1-ide-

C6H7  mw:79.055 Anion CAS: Z-207803-56-3 fg:80 cnt:4312 BDE(A-H)= 79.3/3.0 D-EA           

DacidS=27.3/1.0 Stat | 

----

98HIL/SQU    Datum: EA=1.14(1) eV CIDC [26.3(2) kcal] p:8

----

98HIL/SQU    Datum: DacidG= 358.5/3.0 IMRB p:7

DacidH(AH)= 366.6/3.0 G+TS

Acidity between MeCHO, (FCH2)2CHOH. Reprotonate to conjugated form, .DELTA.acidG = 361.9 kcal/mol, IMRB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [13cbuj2.zaf]

CBS-QB3    |55.7   |366.1|359.1| 1.079|55.3   |80.4   |23.2|77.2 

G3MP2B3    |50.5   |365.9|358.8| 1.260|51.8   |79.5   |24.1|79.8 

G3MP2B3+   |50.2   |365.8|358.6| 1.268|51.6   |79.3   |24.3|79.8 

G4MP2      |50.4   |365.5|358.5| 1.202|52.0   |78.0   |23.5|78.1 

M062X/Def2T|52.6   |363.8|357.3| 1.203|53.4   |80.2   |21.8|78.9 

B3/6-311++G|65.0   |362.9|355.6| 1.168|69.4   |91.8   |24.4|74.5 

++++++++++++++++++++++++++++++++

aniline..Br-

C6H7BrN  mw:171.977

Core ion CAS: Z-24959-67-9 Solvent: 62-53-3 fg:483 cnt:2634

HOF(solv)=  20.8/0.2 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 6.1/1.0 IMRE | HOF(A-)=-42.1/1.2 AfIN p:8

DaffH(X..Y-)= 12.1/1.2 G+TS

.DELTA.affG measured at 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phnh2br.zcf]

G3MP2B3    |-47.0  | 14.7|  8.7| 20.3|20.2   |-52.5  

G3MP2B3+   |-46.6  | 14.2|  7.4| 23.0|20.1   |-52.5  

G4MP2      |-46.0  | 14.4|  8.2| 20.8|20.4   |-52.1  

M062X/Def2T|-46.8  | 16.7| 10.5| 20.8|18.9   |-49.0  

B3/6-311++G|-32.2  | 12.2|  5.4| 22.6|36.1   |-56.1  

++++++++++++++++++++++++++++++++

pNH2-phenol..Br-

C6H7BrNO  mw:187.972

Core ion CAS: Z-24959-67-9 Solvent: 123-30-8 fg:483 cnt:2587

HOF(solv)= -19.5/0.4 neut 86NUN/BAR

----

90PAU/KEB2   Datum: DaffG= 9.8/1.0 IMRE | HOF(A-)=-87.0/1.3 AfIN p:8

DaffH(X..Y-)= 16.7/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pnhphobr.zcf]

G3MP2B3    |-92.2  | 19.8| 13.1| 22.5|-19.8  |-52.5  

G3MP2B3+   |-92.1  | 19.6| 12.5| 23.8|-20.0  |-52.5  

G4MP2      |-90.6  | 19.4| 12.7| 22.4|-19.1  |-52.1  

M062X/Def2T|-92.6  | 21.7| 14.9| 22.7|-22.0  |-49.0  

B3/6-311++G|-72.6  | 17.0|  9.9| 23.7|0.5    |-56.1  

++++++++++++++++++++++++++++++++

mNH2-phenol..Br-

C6H7BrNO  mw:187.972

Core ion CAS: Z-24959-67-9 Solvent: 591-27-5 fg:483 cnt:2589

HOF(solv)= -21.4/0.4 neut 86NUN/BAR

----

90PAU/KEB2   Datum: DaffG= 10.6/1.0 IMRE | HOF(A-)=-89.7/1.3 AfIN p:8

DaffH(X..Y-)= 17.5/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mnhphobr.zcf]

G3MP2B3    |-94.5  | 19.9| 13.1| 22.7|-22.1  |-52.5  

G3MP2B3+   |-94.4  | 19.8| 12.7| 23.7|-22.2  |-52.5  

G4MP2      |-93.0  | 19.5| 12.8| 22.4|-21.4  |-52.1  

M062X/Def2T|-95.4  | 21.6| 14.9| 22.6|-24.8  |-49.0  

B3/6-311++G|-75.2  | 17.0|  9.9| 23.9|-2.1   |-56.1  

++++++++++++++++++++++++++++++++

aniline..F-

C6H7FN  mw:112.057

Core ion CAS: Z-16984-48-8 Solvent: 62-53-3 fg:481 cnt:1040

HOF(solv)=  20.8/0.2 neut 94PED/   

----

83LAR/MCM    Datum: DaffG= 23.4/2.0 IMRE | HOF(A-)=-69.8/2.1 AfIN p:9

DaffH(X..Y-)= 31.2/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phnhhf.zcf]

CBS-QB3    |-71.4  | 30.0| 21.4| 29.0|-66.1  |24.7   

G3MP2B3    |-73.5  | 28.2| 19.3| 30.0|-65.5  |20.2   

G3MP2B3+   |-73.3  | 27.9| 19.5| 27.9|-65.5  |20.0   

G4MP2      |-72.7  | 27.4| 18.4| 30.1|-65.6  |20.3   

M062X/Def2T|-72.6  | 33.4| 24.8| 28.7|-61.8  |22.6   

B3/6-311++G|9.2    |-35.3|-44.3| 30.3|-62.1  |36.0   

++++++++++++++++++++++++++++++++

PhGeH2-

C6H7Ge  mw:152.977 Anion CAS: Z-31386-74-0 fg:59 cnt:5118 BDE(A-H)= 80.2/0.7  19BEC/WAL     

DacidS=24.7/3.0 Calc | 

----

01GAL/DEC    Datum: DacidG= 346.1/1.2 IMRE p:9

DacidH(AH)= 353.5/1.5 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ygeh2.zaf]

CBS-QB3    |31.0   |358.1|351.1| 1.901|38.7   |74.7   |23.4|88.2 

G3MP2B3    |32.8   |356.5|349.2| 1.875|43.5   |75.9   |24.4|84.5 

G3MP2B3+   |33.2   |356.7|349.7| 1.857|43.7   |76.0   |23.4|84.4 

G4MP2      |33.1   |356.6|349.2| 1.769|43.7   |73.8   |25.1|82.2 

M062X/Def2T|40.2   |357.5|350.1| 1.481|47.4   |74.3   |24.8|79.0 

B3/6-311++G|53.8   |356.1|349.1| 1.770|65.0   |94.6   |23.4|81.7 

++++++++++++++++++++++++++++++++

aniline..I-

C6H7IN  mw:219.963

Core ion CAS: Z-20461-54-5 Solvent: 62-53-3 fg:484 cnt:4041

HOF(solv)=  20.8/0.2 neut 94PED/   

----

06BOW/BEC    Datum: EA=3.5(1) eV LPES p:9

Vertical Detachment Energy:3.59(4) eV.

----

89CAL/MAS    Datum: DaffH= 12.9/1.0 TDAs | HOF(A-)=-37.1/1.1 AfIN p:9

----

08PIA/BEC    Datum: EA=3.55(4) eV PEPI p:8

The stated EA is the Vertical Detachment Energy.

----

05BOW/BEC    Datum: EA=3.57(4) eV PEPI p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phnh2i.zc0]

M062X/Def2T|-37.7  | 12.9|  6.7| 20.9|18.9   |-43.7  

++++++++++++++++++++++++++++++++

N-Et-maleimide-.

C6H7NO2  mw:125.048 Anion CAS: Z-41079-84-9 fg:102 cnt:2413

HOF(A.)= -68.3/2.0 Est1          |

----

89PAU/KEB    Datum: EA=1.12(9) eV IMRE [25.9(20) kcal] | HOF(A-)=-94.2/2.8 R-EA p:9

.DELTA.eaG(423 K) = -25.5/1 kcal/mol, .DELTA.S(estimated) = -1/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etmaleim.zzf]

CBS-QB3    |-95.0  |     |     | 1.153|       |-68.5  |    |     

G3MP2B3    |-93.4  |     |     | 1.111|       |-67.8  |    |     

G3MP2B3+   |-93.7  |     |     | 1.120|       |-67.9  |    |     

G4MP2      |-95.7  |     |     | 1.266|       |-66.5  |    |     

M062X/Def2T|-97.0  |     |     | 1.198|       |-69.3  |    |     

B3/6-311++G|-74.4  |     |     | 1.357|       |-43.2  |    |     

++++++++++++++++++++++++++++++++

CH2=C(CN)CO2Et-.

C6H7NO2  mw:125.048 Anion CAS: Z-1455460-22-6 fg:102 cnt:10021

----

13ZHA/TAN    Datum: EA=0.9(2) eV LPES p:8

Vertical Detachment Energy:1.3(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jccne.zzf]

CBS-QB3    |-66.9  |     |     | 0.888|       |-46.8  |    |     

G3MP2B3    |-67.0  |     |     | 0.865|       |-47.5  |    |     

G3MP2B3+   |-67.1  |     |     | 0.856|       |-47.7  |    |     

G4MP2      |-68.8  |     |     | 1.026|       |-45.5  |    |     

M062X/Def2T|-69.1  |     |     | 0.931|       |-47.9  |    |     

B3/6-311++G|-47.9  |     |     | 1.137|       |-22.1  |    |     

++++++++++++++++++++++++++++++++

H2O..nitrobenzene-.

C6H7NO3  mw:141.043

Core ion CAS: Z-12169-65-2 Solvent: 7732-18-5 fg:307 cnt:1779

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

85SIE/       Datum: DaffG= 7.0/0.2 TDAs | HOF(A-)=-78.2/0.3 AfIN p:8

DaffH(X..Y-)= 13.5/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phno2w.zcf]

G3MP2B3    |-79.5  | 14.5|  6.0| 28.5|-57.6  |-7.3   

G3MP2B3+   |-79.5  | 14.6|  6.9| 25.7|-57.6  |-7.3   

G4MP2      |-82.5  | 14.7|  6.7| 26.8|-57.5  |-10.2  

M062X/Def2T|-81.3  | 16.7|  8.9| 26.0|-53.6  |-11.0  

B3/6-311++G|-63.0  | 14.8|  7.1| 25.7|-54.2  |5.9    

++++++++++++++++++++++++++++++++

MeCN..pyrrolide-

C6H7N2  mw:107.061

Core ion CAS: Z-23303-09-5 Solvent: 75-05-8 fg:251 cnt:2092

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88MEO/   2   Datum: DaffG= 8.8/1.0 TDAs | HOF(A-)=2.2/1.0 AfIN p:8

DaffH(X..Y-)= 15.8/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnpyrr.zcf]

CBS-QB3    |25.2   | 13.0|  6.5| 21.6|18.4   |19.8   

G3MP2B3    |22.6   | 12.5|  5.5| 21.4|17.4   |17.7   

G3MP2B3+   |22.2   | 12.7|  6.1| 22.1|17.3   |17.6   

G4MP2      |22.6   | 12.2|  5.6| 22.2|17.7   |17.1   

M062X/Def2T|21.0   | 16.2|  8.2| 27.1|18.1   |19.2   

B3/6-311++G|38.1   | 12.6|  6.7| 19.9|22.0   |28.7   

++++++++++++++++++++++++++++++++

1,3-diMe-uracil-6-ide-

C6H7N2O2  mw:139.051 Anion CAS: Z-262607-64-7 fg:86 cnt:5179

DacidS=26.0/2.0 Stat | 

----

00GRO/FEN    Datum: DacidG= 363.0/3.1 IMRB p:7

DacidH(AH)= 370.8/3.2 G+TS

----

05LEE/       Datum: DacidH(AH)= 369.0/2.0 IMRB p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [13r2ura6.zaf]

CBS-QB3    |-75.5  |367.8|360.9|      |-77.6  |       |23.0|     

G3MP2B3    |-74.2  |368.2|361.1| 2.575|-75.2  |-14.5  |23.8|112.8

G3MP2B3+   |-74.4  |368.2|361.0| 2.575|-75.5  |-14.8  |24.2|112.8

G4MP2      |-73.3  |367.9|360.9| 2.423|-74.0  |-17.1  |23.5|109.0

M062X/Def2T|-78.2  |368.0|360.6| 2.429|-81.5  |-22.1  |24.7|111.5

B3/6-311++G|-51.2  |367.7|360.5| 2.487|-51.7  |6.4    |24.3|110.2

++++++++++++++++++++++++++++++++

5,6-diMe-uracilide(N1)-

C6H7N2O2  mw:139.051 Anion CAS: Z-55177-78-1 fg:87 cnt:6782

----

05LEE/       Datum: DacidH(AH)= 333.0/2.0 IMRB | HOF(A-)=-32.7/2.0 Acid p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [56r2ura1.zaf]

CBS-QB3    |-120.6 |336.1|329.5|      |-91.0  |       |22.1|     

G3MP2B3    |-119.3 |336.9|330.1| 3.228|-89.1  |-44.8  |22.8|96.4 

G3MP2B3+   |-119.6 |336.9|329.6| 3.231|-89.3  |-45.0  |24.4|96.4 

G4MP2      |-118.3 |337.1|330.8| 3.074|-88.3  |-47.4  |21.0|93.0 

M062X/Def2T|-122.7 |336.5|328.3|      |-94.5  |       |27.3|     

B3/6-311++G|-97.5  |336.1|328.9| 3.136|-66.3  |-25.0  |23.8|93.4 

++++++++++++++++++++++++++++++++

5,6-diMe-uracilide(N3)-

C6H7N2O2  mw:139.051 Anion CAS: A-26305-13-5 fg:87 cnt:6783

----

05LEE/       Datum: DacidH(AH)= 349.0/3.0 IMRB | HOF(A-)=-16.7/3.0 Acid p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [56r2ura3.zaf]

CBS-QB3    |-109.3 |347.4|339.4| 3.766|-91.0  |-22.4  |26.9|120.7

G3MP2B3    |-107.7 |348.6|340.5| 3.756|-89.1  |-21.0  |26.9|120.2

G3MP2B3+   |-108.1 |348.4|339.6| 3.790|-89.3  |-20.8  |29.6|120.6

G4MP2      |-106.9 |348.6|341.3| 3.612|-88.3  |-23.4  |24.5|116.9

M062X/Def2T|-110.2 |349.0|340.4| 3.704|-94.5  |-24.9  |28.8|121.7

B3/6-311++G|-84.7  |348.8|340.0| 3.608|-66.3  |-1.6   |29.6|116.8

++++++++++++++++++++++++++++++++

1,3-diMe-uracilide(C5)-

C6H7N2O2  mw:139.051 Anion CAS: A-874-14-6 fg:87 cnt:6784

----

05LEE/       Datum: DacidH(AH)= 384.0/3.0 IMRB | HOF(A-)=18.3/3.0 Acid p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [13r2ura5.zaf]

CBS-QB3    |-61.4  |381.9|373.7|      |-77.6  |       |27.7|     

G3MP2B3    |-60.4  |382.0|373.2| 2.267|-75.2  |-8.2   |29.5|119.1

G4MP2      |-59.5  |381.7|372.9| 2.106|-74.0  |-11.0  |29.2|115.1

M062X/Def2T|-63.3  |382.9|373.9| 2.070|-81.5  |-15.7  |30.2|117.9

B3/6-311++G|-36.7  |382.2|373.6| 2.096|-51.7  |13.4   |29.0|117.2

++++++++++++++++++++++++++++++++

5,5-diMe-barbituric acid(M-H at N)

C6H7N2O3  mw:155.046 Anion CAS: A-24448-94-0 fg:48 cnt:11460

DacidS=25.5/2.0 CIDC | 

----

21DAV/GON    Datum: DacidH(AH)= 335.6/2.1 CIDC p:8

DacidG(AH)= 328.0/2.2 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2barbit.zaf]

CBS-QB3    |-175.7 |334.4|327.4| 4.307|-144.3 |-76.1  |23.5|120.3

G3MP2B3    |-173.1 |335.1|327.7| 4.279|-141.0 |-74.2  |24.8|118.9

G3MP2B3+   |-173.3 |335.1|327.6| 4.283|-141.2 |-74.3  |25.2|119.0

B3/6-311++G|-144.2 |334.5|327.0| 4.199|-111.5 |-47.1  |25.2|116.4

++++++++++++++++++++++++++++++++

(HCN)4..MeCO2-

C6H7N4O2  mw:167.057 fg:234 cnt:3873

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 3.9/2.2 TDAs | HOF(A-)=59.3/2.8 AfIN p:8

DaffH(X..Y-)= 12.0/1.0 TDAs

++++++++++++++++++++++++++++++++

HCO2H..adenine-.

C6H7N5O2  mw:181.061

Core ion CAS: Z-34512-23-7 Solvent: 64-18-6 fg:320 cnt:10045

HOF(solv)= -90.5/0.1 neut 94PED/   

----

07MAZ/HAR2   Datum: EA=1.45(20) eV LPES p:8

----

07MAZ/HAR    Datum: EA=2.1(3) eV LPES p:7

DaffH(AH)=  48.2/6.9 dEA

The stated EA is the Vertical Detachment Energy. The authors indicate this is like a proton-transfered structure.

++++++++++++++++++++++++++++++++

cyclohexenone-4-enolate-

C6H7O  mw:95.050 Anion CAS: Z-155069-26-4 fg:63 cnt:1141

HOF(AH)= -29.1/0.7  98ROG/ZHA    |

DacidS=26.0/1.0 Stat | 

----

86BAR/KIP #  Datum: DacidG= 349.8/2.0 IMRE | HOF(A-)=-37.2/2.1 Acid p:9

DacidH(AH)= 357.6/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxeone4.zaf]

CBS-QB3    |-35.2  |358.5|351.0| 1.615|-27.9  |2.1    |25.1|82.1 

G3MP2B3    |-38.3  |358.7|351.1| 1.722|-29.8  |1.4    |25.2|83.3 

G3MP2B3+   |-38.6  |358.5|351.1| 1.728|-30.0  |1.3    |25.0|83.3 

G4MP2      |-37.6  |358.6|351.1| 1.631|-29.0  |0.0    |25.2|81.1 

M062X/Def2T|-35.8  |357.8|350.4| 1.600|-29.0  |1.1    |24.9|82.2 

B3/6-311++G|-19.0  |356.2|348.8| 1.621|-8.0   |18.4   |25.0|78.5 

++++++++++++++++++++++++++++++++

H2O..PhS-

C6H7OS  mw:127.022

Core ion CAS: Z-13133-62-5 Solvent: 7732-18-5 fg:255 cnt:2272

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

89SIE/MEO    Datum: DaffG= 5.6/0.7 TDAs | HOF(A-)=-69.2/0.2 AfIN p:8

DaffH(X..Y-)= 11.4/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wphs.zcf]

CBS-QB3    |-69.7  | 11.3|  2.8| 28.4|-58.2  |-0.2   

G3MP2B3    |-72.1  | 11.1|  2.8| 27.9|-57.6  |-3.4   

G3MP2B3+   |-72.6  | 11.4|  4.3| 24.1|-57.6  |-3.5   

G4MP2      |-71.2  | 10.8|  2.5| 28.0|-57.5  |-2.9   

M062X/Def2T|-67.6  | 13.5|  5.4| 27.3|-53.6  |-0.4   

B3/6-311++G|-45.9  | 11.4|  4.1| 24.4|-54.2  |19.6   

++++++++++++++++++++++++++++++++

PhSiH2O-

C6H7OSi  mw:123.027 Anion CAS: Z-45586-65-0 fg:42 cnt:2568

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 348.4/4.0 IMRB p:6

DacidH(AH)= 354.8/4.1 G+TS

Between MeSH, tBuSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phsih2o.zaf]

CBS-QB3    |-61.3  |352.3|345.3| 3.533|-47.9  |20.3   |23.4|120.3

G3MP2B3    |-62.3  |352.9|346.2| 3.488|-48.0  |18.3   |22.4|118.4

G3MP2B3+   |-64.3  |351.3|344.5|      |-48.4  |       |22.7|     

G4MP2      |-61.8  |353.4|346.4| 3.363|-48.0  |15.9   |23.3|116.0

M062X/Def2T|-60.0  |353.6|347.0| 3.278|-48.9  |15.7   |21.9|116.8

B3/6-311++G|-30.7  |352.1|345.3| 3.351|-15.5  |45.1   |22.9|112.7

++++++++++++++++++++++++++++++++

H2O..PhO-

C6H7O2  mw:111.045

Core ion CAS: Z-3229-70-7 Solvent: 7732-18-5 fg:233 cnt:1523

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/SIE2   Datum: DaffG= 8.2/1.6 TDAs | HOF(A-)=-73.2/1.0 AfIN p:8

DaffH(X..Y-)= 15.4/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phow.zcf]

CBS-QB3    |-111.2 | 15.1|  6.2| 30.0|-58.2  |-37.9  

G3MP2B3    |-113.2 | 14.6|  5.8| 29.5|-57.6  |-41.0  

G3MP2B3+   |-113.7 | 14.9|  7.7| 24.1|-57.6  |-41.2  

G4MP2      |-112.1 | 14.3|  5.4| 29.7|-57.5  |-40.3  

M062X/Def2T|-110.4 | 17.0|  8.4| 29.1|-53.6  |-39.7  

B3/6-311++G|-92.5  | 15.3|  7.9| 24.6|-54.2  |-23.1  

++++++++++++++++++++++++++++++++

bicyclo[1.1.1]pentane-1-CO2-

C6H7O2  mw:111.045 Anion CAS: Z-124891-64-1 fg:34 cnt:2344

HOF(A.)=  20.6/6.5               | BDE(A-H)= 113.0/3.0 Est2          

DacidS=23.5/1.0 Stat | 

----

90GRA/SCH    Datum: DacidG= 335.7/2.8 CIDC | HOF(A-)=-63.3/4.9 Acid p:9

DacidH(AH)= 342.7/2.8 G+TS EA(ev)= 3.638

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcpco2.zaf]

CBS-QB3    |-65.5  |342.9|335.0| 3.484|-42.6  |14.9   |26.2|109.6

G3MP2B3    |-66.1  |343.8|336.4| 3.502|-42.7  |14.7   |24.8|109.5

G3MP2B3+   |-66.3  |343.7|335.9| 3.503|-42.9  |14.5   |26.1|109.5

G4MP2      |-65.6  |343.6|335.9| 3.410|-42.1  |13.1   |26.0|107.2

M062X/Def2T|-63.3  |344.9|336.9| 3.502|-43.5  |17.5   |26.8|113.2

B3/6-311++G|-35.4  |342.3|334.5| 3.323|-10.4  |41.3   |26.2|103.8

++++++++++++++++++++++++++++++++

2,2-diMe-1,3-dioxan-4,6-dione-5-ide-

C6H7O4  mw:143.035 Anion CAS: Z-12256-88-1 fg:66 cnt:6520 BDE(A-H)= 95.0/2.0 SDEA 91BAU/GUA 

DacidS=23.6 Calc | 

----

04MIS/MAT    Datum: DacidG= 324.9/2.0 IMRE p:9

DacidH(AH)= 331.9 G+TS EA(ev)= 3.324

Meldrum's Acid. Composite computational methods (18BAR/) indicate the keto form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [meldrum.zaf]

CBS-QB3    |-216.9 |331.1|324.1|      |-182.3 |       |23.5|     

G3MP2B3    |-214.5 |332.1|325.2| 3.247|-179.5 |-139.5 |23.3|92.1 

G3MP2B3+   |-214.8 |332.0|325.1| 3.255|-179.6 |-139.6 |23.3|92.1 

G4MP2      |-212.1 |332.3|325.3| 3.077|-177.3 |-141.0 |23.5|88.4 

M062X/Def2T|-217.2 |330.2|323.2| 3.227|-182.8 |-142.7 |23.7|92.2 

B3/6-311++G|-181.7 |328.6|321.6| 3.275|-143.0 |-106.0 |23.5|89.1 

++++++++++++++++++++++++++++++++

H2O..PhSO3-

C6H7O4S  mw:175.007

Core ion CAS: Z-3198-32-1 Solvent: 7732-18-5 fg:240 cnt:3214

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.9/0.3 IMRE | HOF(A-)=-226.6/5.6 AfIN p:8

DaffH(X..Y-)= 12.9/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phso3w.zcf]

G3MP2B3    |-217.7 | 13.6|  3.4| 34.0|-57.6  |-146.6 

G4MP2      |-219.8 | 12.6|  2.4| 34.1|-57.5  |-149.7 

M062X/Def2T|-212.1 | 15.7|  6.0| 32.5|-53.6  |-142.7 

B3/6-311++G|-139.5 | 13.2|  3.3| 33.1|-54.2  |-72.2  

++++++++++++++++++++++++++++++++

ascorbate- (O- at C4) | (R)-3,4-dihydroxy-5((S)-1,2-dihydroxyethyl)fuuran-2(5H)-one

C6H7O6  mw:175.025 Anion CAS: Z-149097-58-5 fg:31 cnt:11441

----

21MAR/ZHU4   Datum: EA=3.50(10) eV LPES p:8

Vertical Detachment Energy:3.85(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ascorb.zaf]

G3MP2B3+   |-289.5 |314.6|307.8|      |-236.9 |       |22.9|     

M062X/Def2T|-290.8 |314.2|307.3| 3.349|-240.3 |-212.6 |23.3|79.8 

B3/6-311++G|-247.5 |311.5|304.7| 3.306|-191.7 |-170.5 |22.8|73.3 

++++++++++++++++++++++++++++++++

HO2CCH2CO2H..HO2CCH2CO2-

C6H7O8  mw:207.015

Core ion CAS: Z-1000-88-0 Solvent: 141-82-2 fg:237 cnt:8853

HOF(solv)=-189.0/3.0 Est4          

----

16HOU/VAL    Datum: EA=6.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

PhSiH2-

C6H7Si  mw:107.032 Anion CAS: Z-31386-75-1 fg:59 cnt:2235

HOF(A.)=  63.1/5.8               | BDE(A-H)= 88.2/3.0  88DAM/KAS     

HOF(AH)=  27.0/3.0  88LIE/       |

DacidS=24.0/2.0 Stat | 

----

89WET/SAL #  Datum: DacidG= 361.0/2.0 IMRE | HOF(A-)=29.5/3.7 Acid p:9

DacidH(AH)= 368.2/2.1 G+TS EA(ev)= 1.459

1.2 kcal/mol stronger than tBuCH(iPr)OH.

----

89WET/SAL    Datum: EA=1.435(43) eV LPD  [33.1(1) kcal] p:9

DacidH(AH)= 368.7/2.5 D-EA

The D-Ea cycle give Bond Dissociation Energy = 87.7/2.2 kcal/mol.

----

01GAL/DEC    Datum: DacidG= 362.1/2.0 IMRE p:8

DacidH(AH)= 369.3/2.1 G+TS

----

88DAM/KAS    Datum: DacidG= 363.6/4.0 IMRB p:8

DacidH(AH)= 370.8/4.0 G+TS

Acidity between HF and acetone.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phsih2.zaf]

CBS-QB3    |33.3   |369.3|362.4| 1.562|29.8   |69.3   |23.2|91.6 

G3MP2B3    |30.0   |368.6|361.2| 1.627|28.7   |67.5   |24.6|90.9 

G3MP2B3+   |29.8   |368.5|361.4| 1.616|28.6   |67.0   |23.8|90.5 

G4MP2      |30.4   |368.6|361.6| 1.567|28.9   |66.4   |23.4|89.6 

M062X/Def2T|33.2   |368.4|361.1| 1.368|29.5   |64.6   |24.6|87.2 

B3/6-311++G|52.9   |367.9|360.9| 1.518|52.3   |87.8   |23.3|87.6 

++++++++++++++++++++++++++++++++

PhSnH2-

C6H7Sn  mw:198.958 Anion CAS: Z-57064-03-6 fg:59 cnt:5123

DacidS=24.0/3.0 Stat | 

----

01GAL/DEC    Datum: DacidG= 334.6/3.8 IMRE p:9

DacidH(AH)= 341.8/3.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phsnh2.za0]

M062X/Def2T|46.6   |342.4|334.8|      |68.8   |       |25.6|     

++++++++++++++++++++++++++++++++

CH2=C(CH2.)C(=CH2)CH2-

C6H8  mw:80.063 Anion CAS: Z-151054-75-0 fg:81 cnt:4311

HOF(A.)=  90.6/5.5 D+AH          | BDE(A-H)= 94.5/4.0 D-EA           

HOF(AH)=  48.3/3.3 d+ah          |

DacidS=24.6/1.0 Stat | 

----

98CLI/WEN    Datum: EA=0.855(10) eV LPES p:9

Tetramethyleneethane: ground state singlet is more stable than the triplet by 2 kcal/mol.

----

98CLI/WEN    Datum: DacidG= 381.0/4.0 IMRB | HOF(A-)=71.0/5.2 Acid p:8

DacidH(AH)= 388.3/4.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [diallyl.zaf]

CBS-QB3    |64.9   |379.4|371.6| 1.017|51.2   |88.1   |26.3|89.0 

G3MP2B3    |67.2   |385.2|376.9| 0.580|49.2   |80.2   |27.9|83.2 

G3MP2B3+   |67.4   |385.7|377.8| 0.551|48.9   |79.9   |26.3|83.0 

G4MP2      |64.5   |384.1|376.0| 0.693|47.5   |80.2   |27.3|84.7 

M062X/Def2T|67.8   |380.4|372.5| 1.758|52.1   |108.1  |26.4|108.2

B3/6-311++G|73.1   |375.8|368.1| 1.677|64.6   |111.6  |26.0|99.1 

++++++++++++++++++++++++++++++++

MeB(CH=CH)2CH-

C6H8B  mw:91.072 Anion CAS: Z-57638-71-8 fg:80 cnt:835

DacidS=25.0/1.0 Stat | 

----

77SUL/       Datum: DacidG= 327.5/4.0 IMRB | HOF(A-)=4.1/5.1 Acid p:7

DacidH(AH)= 335.0/4.0 G+TS

Acid: 3-methyl-3-bora-1,4-cyclohexadiene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rbvvch.zaf]

CBS-QB3    |-8.0   |334.2|326.1| 2.289|23.5   |44.9   |27.3|73.5 

G3MP2B3    |-12.8  |334.6|327.1| 2.424|19.8   |43.3   |25.5|75.6 

G3MP2B3+   |-13.0  |334.6|327.1| 2.429|19.5   |43.1   |25.3|75.7 

G4MP2      |-12.3  |334.4|326.7| 2.352|20.5   |42.1   |25.8|73.7 

M062X/Def2T|-12.4  |334.9|327.6| 2.205|17.4   |38.5   |24.6|73.3 

B3/6-311++G|4.0    |335.9|328.2| 2.174|35.4   |54.3   |25.7|71.0 

++++++++++++++++++++++++++++++++

1-CN-cyclopentanide-

C6H8N  mw:94.066 Anion CAS: Z-118304-12-4 fg:67 cnt:9743

HOF(AH)=  10.5/0.3  94PED/       |

DacidS=24.1/2.0 Stat | 

----

94PEE/DEK    Datum: DacidG= 366.9 IMRE | HOF(A-)=18.9/0.3 Acid p:8

DacidH(AH)= 374.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpncn.zaf]

CBS-QB3    |25.2   |375.6|368.9| 1.098|15.3   |50.4   |22.6|87.2 

G3MP2B3    |22.3   |376.5|369.1| 1.147|13.0   |48.7   |24.8|87.8 

G3MP2B3+   |21.9   |376.3|368.6| 1.160|12.8   |48.5   |26.0|87.8 

G4MP2      |22.9   |376.5|369.3| 1.061|13.6   |47.3   |24.2|85.9 

M062X/Def2T|24.2   |374.3|366.4| 1.081|14.6   |49.0   |26.6|86.6 

B3/6-311++G|40.1   |372.0|364.5| 1.102|35.3   |65.3   |25.2|82.1 

++++++++++++++++++++++++++++++++

1-NC-cyclopentanide-

C6H8N  mw:94.066 Anion CAS: A-68498-54-4 fg:83 cnt:9756

DacidS=22.0/3.0 Calc | 

----

92PEE/       Datum: DacidG= 372.9/2.7 IMRE p:7

DacidH(AH)= 379.4/2.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpnnc.zaf]

CBS-QB3    |52.3   |381.9|375.2| 0.906|36.1   |73.3   |22.4|89.3 

G3MP2B3    |49.0   |382.0|375.6| 1.003|34.1   |72.1   |21.5|90.1 

G3MP2B3+   |48.6   |381.9|375.2| 1.006|34.0   |71.9   |22.3|90.0 

G4MP2      |48.5   |381.6|374.4| 0.928|34.1   |69.9   |24.0|88.0 

M062X/Def2T|51.6   |382.6|375.8| 0.761|33.7   |69.3   |23.1|87.7 

B3/6-311++G|68.5   |379.4|372.8| 0.836|56.4   |87.9   |22.2|83.6 

++++++++++++++++++++++++++++++++

H2O..PhNH-

C6H8NO  mw:110.061

Core ion CAS: Z-27547-14-4 Solvent: 7732-18-5 fg:247 cnt:7226

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WOL/SHA    Datum: EA=2.3(1) eV LPES p:8

DaffH(AH)=  16.0/2.3 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [phnhw.zcf]

CBS-QB3    |-49.7  | 16.3|  7.5| 29.5|-58.2  |24.7   | 2.069

G3MP2B3    |-53.0  | 15.7|  7.1| 28.7|-57.6  |20.2   | 2.238

G3MP2B3+   |-53.5  | 16.0|  8.0| 26.6|-57.6  |20.0   | 2.229

G4MP2      |-52.5  | 15.2|  6.7| 28.7|-57.5  |20.3   | 2.125

M062X/Def2T|-49.4  | 18.3|  9.9| 28.4|-53.6  |22.6   | 2.112

B3/6-311++G|-35.4  | 17.2|  9.3| 26.4|-54.2  |36.0   | 2.067

++++++++++++++++++++++++++++++++

pyrrole..MeCO2-

C6H8NO2  mw:126.056

Core ion CAS: Z-71-50-1 Solvent: 109-97-7 fg:234 cnt:2063

HOF(solv)=  25.9/0.1 neut 94PED/   

----

88MEO/       Datum: DaffG= 16.5/1.0 TDAs | HOF(A-)=1.9/1.0 AfIN p:8

DaffH(X..Y-)= 24.0/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pyrrhoac.zcf]

CBS-QB3    |-119.8 | 24.1| 15.0| 30.6|26.8   |-122.6 

G3MP2B3    |-119.2 | 23.8| 14.9| 29.9|26.0   |-121.4 

G3MP2B3+   |-119.2 | 23.5| 14.4| 30.7|25.9   |-121.5 

G4MP2      |-118.7 | 23.3| 13.7| 32.3|25.7   |-121.1 

M062X/Def2T|-119.9 | 24.7| 14.2| 35.3|23.5   |-118.7 

B3/6-311++G|-99.0  | 21.4| 12.1| 31.1|36.4   |-114.0 

++++++++++++++++++++++++++++++++

PhSiH2NH-

C6H8NSi  mw:122.043 Anion CAS: Z-159592-81-1 fg:50 cnt:2989

DacidS=25.0/2.0 Stat | 

----

95KRE/DAM    Datum: DacidG= 366.0/3.0 IMRB p:8

DacidH(AH)= 373.5/3.1 G+TS

Acidity between MeCN, nHxOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phsih2nh.zaf]

CBS-QB3    |13.2   |370.5|363.5| 2.370|8.5    |68.1   |23.5|111.7

G3MP2B3    |10.9   |370.3|362.9| 2.424|7.8    |67.0   |24.7|111.2

G3MP2B3+   |10.6   |370.2|362.9| 2.396|7.7    |66.0   |24.4|110.4

G4MP2      |11.1   |370.5|363.2| 2.266|7.8    |63.5   |24.4|107.8

M062X/Def2T|16.1   |373.3|366.2| 2.145|7.5    |65.7   |23.9|110.3

B3/6-311++G|39.8   |372.4|365.2| 2.176|34.7   |90.1   |24.5|107.6

++++++++++++++++++++++++++++++++

1,3-diMe-uracil-.

C6H8N2O2  mw:140.059 Anion CAS: Z-26298-29-3 fg:120 cnt:6529

HOF(A.)= -75.0/3.0 Est3          |

----

99DES/ABD    Datum: EA=0.040(10) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [13ruraci.zzf]

CBS-QB3    |-76.4  |     |     |-0.045|       |-77.6  |    |     

G3MP2B3    |-73.0  |     |     |-0.088|       |-75.2  |    |     

G3MP2B3+   |-73.6  |     |     |-0.065|       |-75.5  |    |     

G4MP2      |-76.2  |     |     | 0.103|       |-74.0  |    |     

M062X/Def2T|-79.0  |     |     |-0.093|       |-81.5  |    |     

B3/6-311++G|-54.0  |     |     | 0.114|       |-51.7  |    |     

++++++++++++++++++++++++++++++++

1-Me-thymine-.

C6H8N2O2  mw:140.059 Anion CAS: Z-1227185-13-8 fg:120 cnt:6530

HOF(A.)= -81.0/3.0 Est3          |

----

99DES/ABD    Datum: EA=0.045(10) eV Rydb p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1rthymin.zzf]

CBS-QB3    |-82.3  |     |     |-0.081|       |-84.5  |    |     

G3MP2B3    |-78.9  |     |     |-0.131|       |-82.2  |    |     

G3MP2B3+   |-79.4  |     |     |-0.111|       |-82.4  |    |     

G4MP2      |-82.2  |     |     | 0.060|       |-81.1  |    |     

M062X/Def2T|-84.0  |     |     |-0.146|       |-87.9  |    |     

B3/6-311++G|-60.0  |     |     | 0.067|       |-58.9  |    |     

++++++++++++++++++++++++++++++++

HCO2H..thymine-.

C6H8N2O4  mw:172.049

Core ion CAS: Z-34504-16-0 Solvent: 64-18-6 fg:320 cnt:10058

HOF(solv)= -90.5/0.1 neut 94PED/   

----

04HAR/DAB    Datum: EA=1.1(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a proton-transfered complex.

++++++++++++++++++++++++++++++++

imidazoylCH2CH(NH2)CO2- (L-Histidine)

C6H8N3O2  mw:154.062 Anion CAS: Z-26302-81-8 fg:36 cnt:2847

HOF(A.)=   0.9/4.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -60.0/3.0 Est1          |

DacidS=23.0/3.0 Stat | 

----

07JON/BER    Datum: DacidH(AH)= 328.6/1.9 CIDC | HOF(A-)=-97.1/3.6 Acid p:8

DacidG(AH)= 321.8/2.1 H-TS  EA(eV)= 4.248

----

92OHA/BOW    Datum: DacidG= 324.1/3.0 CIDC p:7

DacidH(AH)= 331.0/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [histid.zaf]

CBS-QB3    |-109.1 |325.4|318.5|      |-68.8  |       |23.2|     

G3MP2B3    |-107.2 |326.5|320.0|      |-66.5  |       |21.9|     

G3MP2B3+   |-107.3 |326.6|319.2|      |-66.7  |       |24.8|     

G4MP2      |-106.9 |326.6|319.9|      |-66.3  |       |22.3|     

M062X/Def2T|-109.1 |326.7|319.3| 3.121|-71.2  |-35.0  |24.8|88.3 

B3/6-311++G|-80.7  |325.3|317.9| 3.057|-38.7  |-10.8  |24.7|80.0 

++++++++++++++++++++++++++++++++

O2C(CH2)4CO2=

C6H8O4  mw:144.043 Anion CAS: Z-764-65-8 fg:37 cnt:4394

HOF(A.)= -189.2/4.3 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -250.1/3.1 hfa 16HOU/VAL|

----

08XIN/WAN    Datum: EA=1.00(10) eV PVMI | HOF(A-)=-212.2/4.6 Acid p:8

DacidH(AH)= 403.5/3.4 D-EA

Vertical Detachment Energy:1.3(1) eV. See also 09XIN/WAN and 10XIN/WAN.

----

99WAN/DIN5   Datum: EA=1.01(5) eV LPES p:8

Reverse Coulomb Barrier: 2.2(3) eV.

----

98DIN/WAN    Datum: EA=1.01(9) eV LPES p:8

----

04MIN/MUC    Datum: EA=1.05(35) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj4a.zdf]

G3MP2B3    |-200.7 |411.2|401.3| 1.679|-244.7 |-161.7 |33.3|135.1

B3/6-311++G|-173.1 |407.6|395.9| 0.457|-213.5 |-162.4 |39.4|103.2

++++++++++++++++++++++++++++++++

MeSOMe..maleic anhydride-.

C6H8O4S  mw:176.015

Core ion CAS: Z-51978-31-5 Solvent: 67-68-5 fg:302 cnt:1972

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.7/1.6 IMRE | HOF(A-)=-164.6/2.4 AfIN p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

PhOH..H2PO4-

C6H8O5P  mw:191.011

Core ion CAS: Z-14066-20-7 Solvent: 108-95-2 fg:241 cnt:8722

HOF(solv)= -23.0/0.2 neut 94PED/   

----

14WAN/KAS    Datum: EA=<4.00(10) eV LPES p:8

Vertical Detachment Energy:5.0(1) eV. electron affinity(complex) < electron affinity(free ion), likely due to hydrogen atom transfer in the neutral photodetached product.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2pohoph.zcf]

CBS-QB3    |-356.7 | 24.3| 14.7| 32.3|-21.4  |-311.0 | 3.724

G3MP2B3    |-350.8 | 23.3| 14.9| 28.0|-23.3  |-304.2 | 3.721

M062X/Def2T|-354.6 | 24.9| 16.1| 29.7|-24.8  |-304.9 | 3.690

B3/6-311++G|-285.6 | 21.9| 12.6| 31.3|-3.0   |-260.6 | 3.675

++++++++++++++++++++++++++++++++

(H2O)4..cyclohexahexanone=

C6H8O10  mw:240.012

Core ion CAS: Z-28737-41-9 Solvent: 7732-18-5 fg:401 cnt:11878

----

25CAO/WAN    Datum: EA=0.70(5) eV LPES p:8

DaffH(AH)=  0.4/0.1 dEA

Vertical Detachment Energy: 0.95(5) eV.

++++++++++++++++++++++++++++++++

cyclohexenide-

C6H9  mw:81.071 Anion CAS: Z-211574-74-2 fg:80 cnt:1150

HOF(A.)=  30.3/1.3 D+AH          | BDE(A-H)= 83.6/1.3 PAC 07AGA/NUN  

HOF(AH)=  -1.2/0.1  94PED/       |

DacidS=25.0/3.0 Stat |  S(A-)=73.2/3.2 Acid |  S(AH)=74.2/1.0 GpAd 93SP

----

86LEE/SQU    Datum: DacidG= 379.0/5.0 IMRB | HOF(A-)=19.6/5.1 Acid p:7

DacidH(AH)= 386.5/5.1 G+TS EA(ev)= 0.466 DaffH(X..Y-)= 40.5/5.1 A-IN

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 383 to 384 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxe.zaf]

CBS-QB3    |28.3   |392.6|383.7| 0.221|1.5    |32.9   |30.0|83.5 

G3MP2B3    |23.7   |392.1|383.2| 0.351|-1.3   |31.3   |30.0|84.6 

G3MP2B3+   |23.3   |392.0|383.4| 0.355|-1.5   |31.1   |28.8|84.7 

G4MP2      |23.6   |391.7|382.8| 0.285|-0.9   |29.7   |29.6|82.7 

M062X/Def2T|28.3   |392.7|384.2| 0.178|0.4    |32.1   |28.4|83.8 

B3/6-311++G|42.6   |390.9|382.3| 0.203|19.1   |46.9   |28.8|80.0 

++++++++++++++++++++++++++++++++

tBuCC-

C6H9  mw:81.071 Anion CAS: Z-54448-45-2 fg:84 cnt:856

HOF(A.)= 106.2/3.1 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)=  25.3/0.7  77KUP/SHI    |

DacidS=26.0/3.0 Stat |  S(A-)=79.3/3.2 Acid |  S(AH)=79.3/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 370.2/2.0 IMRE | HOF(A-)=37.6/2.3 Acid p:9

DacidH(AH)= 378.0/2.2 G+TS EA(ev)= 2.977

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbucc.zaf]

W1U        |38.6   |380.1|372.5| 2.945|24.4   |106.8  |25.6|134.5

CBS-QB3    |41.5   |379.4|371.8| 2.973|27.9   |110.3  |25.5|134.5

G3MP2B3    |36.9   |379.1|371.6| 3.148|25.0   |109.7  |25.2|136.8

G3MP2B3+   |36.7   |379.1|371.6| 3.179|24.8   |110.3  |25.3|137.5

G4MP2      |36.9   |378.6|371.0| 2.905|25.4   |104.1  |25.5|130.7

M062X/Def2T|43.7   |380.4|373.0| 2.760|27.9   |107.4  |25.1|131.6

B3/6-311++G|59.4   |380.0|372.4| 2.882|46.6   |126.0  |25.4|131.5

++++++++++++++++++++++++++++++++

CH2=C(Me)C(=CH2)CH2-

C6H9  mw:81.071 Anion CAS: Z-79606-37-4 fg:81 cnt:4310

HOF(A.)=  48.3/3.3 D+AH          | BDE(A-H)= 89.6/3.0 D-EA           

HOF(AH)=  10.8/0.3  94PED/       |

DacidS=27.3/1.0 Stat |  S(A-)=82.4/1.4 Acid |  S(AH)=81.1/1.0 GpAd 93SP

----

98CLI/WEN    Datum: EA=0.654(10) eV LPES p:9

----

98CLI/WEN    Datum: DacidG= 380.0/3.0 IMRB | HOF(A-)=33.3/3.0 Acid p:8

DacidH(AH)= 388.1/3.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2allylvr.zaf]

CBS-QB3    |37.9   |388.1|380.4| 0.587|15.5   |51.2   |25.8|87.8 

G3MP2B3    |32.4   |387.2|379.6| 0.734|12.4   |49.2   |25.5|88.9 

G3MP2B3+   |31.4   |386.6|378.9| 0.770|12.1   |48.9   |25.8|89.0 

G4MP2      |32.3   |387.0|379.3| 0.667|12.5   |47.5   |25.9|87.2 

M062X/Def2T|37.8   |387.3|379.5| 0.632|15.2   |52.1   |26.2|89.0 

B3/6-311++G|49.6   |385.6|377.8| 0.663|31.3   |64.6   |26.0|85.4 

++++++++++++++++++++++++++++++++

PhPH.BH3-

C6H9BP  mw:123.054 Anion CAS: Z-788156-43-4 fg:23 cnt:7455

DacidS=22.1/3.0 Calc | 

----

09HUR/YAN    Datum: DacidG= 328.6/2.6 IMRE p:8

DacidH(AH)= 335.2/2.8 G+TS

Acidity is not corrected for RPH2/BH3 neutral dissociation, so is an upper limit.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phphbh3.zaf]

CBS-QB3    |-3.3   |336.2|328.9|      |26.2   |       |24.5|     

G3MP2B3    |-4.2   |336.1|329.4| 2.857|26.9   |61.8   |22.5|87.0 

G3MP2B3+   |-4.6   |335.9|329.3|      |26.7   |       |22.1|     

G4MP2      |-4.4   |336.2|329.3| 2.734|26.6   |58.8   |22.9|84.3 

M062X/Def2T|-7.3   |336.1|328.5| 2.600|21.2   |52.8   |25.7|83.7 

B3/6-311++G|16.0   |335.4|328.3| 2.610|47.9   |76.4   |23.7|80.5 

++++++++++++++++++++++++++++++++

(MeCN)3..Br-

C6H9BrN3  mw:201.999 fg:483 cnt:3917

HOF(A.)=  80.6/0.9               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 4.2/1.3 TDAs | HOF(A-)=-30.2/0.8 AfIN p:8

DaffH(X..Y-)= 9.2/0.4 TDAs

----

96MAR/PER    Datum: EA=4.854(15) eV LPES | HOF(A-)=-31.4/0.9 AfIN p:7

DaffH(AH)=  10.4/0.5 dEA

----

72YAM/KEB    Datum: DaffG= 3.6 TDAs | HOF(A-)=-31.0/0.7 AfIN p:6

DaffH(X..Y-)= 10.0 TDAs

++++++++++++++++++++++++++++++++

[Fe4S4Cl(OAc)3]=

C6H9ClFe4O6S4  mw:563.638 Anion CAS: Z-727731-39-7 fg:24 cnt:10288

----

04FU_/YAN    Datum: EA=1.11(12) eV LPES p:8

Vertical Detachment Energy:1.48(10) eV.

++++++++++++++++++++++++++++++++

(MeCN)3..Cl-

C6H9ClN3  mw:158.049 fg:482 cnt:3910

HOF(A.)=  83.5/1.3               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 5.3/1.3 TDAs | HOF(A-)=14.5/1.2 AfIN p:8

DaffH(X..Y-)= 11.2/0.4 TDAs

----

96MAR/PER    Datum: EA=5.383(15) eV LPES | HOF(A-)=13.7/1.2 AfIN p:7

DaffH(AH)=  12.0/0.5 dEA

----

72YAM/KEB    Datum: DaffG= 4.6 TDAs | HOF(A-)=15.1/1.1 AfIN p:6

DaffH(X..Y-)= 10.6 TDAs

++++++++++++++++++++++++++++++++

(MeCN)3..F-

C6H9FN3  mw:142.079 fg:481 cnt:3904

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 8.4/2.5 TDAs | HOF(A-)=-62.7/2.8 AfIN p:8

DaffH(X..Y-)= 15.1/1.0 TDAs

----

72YAM/KEB    Datum: DaffG= 6.4 TDAs | HOF(A-)=-59.3/2.6 AfIN p:6

DaffH(X..Y-)= 11.7 TDAs

++++++++++++++++++++++++++++++++

(MeCN)3..I-

C6H9IN3  mw:249.985 fg:484 cnt:3922

HOF(A.)=  79.4/2.1               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 3.2/0.8 TDAs | HOF(A-)=-22.5/2.1 AfIN p:8

DaffH(X..Y-)= 9.2/0.2 TDAs

----

96MAR/PER    Datum: EA=4.439(15) eV LPES | HOF(A-)=-23.0/2.1 AfIN p:7

DaffH(AH)=  9.7/0.5 dEA

----

72YAM/KEB    Datum: DaffG= 2.7 TDAs | HOF(A-)=-22.6/2.1 AfIN p:6

DaffH(X..Y-)= 9.3 TDAs

++++++++++++++++++++++++++++++++

(H2O)2..nitrobenzene-.

C6H9NO4  mw:159.054 fg:307 cnt:4054

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

85SIE/       Datum: DaffG= 5.0/0.4 TDAs | HOF(A-)=-148.4/0.3 AfIN p:7

DaffH(X..Y-)= 12.4/0.1 TDAs

++++++++++++++++++++++++++++++++

3,4,5-triMe-pyrazolide-

C6H9N2  mw:109.077 Anion CAS: A-5519-42-6 fg:51 cnt:2496

HOF(AH)=  21.0/3.0 Est1          |

DacidS=24.6/1.0 Stat | 

----

91TAF/       Datum: DacidG= 349.3/2.0 IMRE | HOF(A-)=11.9/3.6 Acid p:9

DacidH(AH)= 356.6/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pz345r.zaf]

G3MP2B3    |7.5    |357.0|350.2| 2.645|17.7   |68.7   |22.7|103.2

G3MP2B3+   |7.0    |356.8|348.8| 2.662|17.4   |68.5   |27.0|103.2

G4MP2      |6.8    |356.9|349.7| 2.547|17.1   |65.2   |24.3|100.3

M062X/Def2T|9.4    |358.0|350.6| 2.576|16.2   |68.9   |24.6|104.8

B3/6-311++G|26.6   |357.9|350.8| 2.518|35.9   |84.9   |24.0|101.1

++++++++++++++++++++++++++++++++

(MeCN)3..O2-.

C6H9N3O2  mw:155.070 fg:491 cnt:4058

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

73YAM/PAY    Datum: DaffG= 4.5/0.2 TDAs | HOF(A-)=1.2/1.9 AfIN p:7

DaffH(X..Y-)= 11.9/0.6 TDAs

++++++++++++++++++++++++++++++++

HCO2H..1-Me-cytosine-.

C6H9N3O3  mw:171.065

Core ion CAS: Z-72215-81-7 Solvent: 64-18-6 fg:320 cnt:9355

HOF(solv)= -90.5/0.1 neut 94PED/   

----

10KO_/WAN2   Datum: EA=1.1(1) eV LPES p:8

Vertical Detachment Energy:1.85(5) eV.

++++++++++++++++++++++++++++++++

uracil..glycine-.

C6H9N3O4  mw:187.060

Core ion CAS: Z-51284-12-9 Solvent: 66-22-8 fg:319 cnt:10052

HOF(solv)= -72.4/0.6 neut 94PED/   

----

04DAB/RAK2   Datum: EA=1.85(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a proton-transfered complex.

++++++++++++++++++++++++++++++++

HCO2H..9-Me-adenine-

C6H9N5O2  mw:183.076

Core ion CAS: N-700-00-5 Solvent: 64-18-6 fg:320 cnt:10047

HOF(solv)= -90.5/0.1 neut 94PED/   

----

07MAZ/HAR2   Datum: EA=1.5(2) eV LPES p:8

----

07MAZ/HAR    Datum: EA=2.1(3) eV LPES p:7

The stated EA is the Vertical Detachment Energy. The authors indicate this is like a proton-transfered structure.

++++++++++++++++++++++++++++++++

(HCO2H)2..adenine-

C6H9N5O4  mw:215.066 fg:320 cnt:10046

HOF(solv)= -90.5/0.1 neut 94PED/   

----

07MAZ/HAR    Datum: EA=2.1(3) eV LPES p:7

The stated EA is the Vertical Detachment Energy. The authors indicate this is like a proton-transfered structure.

++++++++++++++++++++++++++++++++

cyclohexanone enolate-

C6H9O  mw:97.066 Anion CAS: Z-155069-25-3 fg:63 cnt:723

HOF(A.)= -18.1/2.1 D+AH          | BDE(A-H)= 88.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -54.0/0.5  94PED/       |

DacidS=26.0/3.0 Stat |  S(A-)=77.0/3.2 Acid |  S(AH)=77.0/1.0 GpAd 93SP

----

93BRI/BER    Datum: EA=1.526(10) eV LPD  | HOF(A-)=-53.3/2.1 Acid p:9

DacidH(AH)= 366.4/2.0 D-EA

----

78ZIM/JAC    Datum: EA=1.55(5) eV PD   [35.8(12) kcal] p:8

----

88BRI/SQU    Datum: DacidG= 361.2/4.0 IMRB p:7

DacidH(AH)= 369.0/4.1 G+TS

Between acetone, Me2C=NOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxone.zaf]

CBS-QB3    |-50.7  |368.7|361.2| 1.571|-53.7  |-14.4  |25.1|91.4 

G3MP2B3    |-52.7  |369.1|361.6| 1.615|-54.6  |-15.4  |25.0|91.3 

G3MP2B3+   |-53.1  |368.9|361.4| 1.627|-54.8  |-15.6  |25.0|91.4 

G4MP2      |-52.1  |369.2|361.7| 1.512|-54.1  |-17.1  |25.2|89.1 

M062X/Def2T|-49.4  |369.1|361.6| 1.444|-53.8  |-16.0  |25.0|89.9 

B3/6-311++G|-31.0  |367.5|360.1| 1.499|-31.3  |3.6    |25.0|87.0 

++++++++++++++++++++++++++++++++

MeOH..cyclopentadienide-

C6H9O  mw:97.066

Core ion CAS: Z-12127-83-2 Solvent: 67-56-1 fg:277 cnt:2088

HOF(solv)= -48.1/0.1 neut 94PED/   

----

88MEO/   2   Datum: DaffG= 6.9/1.0 TDAs | HOF(A-)=-61.3/1.0 AfIN p:8

DaffH(X..Y-)= 13.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohcp.zcf]

CBS-QB3    |-40.8  | 14.0|  6.0| 26.7|-48.8  |22.0   

G3MP2B3    |-43.1  | 13.8|  6.5| 25.3|-47.8  |18.5   

G3MP2B3+   |-42.9  | 13.4|  6.1| 24.2|-47.9  |18.4   

G4MP2      |-42.8  | 13.2|  5.2| 26.8|-47.8  |18.1   

M062X/Def2T|-40.7  | 15.0|  6.1| 29.9|-46.6  |21.0   

B3/6-311++G|-21.1  | 11.1|  3.5| 25.3|-43.7  |33.6   

++++++++++++++++++++++++++++++++

cPnCO2-

C6H9O2  mw:113.061 Anion CAS: Z-45520-91-0 fg:34 cnt:2178

HOF(A.)= -47.4/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -108.3/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat |  S(A-)=89.8/3.2 Acid |  S(AH)=92.3/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 338.6/2.0 IMRE | HOF(A-)=-128.4/2.4 Acid p:9

DacidH(AH)= 345.6/2.2 G+TS EA(ev)= 3.512

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpnco2a.zaf]

G3MP2B3    |-129.4 |345.0|337.5|      |-107.2 |       |25.1|     

B3/6-311++G|-102.2 |343.4|336.5| 2.312|-78.3  |-47.3  |23.2|83.1 

++++++++++++++++++++++++++++++++

1-CO2Me-cyclobutanide-

C6H9O2  mw:113.061 Anion CAS: Z-157832-72-9 fg:66 cnt:9746

HOF(AH)= -83.7/0.3  94PED/       |

DacidS=22.7/2.0 Stat |  S(A-)=94.2/2.2 Acid |  S(AH)=97.5/1.0 GpAd 93SP97.5

----

94PEE/DEK    Datum: DacidG= 364.5 IMRE | HOF(A-)=-78.1/0.3 Acid p:8

DacidH(AH)= 371.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cbuco2r.zaf]

CBS-QB3    |-70.3  |375.1|366.0| 1.385|-79.6  |-38.5  |30.6|93.2 

G3MP2B3    |-69.9  |376.2|367.5| 1.400|-78.9  |-37.7  |29.3|93.3 

G4MP2      |-69.1  |376.1|367.7| 1.273|-78.1  |-39.9  |28.2|90.3 

M062X/Def2T|-71.5  |374.0|365.7| 1.306|-80.8  |-41.4  |28.0|91.5 

B3/6-311++G|-48.4  |371.7|363.2| 1.264|-52.8  |-17.4  |28.6|87.5 

++++++++++++++++++++++++++++++++

HO2C(CH2)4CO2-

C6H9O4  mw:145.051 Anion CAS: Z-18667-07-7 fg:37 cnt:6600

HOF(A.)= -145.8/2.1 D+AH         | BDE(A-H)= 113.0/2.0 Est2          

HOF(AH)= -206.7/0.6  94PED/      |

DacidS=15.5/3.0 CIDC |  S(A-)=103.4/3.2 Acid |  S(AH)=113.9/1.0 GpAd 93SP

----

16HOU/VAL    Datum: EA=4.52(10) eV LPES | HOF(A-)=-250.1/3.1 Acid p:8

DacidG(AH)= 317.8/3.3 H-TS| DacidH(AH)= 322.4/3.1 D-EA

----

06WOO/WAN    Datum: EA=4.46(5) eV LPES p:8

----

05KUM/PRA    Datum: DacidG= 321.1/2.0 CIDC | HOF(A-)=-247.3/2.1 Acid p:8

DacidH(AH)= 325.1/2.0 CIDC EA(ev)= 4.401

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj4c.zaf]

CBS-QB3    |-246.9 |321.8|316.0| 3.589|-203.0 |-162.0 |19.5|93.1 

G3MP2B3    |-244.7 |323.8|316.5| 4.407|-201.2 |-142.2 |24.3|111.1

M062X/Def2T|-243.3 |324.9|317.6| 4.381|-203.5 |-141.1 |24.5|114.6

M062X/Def2T|-245.5 |322.8|316.3| 3.550|-203.6 |-161.9 |21.7|93.8 

B3/6-311++G|-213.5 |320.8|314.1| 4.313|-167.0 |-113.7 |22.5|105.5

++++++++++++++++++++++++++++++++

(H2O)2..PhSO3-

C6H9O5S  mw:193.018 fg:240 cnt:3263

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.4/0.3 IMRE | HOF(A-)=-295.8/5.6 AfIN p:8

DaffH(X..Y-)= 11.4/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

tBuCH=C-.

C6H10  mw:82.079 Anion CAS: Z-175540-90-6 fg:117 cnt:4075

----

96GUN/LIN    Datum: EA=0.645(15) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuchc.zaf]

CBS-QB3    |60.3   |     |     | 0.631|       |75.1   |    |     

G3MP2B3    |56.4   |     |     | 0.663|       |71.8   |    |     

G3MP2B3+   |56.3   |     |     | 0.660|       |71.6   |    |     

G4MP2      |54.0   |     |     |-1.233|       |25.4   |    |     

M062X/Def2T|62.1   |     |     | 0.308|       |69.7   |    |     

B3/6-311++G|75.3   |     |     | 0.740|       |92.5   |    |     

++++++++++++++++++++++++++++++++

(H2O)2..PhNH-

C6H10NO2  mw:128.072 fg:247 cnt:7227

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WOL/SHA    Datum: EA=2.6(1) eV LPES p:7

DaffH(AH)=  6.9/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

piperidine-2-CO2-

C6H10NO2  mw:128.072 Anion CAS: Z-3415-88-1 fg:36 cnt:8207

HOF(AH)= -99.3 GpAd 93SP         |

----

12WEB/MUE    Datum: DacidH(AH)= 342.3/2.6 CIDC | HOF(A-)=-122.7/2.6 Acid p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pipeco2b.zaf]

CBS-QB3    |-127.8 |339.0|331.6|      |-101.0 |       |24.6|     

G3MP2B3    |-127.1 |340.2|333.0| 2.488|-100.2 |-68.5  |24.4|83.8 

G3MP2B3+   |-127.3 |340.2|332.8| 2.494|-100.3 |-68.5  |24.6|83.9 

G4MP2      |-126.4 |340.2|332.9| 2.326|-99.4  |-71.4  |24.4|80.0 

M062X/Def2T|-125.2 |340.9|333.5| 2.307|-101.4 |-70.7  |24.9|82.7 

B3/6-311++G|-92.1  |342.2|335.1| 1.956|-67.0  |-45.7  |23.9|73.4 

++++++++++++++++++++++++++++++++

1-amino-1-cyclopentyl-CO2-

C6H10NO2  mw:128.072 Anion CAS: A-52-52-8 fg:36 cnt:8746

HOF(AH)= -104.9 GpAd 93SP        |

DacidS=25.3/2.0 CIDC | 

----

15MUE/TOU    Datum: DacidH(AH)= 341.3/2.4 CIDC | HOF(A-)=-129.3/2.4 Acid p:8

DacidG(AH)= 333.8/2.5 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpnanco2.zaf]

CBS-QB3    |-130.7 |337.7|330.9|      |-102.6 |       |22.8|     

G3MP2B3    |-130.4 |338.9|332.0| 2.465|-102.1 |-72.2  |23.1|82.0 

G3MP2B3+   |-130.9 |338.4|330.8|      |-102.1 |       |25.6|     

G4MP2      |-129.4 |339.0|331.8| 2.303|-101.2 |-74.9  |24.2|78.3 

M062X/Def2T|-126.3 |339.8|332.2| 2.284|-101.4 |-72.5  |25.5|81.1 

B3/6-311++G|-100.3 |336.9|329.6|      |-70.0  |       |24.7|     

++++++++++++++++++++++++++++++++

1-NO2-cyclohexanide-

C6H10NO2  mw:128.072 Anion CAS: Z-12349-47-2 fg:70 cnt:9752

HOF(A.)=  -1.7/4.0               | BDE(A-H)= 88.6/2.0  94BOR/SAT     

HOF(AH)= -38.2/2.0  93SP         |

DacidS=20.3/2.0 Stat |  S(A-)=86.4/2.8 Acid |  S(AH)=92.1/2.0  93SP

----

94PEE/DEK    Datum: DacidG= 349.9 IMRE | HOF(A-)=-47.9/2.0 Acid p:8

DacidH(AH)= 356.0 G+TS EA(ev)= 2.005

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxno2.zaf]

CBS-QB3    |-48.2  |356.7|349.6| 2.220|-39.1  |3.2    |23.9|94.4 

G3MP2B3    |-46.3  |358.8|351.7| 2.237|-37.9  |5.4    |23.9|95.4 

G3MP2B3+   |-46.9  |358.5|351.2| 2.253|-38.2  |5.2    |24.4|95.5 

G4MP2      |-46.1  |358.6|351.6| 2.092|-37.6  |2.3    |23.6|92.0 

M062X/Def2T|-43.4  |356.5|349.4| 2.098|-35.3  |5.1    |23.9|92.4 

B3/6-311++G|-23.1  |353.3|346.0| 2.172|-9.1   |27.1   |24.5|88.3 

++++++++++++++++++++++++++++++++

HO2C(CH2)3CH(NH2)CO2-

C6H10NO4  mw:160.062 Anion CAS: Z-1107610-77-4 fg:36 cnt:7234

HOF(AH)= -196.7/2.0 GpAd 93SP    |

DacidS=20.1 CIDC | 

----

08FOU/AFO    Datum: DacidG= 318.5/3.3 CIDC | HOF(A-)=-238.5/3.8 Acid p:8

DacidH(AH)= 323.9/3.2 CIDC

Teff<922K. Probably cyclized.

----

08FOU/AFO    Datum: DacidG= 320.4/3.5 CIDC p:7

DacidH(AH)= 327.0/3.4 CIDC

Teff>922K. Probably not cyclized.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2nhadipi.zaf]

CBS-QB3    |-244.2 |322.0|317.7|      |-200.5 |       |14.4|     

G3MP2B3    |-241.5 |323.9|319.6| 4.464|-198.1 |-137.7 |14.3|112.5

G4MP2      |-239.9 |323.9|319.7| 3.393|-196.7 |-159.7 |14.1|89.1 

M062X/Def2T|-242.3 |322.0|317.3| 3.595|-199.6 |-157.5 |15.8|94.2 

B3/6-311++G|-206.5 |324.0|319.0| 4.190|-163.2 |-109.0 |17.0|106.3

++++++++++++++++++++++++++++++++

MeO2CCH(NH2)(CH2)2CO2-

C6H10NO4  mw:160.062 Anion CAS: A-65414-79-1 fg:36 cnt:7235

HOF(AH)= -187.0/2.0 GpAd 93SP    |

DacidS=20.1 CIDC | 

----

08FOU/AFO    Datum: DacidG= 333.4/3.0 CIDC | HOF(A-)=-213.3/3.6 Acid p:8

DacidH(AH)= 339.4/3.0 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [measp.zaf]

CBS-QB3    |-215.1 |343.9|335.0|      |-193.3 |       |30.0|     

G3MP2B3    |-212.4 |344.9|336.0| 3.597|-190.1 |-128.9 |30.0|113.3

G3MP2B3+   |-212.6 |344.8|335.8| 2.620|-190.2 |-150.8 |30.0|91.5 

G4MP2      |-210.8 |344.8|335.8| 2.510|-188.4 |-151.4 |30.3|89.1 

M062X/Def2T|-212.3 |345.7|337.1| 2.599|-193.3 |-151.1 |28.6|94.3 

B3/6-311++G|-180.5 |343.3|334.3|      |-156.5 |       |30.2|     

++++++++++++++++++++++++++++++++

EtOH..uracil-.

C6H10N2O3  mw:158.070

Core ion CAS: Z-42052-10-8 Solvent: 64-17-5 fg:320 cnt:6690

HOF(solv)= -56.2/0.1 neut 94PED/   

----

05HAR/RAK    Datum: EA=1.0(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

GlyGlyGlyO-

C6H10N3O4  mw:188.068 Anion CAS: Z-23372-54-5 fg:36 cnt:11445

----

12BOK/STO    Datum: DacidG= 322.1/2.5 TKin p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gly3o.zaf]

CBS-QB3    |-224.3 |324.3|317.6| 4.398|-182.8 |-122.5 |22.5|112.4

G3MP2B3    |-219.4 |325.6|318.8| 4.380|-177.8 |-118.0 |22.6|111.9

M062X/Def2T|-223.3 |326.1|318.8| 3.101|-184.6 |-149.5 |24.2|87.2 

B3/6-311++G|-193.5 |322.9|315.8| 4.240|-149.1 |-95.3  |23.8|105.9

++++++++++++++++++++++++++++++++

3-methylcyclopentanone-.

C6H10O  mw:98.074 Anion CAS: N-1757-42-2 fg:102 cnt:6211

HOF(A.)= -52.0/1.0 GpAd 93SP     |

----

03HAM/DIR    Datum: EA=0.0030(1) eV Rydb p:8

++++++++++++++++++++++++++++++++

cyclohexanone-.

C6H10O  mw:98.074 Anion CAS: Z-138876-20-7 fg:102 cnt:3457

HOF(A.)= -54.0/0.5  94PED/       |

----

03HAM/DIR    Datum: EA=0.0057(1) eV Rydb p:7

----

94DES/ABD    Datum: EA=0.0761 eV EFD  | HOF(A-)=-55.8/0.5  p:7

Electron affinity: 3.3 meV. Dipole-bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxone.zzf]

CBS-QB3    |-39.4  |     |     |-0.617|       |-53.7  |    |     

G3MP2B3    |-36.8  |     |     |-0.770|       |-54.6  |    |     

G3MP2B3+   |-42.5  |     |     |-0.530|       |-54.8  |    |     

G4MP2      |-39.5  |     |     |-0.628|       |-54.1  |    |     

M062X/Def2T|-31.6  |     |     |-0.960|       |-53.8  |    |     

B3/6-311++G|-25.2  |     |     |-0.258|       |-31.3  |    |     

++++++++++++++++++++++++++++++++

2-methylcyclopentanone-.

C6H10O  mw:98.074 Anion CAS: N-1120-72-5 fg:102 cnt:6210

HOF(A.)= -52.0/1.0 GpAd 93SP     |

----

03HAM/DIR    Datum: EA=0.0023(1) eV Rydb p:8

++++++++++++++++++++++++++++++++

H2O..O2C(CH2)4CO2=

C6H10O5  mw:162.054 Anion CAS: Z-538316-10-8 fg:237 cnt:4399

HOF(A.)= -246.7/5.8              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98DIN/WAN    Datum: EA=1.32(9) eV LPES | HOF(A-)=-277.4/5.5 AfIN p:8

DaffH(AH)=  7.4/3.1 dEA

Affinity is electron affinity difference from next lower solvated ion.

----

04MIN/MUC    Datum: EA=1.28(33) eV LPES p:7

DaffH(AH)=  6.5/8.0 dEA

++++++++++++++++++++++++++++++++

cyclohexanide-

C6H11  mw:83.087 Anion CAS: Z-138804-99-6 fg:88 cnt:887

HOF(A.)=  17.5/1.5 D+AH          | BDE(A-H)= 99.1/1.5  08AGA/NUN     

HOF(AH)= -29.5/0.2  94PED/       |

DacidS=29.6/3.0 Stat |  S(A-)=75.0/3.2 Acid |  S(AH)=71.4/1.0 GpAd 93SP

----

92PEE/RAD    Datum: DacidH(AH)= 418.3/2.0 Bran | HOF(A-)=23.1/2.0 Acid p:6

DacidG(AH)= 409.5/2.2 H-TS  EA(eV)=-0.243 DaffH(X..Y-)= 10.4/2.0 A-IN

----

72BOH/LEE    Datum: DacidG=>398.0 IMRB p:6

DacidH(AH)= 406.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chx.zaf]

G3MP2B3    |14.9   |410.9|403.3| 0.131|-28.9  |18.1   |25.5|99.1 

M062X/Def2T|22.8   |414.6|407.0|-0.192|-27.2  |18.5   |25.7|97.8 

B3/6-311++G|35.0   |409.9|402.3| 0.024|-7.6   |35.8   |25.6|95.5 

++++++++++++++++++++++++++++++++

CH2=CHC(Me)2CH2-

C6H11  mw:83.087 Anion CAS: A-558-37-2 fg:88 cnt:2362

HOF(A.)=  34.0/2.0 D+AH          | BDE(A-H)= 100.5/2.0 Est2 90SEE/RUS

HOF(AH)= -14.4/0.3  94PED/       |

DacidS=30.4/2.0 Stat |  S(A-)=86.6/2.0 Acid |  S(AH)=82.2/0.3  69STU/WES

----

90GRA/SQU    Datum: DacidH(AH)= 409.0/4.0 CIDT | HOF(A-)=28.9/4.0 Acid p:7

DacidG(AH)= 399.9/4.0 H-TS  EA(eV)= 0.221

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vcr2j.zaf]

CBS-QB3    |28.8   |406.8|399.2|      |-12.2  |       |25.3|     

G3MP2B3    |23.8   |405.6|398.1| 0.460|-14.7  |34.6   |25.3|101.4

G3MP2B3+   |23.4   |405.5|397.8| 0.470|-14.9  |34.4   |25.7|101.4

G4MP2      |23.6   |405.4|397.8| 0.384|-14.6  |32.7   |25.4|99.4 

M062X/Def2T|33.2   |408.8|401.2| 0.224|-10.9  |38.5   |25.3|101.5

B3/6-311++G|44.9   |405.0|397.4| 0.411|7.2    |54.6   |25.5|99.5 

++++++++++++++++++++++++++++++++

MeCONHCH(Me)CO2Me..Cl-

C6H11ClNO2  mw:164.048

Core ion CAS: Z-16887-00-6 Solvent: 26629-33-4 fg:482 cnt:2071

HOF(solv)=-146.1/2.0 GpAd 93SP     

----

88MEO/       Datum: DaffG= 20.9/1.0 TDAs | HOF(A-)=-175.5/2.2 AfIN p:8

DaffH(X..Y-)= 29.4/1.0 TDAs

++++++++++++++++++++++++++++++++

tBuCH=CHO-

C6H11O  mw:99.082 Anion CAS: Z-64724-03-4 fg:62 cnt:711

HOF(A.)= -27.4/2.2 D+AH          | BDE(A-H)= 89.0/2.0 Est2 90BOR/HAR 

HOF(AH)= -64.3/1.0 GpAd 93SP     |

DacidS=21.9/3.0 Stat |  S(A-)=87.8/3.2 Acid |  S(AH)=91.9/1.0 GpAd 93SP

----

77ZIM/REE    Datum: EA=1.82(6) eV PD   [42.0(14) kcal] | HOF(A-)=-69.4/2.6 Acid p:8

DacidG(AH)= 354.1/2.6 H-TS| DacidH(AH)= 360.6/2.4 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuchcho.zaf]

CBS-QB3    |-67.1  |361.0|354.6| 1.910|-62.4  |-22.7  |21.7|91.8 

G3MP2B3    |-69.4  |361.1|354.6| 1.981|-63.3  |-23.3  |21.9|92.0 

G3MP2B3+   |-69.6  |361.0|354.3| 1.989|-63.4  |-23.5  |22.5|92.1 

G4MP2      |-69.0  |361.2|354.9| 1.865|-63.0  |-25.6  |21.3|89.5 

M062X/Def2T|-64.0  |361.1|354.4| 1.800|-60.4  |-22.2  |22.5|90.3 

B3/6-311++G|-45.9  |359.5|352.9| 1.836|-38.2  |-3.3   |22.4|87.0 

++++++++++++++++++++++++++++++++

nPrCH=C(Me)O-

C6H11O  mw:99.082 Anion CAS: Z-136569-13-6 fg:63 cnt:6333

HOF(AH)= -66.7/0.2  94PED/       |

DacidS=24.4/0.7 TDEq | 

----

03BUR/FRI    Datum: DacidG= 358.7/2.0 TDEq | HOF(A-)=-66.5/2.1 Acid p:9

DacidH(AH)= 365.8/2.1 TDEq

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prxcor.zaf]

CBS-QB3    |-65.4  |366.4|359.6| 1.672|-66.1  |-26.7  |22.7|91.5 

G3MP2B3    |-67.1  |366.8|360.2| 1.726|-66.7  |-27.1  |22.1|91.7 

G3MP2B3+   |-67.8  |366.4|359.3| 1.745|-66.9  |-27.3  |23.7|91.7 

G4MP2      |-66.7  |366.8|360.0| 1.604|-66.3  |-29.5  |22.7|88.9 

M062X/Def2T|-63.6  |366.2|359.1| 1.582|-65.1  |-27.0  |23.7|90.2 

B3/6-311++G|-48.5  |365.0|358.1| 1.618|-46.2  |-11.0  |23.3|87.4 

++++++++++++++++++++++++++++++++

CH2=C(tBu)O-

C6H11O  mw:99.082 Anion CAS: Z-84224-34-0 fg:63 cnt:725

HOF(A.)= -25.6/2.0 D+AH          | BDE(A-H)= 96.0/2.0 Est2 01BOU/CHA 

HOF(AH)= -69.5/0.2  94PED/       |

DacidS=22.6/3.0 Stat |  S(A-)=87.3/3.2 Acid |  S(AH)=90.7/1.0 GpAd 93SP

----

93BRI/BER    Datum: EA=1.755(50) eV LPD  | HOF(A-)=-66.0/2.3 Acid p:9

DacidG(AH)= 362.4/2.6 H-TS| DacidH(AH)= 369.1/2.3 D-EA

----

77ZIM/REE    Datum: EA=1.84(7) eV PD   [42.5(15) kcal] p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcotbu.zaf]

CBS-QB3    |-68.6  |366.4|359.8| 1.863|-69.2  |-25.4  |21.9|95.9 

G3MP2B3    |-70.8  |366.2|359.0| 1.920|-69.8  |-26.3  |24.1|95.6 

G3MP2B3+   |-71.2  |366.0|359.2| 1.935|-70.0  |-26.5  |22.6|95.6 

G4MP2      |-70.2  |366.3|359.8| 1.804|-69.4  |-28.4  |21.9|93.1 

M062X/Def2T|-66.0  |366.1|359.2| 1.802|-67.5  |-24.4  |23.2|95.2 

B3/6-311++G|-46.7  |365.5|358.8| 1.831|-44.9  |-4.3   |22.4|92.7 

++++++++++++++++++++++++++++++++

trans-2-Me-cC5H8-O-

C6H11O  mw:99.082 Anion CAS: A-25144-04-1 fg:30 cnt:3477

HOF(A.)= -13.2/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -65.6/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=87.2/2.2 Acid |  S(AH)=91.2/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.4/2.0 CIDC | HOF(A-)=-58.9/2.2 Acid p:8

DacidG(AH)= 365.8/2.1 H-TS  EA(eV)= 1.982

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [t2rcpno.zaf]

CBS-QB3    |-57.3  |372.6|365.5| 1.964|-64.1  |-12.0  |23.9|104.2

G3MP2B3    |-58.4  |373.6|366.5| 1.979|-64.8  |-12.8  |23.7|104.1

G3MP2B3+   |-59.1  |373.2|366.1| 2.001|-65.0  |-12.9  |23.7|104.2

G4MP2      |-58.0  |373.5|366.4| 1.862|-64.3  |-15.1  |23.7|101.3

M062X/Def2T|-52.4  |374.9|367.6| 1.753|-62.6  |-12.1  |24.6|102.6

B3/6-311++G|-34.3  |371.4|364.3| 1.826|-38.4  |7.8    |23.7|98.3 

++++++++++++++++++++++++++++++++

1-Me-cC5H8-O-

C6H11O  mw:99.082 Anion CAS: A-1462-03-9 fg:30 cnt:3478

HOF(A.)= -15.7/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -68.1/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=84.7/2.2 Acid |  S(AH)=88.7/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.7/2.0 CIDC | HOF(A-)=-61.1/2.2 Acid p:8

DacidG(AH)= 366.1/2.1 H-TS  EA(eV)= 1.969

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1rcpno.zaf]

CBS-QB3    |-59.7  |373.6|366.5|      |-67.5  |       |23.8|     

G3MP2B3    |-60.9  |373.4|366.0| 1.981|-67.1  |-15.2  |24.8|103.9

G3MP2B3+   |-61.7  |373.9|367.3| 2.004|-68.4  |-15.5  |22.3|105.0

G4MP2      |-60.4  |374.3|367.1| 1.866|-67.5  |-17.4  |24.1|102.2

M062X/Def2T|-54.2  |375.9|368.4| 1.734|-65.5  |-14.3  |25.5|103.3

B3/6-311++G|-35.1  |371.6|364.0| 1.802|-39.4  |6.4    |25.4|97.9 

++++++++++++++++++++++++++++++++

CH2=CHCH(nPr)O-

C6H11O  mw:99.082 Anion CAS: Z-184169-00-4 fg:30 cnt:2117

HOF(A.)=   3.8/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -49.6/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=119.0/1.4 Acid |  S(AH)=123.0/1.0 GpAd 93SP

----

84ROZ/KIP    Datum: DacidG= 362.8/2.0 IMRE | HOF(A-)=-45.9/3.0 Acid p:9

DacidH(AH)= 369.4/2.0 G+TS EA(ev)= 2.157 DaffH(X..Y-)= 38.1/3.0 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vxpro-aa.zaf]

CBS-QB3    |-43.3  |369.5|362.4|      |-47.1  |       |23.8|     

G3MP2B3    |-44.3  |371.8|364.4| 2.057|-48.9  |3.2    |24.6|104.2

G3MP2B3+   |-46.1  |370.1|363.1| 2.118|-49.0  |2.9    |23.4|104.0

G4MP2      |-44.8  |370.4|363.3|      |-48.0  |       |23.6|     

M062X/Def2T|-38.8  |371.8|365.0| 1.914|-45.9  |5.5    |22.6|103.4

B3/6-311++G|-23.5  |369.2|361.9| 1.968|-25.4  |22.0   |24.6|99.5 

++++++++++++++++++++++++++++++++

cyclohexanoxide-

C6H11O  mw:99.082 Anion CAS: Z-80754-03-6 fg:30 cnt:11497

HOF(A.)= -14.5/3.0 D+AH          | BDE(A-H)= 106.0/3.0 Est2          

HOF(AH)= -68.4/0.5  94PED/       |

DacidS=21.9/1.4 A-AH |  S(A-)=80.6/1.0 Isoe 93SP |  S(AH)=84.7/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 373.5/2.0 CIDC | HOF(A-)=-60.6/2.1 Acid p:7

DacidG(AH)= 367.0/2.0 H-TS  EA(eV)= 1.999

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxo-a.zaf]

CBS-QB3    |-60.4  |374.1|366.9| 1.985|-68.8  |-14.5  |24.2|106.4

G3MP2B3    |-61.6  |375.2|368.1| 1.975|-69.6  |-15.9  |24.1|105.8

G3MP2B3+   |-62.1  |375.0|367.8| 1.982|-69.9  |-16.2  |24.3|105.8

G4MP2      |-61.1  |375.1|367.9| 1.861|-69.0  |-18.1  |24.0|103.1

M062X/Def2T|-55.9  |376.6|369.4| 1.717|-67.8  |-16.1  |24.2|103.8

B3/6-311++G|-36.7  |373.6|366.4| 1.792|-43.0  |4.8    |24.2|99.9 

++++++++++++++++++++++++++++++++

cis-1,3-cyclohexandiolate-

C6H11O2  mw:115.076 Anion CAS: Z-1064658-16-7 fg:31 cnt:6438

HOF(AH)= -111.0/2.0 GpAd 93SP    |

DacidS=22.8/3.0 Calc | 

----

04CHE/WAL    Datum: DacidG= 352.3/2.0 IMRE | HOF(A-)=-117.6/3.0 Acid p:9

DacidH(AH)= 359.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aa13cho2.zaf]

CBS-QB3    |-118.6 |358.2|351.4|      |-111.1 |       |22.9|     

G3MP2B3    |-118.3 |359.7|352.9| 2.655|-110.8 |-56.7  |23.0|106.2

G3MP2B3+   |-118.4 |359.9|353.1| 2.646|-111.1 |-57.1  |22.8|106.2

G4MP2      |-117.3 |359.6|352.8|      |-109.7 |       |22.8|     

M062X/Def2T|-114.6 |359.8|353.1| 2.459|-109.7 |-57.5  |22.5|104.3

B3/6-311++G|-87.1  |358.8|352.0| 2.437|-78.6  |-30.5  |22.9|100.2

++++++++++++++++++++++++++++++++

CH2=C(OnBu)O-

C6H11O2  mw:115.076 Anion CAS: Z-96026-58-3 fg:66 cnt:4298

HOF(A.)= -70.1/2.0 D+AH          | BDE(A-H)= 98.0/2.0 Est2           

HOF(AH)= -116.0/0.2  94PED/      |

DacidS=22.6/1.0 Stat |  S(A-)=104.9/1.4 Acid |  S(AH)=108.3/1.0 GpAd 93SP

----

98HAA/GIB    Datum: DacidG= 364.1/4.0 IMRE | HOF(A-)=-110.8/4.0 Acid p:8

DacidH(AH)= 370.8/4.0 G+TS EA(ev)= 1.768

From transesterification equilibria.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcoobu.zaf]

CBS-QB3    |-110.1 |372.3|365.9|      |-116.7 |       |21.6|     

G3MP2B3    |-110.4 |372.5|365.2| 1.771|-115.7 |-69.6  |24.6|98.3 

G3MP2B3+   |-110.7 |372.5|365.6| 1.778|-115.9 |-69.7  |23.1|98.4 

G4MP2      |-109.4 |372.5|366.1| 1.632|-114.7 |-71.7  |21.6|95.1 

M062X/Def2T|-109.5 |371.6|364.9| 1.672|-116.4 |-71.0  |22.5|97.6 

B3/6-311++G|-87.9  |371.0|364.2| 1.741|-91.7  |-47.8  |22.9|96.0 

++++++++++++++++++++++++++++++++

nPnCO2-

C6H11O2  mw:115.076 Anion CAS: Z-151-33-7 fg:34 cnt:2173

HOF(A.)= -61.4/3.1 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -122.3/0.6  94PED/      |

DacidS=23.5/2.0 Stat |  S(A-)=101.5/2.2 Acid |  S(AH)=104.0/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 339.1/2.0 IMRE | HOF(A-)=-141.9/2.2 Acid p:9

DacidH(AH)= 346.1/2.1 G+TS EA(ev)= 3.490

----

05WAN/WOO3   Datum: EA=3.40(3) eV LPES p:8

DacidH(AH)= 348.2/2.6 D-EA

The stated EA is at 300K. At 70 K, no change.

----

81MCL/CAM    Datum: DacidG= 338.8/2.3 CIDC p:7

DacidH(AH)= 345.8/2.4 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [npnco2ag.zaf]

G3MP2B3    |-144.4 |346.0|339.0| 3.411|-123.2 |-65.7  |23.3|109.7

M062X/Def2T|-141.2 |     |     | 2.585|       |-79.4  |    |     

B3/6-311++G|-120.9 |343.9|336.4| 3.257|-97.6  |-45.7  |25.2|104.0

++++++++++++++++++++++++++++++++

cis-1,2-cyclohexandiolate-

C6H11O2  mw:115.076 Anion CAS: Z-1064658-25-8 fg:31 cnt:6436

HOF(AH)= -112.0/2.0 GpAd 93SP    |

DacidS=23.4/3.0 Calc | 

----

04CHE/WAL    Datum: DacidG= 355.5/2.0 IMRE | HOF(A-)=-115.2/3.0 Acid p:9

DacidH(AH)= 362.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ea12cho2.zaf]

CBS-QB3    |-114.4 |363.0|355.9|      |-111.7 |       |23.8|     

G3MP2B3    |-114.2 |364.5|357.4| 2.437|-111.4 |-57.7  |23.7|105.8

G3MP2B3+   |-114.6 |364.3|357.3| 2.444|-111.7 |-58.1  |23.4|105.8

G4MP2      |-113.1 |364.4|357.3| 2.297|-110.3 |-60.0  |23.9|102.5

M062X/Def2T|-109.2 |365.9|358.7| 2.192|-110.4 |-58.5  |24.0|104.0

B3/6-311++G|-84.2  |362.3|355.3| 2.274|-79.2  |-31.5  |23.5|99.8 

++++++++++++++++++++++++++++++++

cis-1,4-cyclohexandiolate-

C6H11O2  mw:115.076 Anion CAS: Z-87867-46-7 fg:31 cnt:6440

HOF(AH)= -110.0/2.0 GpAd 93SP    |

DacidS=22.0/3.0 Calc | 

----

04CHE/WAL    Datum: DacidG= 356.1/2.0 IMRE | HOF(A-)=-113.0/3.0 Acid p:9

DacidH(AH)= 362.7/2.2 G+TS

----

84HOU/TAB    Datum: DacidG= 362.6/2.0 CIDC p:7

DacidH(AH)= 369.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ea14boat.zaf]

CBS-QB3    |-114.1 |361.7|355.2|      |-110.0 |       |22.0|     

G3MP2B3    |-113.8 |363.2|357.0| 2.490|-109.7 |-55.9  |20.7|105.9

G3MP2B3+   |-113.8 |363.3|356.8| 2.485|-109.9 |-56.1  |22.0|106.0

G4MP2      |-112.7 |363.4|357.0| 2.338|-109.0 |-58.3  |21.5|102.8

M062X/Def2T|-110.4 |362.0|355.4| 2.357|-107.8 |-55.7  |22.1|104.2

B3/6-311++G|-82.8  |362.1|355.6| 2.291|-77.6  |-29.5  |21.9|100.2

++++++++++++++++++++++++++++++++

trans-1,3-cyclohexandiolate-

C6H11O2  mw:115.076 Anion CAS: Z-1064658-41-8 fg:31 cnt:6437

HOF(AH)= -110.0/2.0 GpAd 93SP    |

DacidS=23.5/3.0 Calc | 

----

04CHE/WAL    Datum: DacidG= 363.2/2.0 IMRE | HOF(A-)=-105.5/3.0 Acid p:9

DacidH(AH)= 370.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ae13cho2.zaf]

CBS-QB3    |-105.6 |369.9|362.9|      |-109.8 |       |23.7|     

G3MP2B3    |-105.9 |370.9|363.9| 2.202|-109.6 |-54.8  |23.5|106.9

G3MP2B3+   |-106.5 |370.6|363.5| 2.222|-109.8 |-55.0  |23.5|106.9

G4MP2      |-104.9 |371.0|364.0|      |-108.7 |       |23.5|     

M062X/Def2T|-100.1 |372.4|365.3| 1.937|-107.8 |-55.2  |23.8|104.7

B3/6-311++G|-76.3  |368.2|361.3| 2.067|-77.2  |-28.4  |23.2|100.9

++++++++++++++++++++++++++++++++

trans-1,4-cyclohexandiolate-

C6H11O2  mw:115.076 Anion CAS: Z-87867-45-6 fg:31 cnt:6439

HOF(AH)= -111.0/2.0 GpAd 93SP    |

DacidS=24.4/3.0 Calc | 

----

04CHE/WAL    Datum: DacidG= 363.7/2.0 IMRE | HOF(A-)=-105.7/3.0 Acid p:9

DacidH(AH)= 371.0/2.2 G+TS

----

84HOU/TAB    Datum: DacidG= 363.8/2.0 CIDC p:7

DacidH(AH)= 371.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aa14cho2.zaf]

CBS-QB3    |-105.8 |369.6|362.4|      |-109.7 |       |24.2|     

G3MP2B3    |-106.1 |371.0|363.7| 2.217|-109.8 |-54.7  |24.3|107.2

G3MP2B3+   |-106.4 |370.8|363.5| 2.236|-110.0 |-54.7  |24.4|107.4

G4MP2      |-105.1 |370.6|363.4|      |-108.6 |       |24.2|     

M062X/Def2T|-100.5 |372.4|365.3| 1.964|-108.2 |-55.0  |23.8|105.3

B3/6-311++G|-75.5  |369.1|361.8| 2.060|-77.3  |-27.9  |24.6|101.6

++++++++++++++++++++++++++++++++

tBuCH2CO2-

C6H11O2  mw:115.076 Anion CAS: Z-22402-43-3 fg:34 cnt:1224

HOF(A.)= -67.5/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -128.4/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=93.8/2.2 Acid |  S(AH)=96.3/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 337.8/2.0 IMRE | HOF(A-)=-149.3/2.3 Acid p:9

DacidH(AH)= 344.8/2.1 G+TS EA(ev)= 3.547

----

87TAF/TOP    Datum: DacidG= 338.1/2.0 IMRE p:7

DacidH(AH)= 345.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbujco2.zaf]

CBS-QB3    |-148.8 |344.1|336.8| 3.388|-127.2 |-70.5  |24.5|108.8

G3MP2B3    |-148.8 |345.3|338.4| 3.401|-126.9 |-70.2  |23.1|108.8

G3MP2B3+   |-149.8 |344.5|337.1| 3.433|-127.1 |-70.5  |25.0|108.7

G4MP2      |-148.1 |345.2|338.0| 3.281|-126.2 |-72.3  |24.3|106.0

M062X/Def2T|-144.5 |345.5|337.6| 3.437|-125.3 |-65.1  |26.5|112.3

B3/6-311++G|-121.8 |342.6|335.2| 3.274|-97.1  |-46.2  |24.7|103.0

++++++++++++++++++++++++++++++++

trans-1,2-cyclohexandiolate-

C6H11O2  mw:115.076 Anion CAS: Z-1064658-32-7 fg:31 cnt:6435

HOF(AH)= -113.0/2.0 GpAd 93SP    |

DacidS=23.1/3.0 Calc | 

----

04CHE/WAL    Datum: DacidG= 357.0/2.0 IMRE | HOF(A-)=-114.8/3.0 Acid p:9

DacidH(AH)= 363.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ee12cho2.zaf]

CBS-QB3    |-114.1 |363.5|356.5|      |-111.9 |       |23.4|     

G3MP2B3    |-114.1 |364.8|358.4| 2.418|-111.7 |-57.9  |21.6|105.9

G3MP2B3+   |-114.6 |364.6|357.7| 2.424|-112.0 |-58.3  |23.0|105.8

G4MP2      |-112.8 |364.9|358.1|      |-110.5 |       |22.9|     

M062X/Def2T|-108.7 |366.3|359.4| 2.174|-110.3 |-58.4  |23.4|104.1

B3/6-311++G|-84.0  |363.1|356.2| 2.226|-79.8  |-32.3  |23.1|99.7 

++++++++++++++++++++++++++++++++

H2O..HO2C(CH2)4CO2-

C6H11O5  mw:163.061

Core ion CAS: Z-18667-07-7 Solvent: 7732-18-5 fg:237 cnt:3228

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.7/0.3 IMRE | HOF(A-)=-307.9/3.1 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dcj4w.zcf]

G3MP2B3    |-310.9 |  8.6|  0.2| 32.0|-57.6  |-244.7 

M062X/Def2T|-309.8 | 12.8|  3.7| 30.7|-53.6  |-243.3 

B3/6-311++G|-274.9 |  7.3| -0.1| 24.6|-54.2  |-213.5 

++++++++++++++++++++++++++++++++

(MeCO2H)2..MeCO2-

C6H11O6  mw:179.056 fg:234 cnt:4060

HOF(solv)=-103.4/0.6 neut 94PED/   

----

99MEO/ELM    Datum: DaffG= 10.8/1.7 TDAs | HOF(A-)=-255.9/1.4 AfIN p:9

DaffH(X..Y-)= 19.7/0.5 TDAs

----

86MEO/SIE2   Datum: DaffG= 6.2/1.0 TDAs | HOF(A-)=-252.4/1.7 AfIN p:7

DaffH(X..Y-)= 16.2/1.0 TDAs

++++++++++++++++++++++++++++++++

a-D-glucoside-

C6H11O6  mw:179.056 Anion CAS: A-492-62-6 fg:31 cnt:6186

DacidS=25.0/3.0 Calc | 

----

02CAI/COL    Datum: DacidG= 332.0/4.0 IMRB p:7

DacidH(AH)= 339.5/4.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [glua1.zaf]

CBS-QB3    |-289.7 |350.3|342.8| 3.192|-274.3 |-216.0 |25.4|110.4

G3MP2B3    |-285.4 |351.4|344.1| 3.193|-269.7 |-211.6 |24.6|110.2

G4MP2      |-282.1 |351.4|344.0| 2.947|-266.4 |-214.0 |24.9|104.5

M062X/Def2T|-282.5 |353.3|345.9| 2.915|-271.1 |-215.0 |24.9|108.2

B3/6-311++G|-235.8 |348.8|341.4| 2.969|-217.3 |-167.2 |24.8|102.3

++++++++++++++++++++++++++++++++

(HCO2H)5..HCO2-

C6H11O12  mw:275.026 fg:234 cnt:3989

HOF(solv)= -90.5/0.1 neut 94PED/   

----

78LUC/WLO    Datum: DaffH= 10.1/2.0 TDAs | HOF(A-)=-559.7/5.1 AfIN p:7

Buffer gas H2. There may be appreciable fractionation of neutral gases:96WIL/KNI.

++++++++++++++++++++++++++++++++

5,5-diMe-1,3-dithianide-

C6H11S2  mw:147.031 Anion CAS: Z-91126-82-8 fg:92 cnt:954

HOF(AH)=  -9.0/4.0 Est3          |

DacidS=24.6/2.0 Stat | 

----

81BAR/HAY #  Datum: DacidG= 366.8/2.0 IMRE | HOF(A-)=-0.6/4.5 Acid p:9

DacidH(AH)= 374.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2dithia.zaf]

CBS-QB3    |-5.9   |375.9|368.3| 1.146|-16.1  |20.6   |25.7|88.8 

G3MP2B3    |-7.9   |375.7|367.6| 1.233|-16.3  |20.6   |27.0|89.1 

G3MP2B3+   |-8.2   |375.6|367.9| 1.241|-16.6  |20.4   |25.7|89.1 

G4MP2      |-9.0   |375.5|367.9| 1.084|-17.4  |16.0   |25.5|85.5 

M062X/Def2T|-1.2   |377.2|369.5| 1.014|-13.8  |22.2   |25.7|88.1 

B3/6-311++G|36.7   |378.2|370.6| 1.026|25.7   |60.3   |25.7|86.8 

++++++++++++++++++++++++++++++++

cC6H12..Cl-

C6H12Cl  mw:119.063

Core ion CAS: Z-16887-00-6 Solvent: 110-82-7 fg:482 cnt:8484

HOF(solv)= -29.5/0.2 neut 94PED/   

----

13ZIE/GAM    Datum: DaffG= 3.0 TDAs | HOF(A-)=-39.0/0.2 AfIN p:9

DaffH(X..Y-)= 9.6 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [chxcl.zcf]

CBS-QB3    |-92.0  |  8.1|  2.3| 19.5|-27.2  |-56.7  

G3MP2B3    |-92.9  |  7.9|  1.8| 20.7|-28.9  |-56.1  

G4MP2      |-91.8  |  8.0|  1.8| 21.0|-28.8  |-55.0  

M062X/Def2T|-86.7  | 11.1|  4.8| 21.1|-27.2  |-48.4  

B3/6-311++G|-69.8  | -5.6| -0.2| 18.5|-7.6   |-56.9  

++++++++++++++++++++++++++++++++

(Me2CO)2..Cl-

C6H12ClO2  mw:151.053 fg:482 cnt:3880

HOF(solv)= -51.9/0.2 neut 94PED/   

----

86HIR/TAK    Datum: DaffG= 5.4/2.2 TDAs | HOF(A-)=-129.4/1.1 AfIN p:8

DaffH(X..Y-)= 11.5/1.0 TDAs

++++++++++++++++++++++++++++++++

N(CH2CH2O)3SiF-.

C6H12FNO3Si  mw:193.058 Anion CAS: Z-1810092-95-5 fg:102 cnt:9598

----

18BEL/LIU    Datum: EA=0.0040 eV PVMI p:8

The stated EA is the Vertical Detachment Energy. Dipole-stabilized anion; the structure is a silatrane.

++++++++++++++++++++++++++++++++

sBuCH(NH2)CO2- (L-Isoleucine)

C6H12NO2  mw:130.087 Anion CAS: Z-57031-97-7 fg:36 cnt:2848

HOF(A.)= -54.0/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -114.9/1.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat | 

----

07JON/BER    Datum: DacidH(AH)= 340.1/1.9 CIDC | HOF(A-)=-140.5/2.2 Acid p:8

DacidG(AH)= 333.3/2.1 H-TS  EA(eV)= 3.751

----

92OHA/BOW    Datum: DacidG= 331.9/3.0 CIDC p:7

DacidH(AH)= 338.8/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sbuaa.zaf]

CBS-QB3    |-141.9 |340.6|333.5| 3.756|-116.8 |-54.9  |23.8|114.0

G3MP2B3    |-141.4 |341.9|335.2| 3.741|-116.1 |-54.8  |22.4|113.4

G3MP2B3+   |-142.6 |340.9|333.7| 2.459|-116.3 |-84.5  |24.2|83.9 

G4MP2      |-140.5 |342.1|335.0|      |-115.5 |       |23.8|     

M062X/Def2T|-138.2 |341.2|333.6| 3.654|-114.8 |-53.9  |25.7|113.1

B3/6-311++G|-116.1 |337.3|330.2| 2.272|-86.2  |-62.4  |24.1|75.9 

++++++++++++++++++++++++++++++++

iBuCH(NH2)CO2- (L-Leucine)

C6H12NO2  mw:130.087 Anion CAS: Z-17332-93-3 fg:36 cnt:2849

HOF(A.)= -55.4/3.0 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -116.3/0.3  94PED/      |

DacidS=23.0/3.0 Stat | 

----

07JON/BER    Datum: DacidH(AH)= 339.2/2.4 CIDC | HOF(A-)=-142.9/2.4 Acid p:8

DacidG(AH)= 332.3/2.6 H-TS  EA(eV)= 3.792

----

92OHA/BOW    Datum: DacidG= 332.2/3.0 CIDC p:7

DacidH(AH)= 339.1/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ibuaa.zaf]

CBS-QB3    |-144.7 |338.9|331.3| 2.543|-117.9 |-84.8  |25.5|85.2 

G3MP2B3    |-144.3 |339.1|332.3| 2.515|-116.1 |-85.0  |22.7|83.3 

G3MP2B3+   |-144.8 |339.8|332.4| 2.525|-117.4 |-85.3  |25.1|84.3 

G4MP2      |-143.6 |339.2|332.1|      |-115.7 |       |24.0|     

M062X/Def2T|-140.6 |339.2|331.9| 2.351|-115.1 |-85.2  |24.5|82.1 

B3/6-311++G|-117.3 |338.0|330.5| 2.279|-88.0  |-63.4  |25.1|76.7 

++++++++++++++++++++++++++++++++

MeCONHCH(Me)CO2Me..HS-

C6H12NO3S  mw:178.054

Core ion CAS: Z-15035-72-0 Solvent: 26629-33-4 fg:203 cnt:2078

HOF(solv)=-146.1/2.0 GpAd 93SP     

----

88MEO/       Datum: DaffG= 19.2/2.0 TDAs | HOF(A-)=-192.9/2.2 AfIN p:8

DaffH(X..Y-)= 27.5/1.0 TDAs

++++++++++++++++++++++++++++++++

H2NCHMeCONHCH(CONH2)CH2S-[AlaCysNH2]

C6H12N3O2S  mw:190.066 Anion CAS: A-1072455-62-9 fg:54 cnt:8208

HOF(AH)= -91.5 GpAd 93SP         |

DacidS=25.8 CIDC | 

----

12SHE/REN    Datum: DacidG= 327.9/1.7 CIDC | HOF(A-)=-121.6/1.7 Acid p:7

DacidH(AH)= 335.6/1.7 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [8208.zaf]

CBS-QB3    |-133.4 |336.4|330.1| 2.769|-104.1 |-69.2  |21.1|87.0 

G3MP2B3    |-130.7 |337.2|331.1| 2.779|-100.8 |-66.3  |20.4|86.5 

M062X/Def2T|-129.6 |338.3|332.3| 2.625|-103.2 |-67.7  |20.1|87.7 

B3/6-311++G|-98.9  |335.9|329.9| 2.698|-67.6  |-36.4  |20.4|83.3 

++++++++++++++++++++++++++++++++

H2NCOCHMeNHCOCH(NH2)CH2S-[H2NCysAla]

C6H12N3O2S  mw:190.066 Anion CAS: A-160876-51-7 fg:54 cnt:8209

HOF(AH)= -91.5 GpAd 93SP         |

DacidS=30.9 CIDC | 

----

12SHE/REN    Datum: DacidG= 322.0/1.8 CIDC | HOF(A-)=-126.0/1.8 Acid p:7

DacidH(AH)= 331.2/1.8 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [8209.zaf]

CBS-QB3    |-137.2 |331.8|325.5| 2.963|-103.2 |-68.5  |21.0|86.8 

G3MP2B3    |-134.4 |332.7|326.6| 2.967|-99.9  |-65.6  |20.6|86.4 

M062X/Def2T|-133.5 |333.4|326.8| 2.830|-102.2 |-66.8  |22.1|87.5 

B3/6-311++G|-101.3 |332.6|326.4| 2.976|-66.7  |-35.2  |20.9|83.6 

++++++++++++++++++++++++++++++++

2-ethylbutanal-.

C6H12O  mw:100.089 Anion CAS: N-97-96-1 fg:102 cnt:6209

HOF(A.)= -52.0/1.0 GpAd 93SP     |

----

03HAM/DIR    Datum: EA=0.0015(1) eV Rydb p:8

++++++++++++++++++++++++++++++++

(Me2CO)2-.

C6H12O2  mw:116.084

Core ion CAS: Z-17836-38-3 Solvent: 67-64-1 fg:300 cnt:6791

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=0.83(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [r2co-di.zzf]

G3MP2B3    |-94.1  | 13.6|  4.0| 32.2|-51.5  |-29.0  |-0.504

G4MP2      |-96.9  | -5.6|-15.4| 32.9|-51.2  |-51.2  |-0.353

M062X/Def2T|-98.5  | -3.1|-16.5| 45.1|-50.8  |-50.8  |-0.455

++++++++++++++++++++++++++++++++

(H2O)2..O2C(CH2)4CO2=

C6H12O6  mw:180.064 Anion CAS: Z-538316-11-9 fg:237 cnt:4403

HOF(A.)= -304.5/6.5              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98DIN/WAN    Datum: EA=1.90(9) eV LPES | HOF(A-)=-348.6/6.3 AfIN p:8

DaffH(AH)=  13.4/2.9 dEA

Affinity is electron affinity difference from next lower solvated ion.

----

04MIN/MUC    Datum: EA=1.89(27) eV LPES p:7

DaffH(AH)=  13.1/6.6 dEA

++++++++++++++++++++++++++++++++

N(CH2CH2O)3SiH-.

C6H13NO3Si  mw:175.067 Anion CAS: N-283-60-3 fg:101 cnt:9597

----

18BEL/LIU    Datum: EA=0.0021 eV PVMI p:8

The stated EA is the Vertical Detachment Energy. Dipole-stabilized anion. Structure is a silatrane.

++++++++++++++++++++++++++++++++

H2N(CH2)4CH(NH2)CO2- (L-Lysine)

C6H13N2O2  mw:145.098 Anion CAS: Z-17781-81-6 fg:36 cnt:2850

HOF(A.)= -44.2/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -105.1/1.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat | 

----

07JON/BER    Datum: DacidH(AH)= 338.4/1.7 CIDC | HOF(A-)=-132.4/2.0 Acid p:8

DacidG(AH)= 331.6/1.9 H-TS  EA(eV)= 3.823

----

92OHA/BOW    Datum: DacidG= 330.5/3.0 CIDC p:7

DacidH(AH)= 337.4/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lysine.zaf]

CBS-QB3    |-134.8 |338.8|331.9|      |-107.8 |       |23.3|     

G3MP2B3    |-134.1 |340.3|333.7|      |-107.3 |       |22.2|     

G3MP2B3+   |-134.7 |340.1|332.7|      |-107.6 |       |24.6|     

G4MP2      |-133.5 |340.5|333.4|      |-106.8 |       |23.7|     

M062X/Def2T|-130.0 |341.1|333.2| 2.403|-106.4 |-72.2  |26.3|86.3 

B3/6-311++G|-107.8 |338.6|331.3| 2.416|-79.2  |-53.6  |24.5|77.7 

++++++++++++++++++++++++++++++++

H2O..[AlaAla-H]-

C6H13N2O4  mw:177.088

Core ion CAS: Z-581782-45-8 Solvent: 7732-18-5 fg:236 cnt:6693

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04LIU/WYT    Datum: DaffG= 6.6 TDEq | HOF(A-)=-48.8 AfIN p:8

DaffH(X..Y-)= 11.7/0.2 TDEq

++++++++++++++++++++++++++++++++

(EtNO2)2..C2H3NO2-

C6H13N3O6  mw:223.081 fg:301 cnt:6410

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 5.7/3.1 TDAs | HOF(A-)=-110.3/3.3 AfIN p:8

DaffH(X..Y-)= 15.2/0.8 TDAs

++++++++++++++++++++++++++++++++

H2NC(=NH)NH(CH2)3CH(NH2)CO2-(L-Arginine)

C6H13N4O2  mw:173.104 Anion CAS: Z-17845-19-1 fg:36 cnt:2854

HOF(A.)= -19.1/5.8 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -90.0/5.0 GpAd 93SP     |

DacidS=23.0/3.0 Stat | 

----

07JON/BER    Datum: DacidH(AH)= 330.1/2.2 CIDC | HOF(A-)=-125.6/5.4 Acid p:8

DacidG(AH)= 323.2/2.3 H-TS  EA(eV)= 4.186

----

92OHA/BOW    Datum: DacidG= 324.9/3.0 CIDC p:7

DacidH(AH)= 331.8/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [argininc.zaf]

CBS-QB3    |-132.7 |326.0|318.5|      |-93.0  |       |25.0|     

G3MP2B3    |-130.5 |327.1|320.2|      |-90.4  |       |23.3|     

G4MP2      |-130.0 |327.2|320.2|      |-90.0  |       |23.6|     

M062X/Def2T|-130.9 |328.4|320.7| 2.952|-94.6  |-60.2  |25.7|86.5 

B3/6-311++G|-102.9 |326.7|318.6| 2.828|-62.3  |-39.1  |27.2|75.4 

++++++++++++++++++++++++++++++++

nPrC(Me)2O-

C6H13O  mw:101.097 Anion CAS: Z-113534-07-9 fg:30 cnt:540

HOF(A.)= -30.7/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -84.1/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=95.0/1.4 Acid |  S(AH)=99.0/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.4/2.0 CIDC | HOF(A-)=-77.4/2.2 Acid p:8

DacidG(AH)= 365.8/2.0 H-TS  EA(eV)= 2.025

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 365.5/2.7 CIDC p:7

DacidH(AH)= 372.1/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nprcr2og.zaf]

CBS-QB3    |-76.4  |372.7|365.3|      |-83.4  |       |24.8|     

G3MP2B3    |-77.3  |373.7|366.4| 2.056|-83.8  |-29.8  |24.7|106.1

G3MP2B3+   |-77.9  |373.4|366.1| 2.067|-84.1  |-30.1  |24.4|106.1

G4MP2      |-76.9  |373.6|366.3|      |-83.3  |       |24.6|     

M062X/Def2T|-70.0  |375.2|367.8| 1.796|-80.5  |-28.5  |24.9|104.1

B3/6-311++G|-53.7  |371.5|364.2| 1.902|-57.9  |-9.8   |24.5|100.2

++++++++++++++++++++++++++++++++

iPrCH(Et)O-

C6H13O  mw:101.097 Anion CAS: Z-388625-47-6 fg:30 cnt:537

HOF(A.)= -28.3/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -81.7/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=97.5/1.4 Acid |  S(AH)=101.5/1.0 GpAd 93SP

----

98HIG/BAR    Datum: DacidG= 364.8/2.0 IMRE | HOF(A-)=-76.0/2.3 Acid p:9

DacidH(AH)= 371.4/2.0 G+TS EA(ev)= 2.070

----

93HAA/HAR    Datum: DacidH(AH)= 371.6/2.0 CIDC p:8

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 364.9/2.7 CIDC p:7

DacidH(AH)= 371.5/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ipretxoa.zaf]

CBS-QB3    |-74.9  |371.1|364.1| 2.067|-80.3  |-27.1  |23.6|105.3

G3MP2B3    |-75.6  |372.3|365.3| 2.054|-80.7  |-28.1  |23.5|104.8

G3MP2B3+   |-76.3  |371.9|364.7| 2.075|-81.0  |-28.4  |23.9|104.7

G4MP2      |-75.2  |372.2|365.2| 1.926|-80.2  |-30.6  |23.4|101.8

M062X/Def2T|-70.0  |373.1|366.4| 1.847|-78.4  |-27.3  |22.4|103.1

B3/6-311++G|-52.6  |370.0|362.8| 1.903|-55.3  |-8.7   |24.1|98.8 

++++++++++++++++++++++++++++++++

nC6H13O-

C6H13O  mw:101.097 Anion CAS: Z-35730-31-5 fg:30 cnt:539

HOF(A.)= -23.1/2.0 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -75.5/0.1  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=103.0/1.4 Acid |  S(AH)=107.0/1.0 GpAd 93SP

----

98HIG/BAR    Datum: DacidG= 367.4/2.0 IMRE | HOF(A-)=-67.2/2.3 Acid p:9

DacidH(AH)= 374.0/2.0 G+TS EA(ev)= 1.949 DaffH(X..Y-)= 42.7/2.3 A-IN

----

19STO/BAR    Datum: EA=1.90(5) eV LPES p:8

Vertical Detachment Energy:1.976(50) eV.

----

93HAA/HAR    Datum: DacidH(AH)= 374.1/3.0 CIDC p:7

Kinetic method gives energy-dependent results.

----

83BOA/HOU #  Datum: DacidG= 366.5/2.7 CIDC p:6

DacidH(AH)= 373.1/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6gaaa.zaf]

CBS-QB3    |-65.4  |375.7|368.5| 1.867|-75.3  |-22.2  |23.9|105.3

G3MP2B3    |-66.2  |376.8|369.7| 1.857|-75.8  |-23.2  |23.7|104.7

G3MP2B3+   |-67.0  |376.3|369.0| 1.877|-76.1  |-23.6  |24.3|104.6

G4MP2      |-66.0  |376.7|369.5| 1.731|-75.5  |-25.9  |24.1|101.7

M062X/Def2T|-60.1  |378.0|370.8| 1.610|-73.4  |-22.8  |24.3|102.7

B3/6-311++G|-47.2  |373.5|366.3| 1.758|-53.3  |-6.4   |24.0|99.0 

++++++++++++++++++++++++++++++++

tBuCH(Me)O-

C6H13O  mw:101.097 Anion CAS: Z-91126-83-9 fg:30 cnt:541

HOF(A.)= -30.3/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -83.7/1.0 GpAd 93SP     |

DacidS=22.0/2.5 Stat |  S(A-)=91.1/2.7 Acid |  S(AH)=95.1/1.0 GpAd 93SP

----

96MIH/GAT    Datum: EA=1.982(43) eV LPD  [45.7(1) kcal] p:9

DacidH(AH)= 373.4/2.0 D-EA

Derived Bond Dissociation Energy: 103.3/2.8 kcal/mol.

----

79BAR/SCO #  Datum: DacidG= 364.5/2.0 IMRE | HOF(A-)=-78.3/2.4 Acid p:9

DacidH(AH)= 371.1/2.1 G+TS EA(ev)= 2.083 DaffH(X..Y-)= 43.6/2.4 A-IN

----

98CLI/WEN2   Datum: DacidG= 365.1/2.0 IMRE p:8

DacidH(AH)= 371.7/2.1 G+TS

----

93HAA/HAR    Datum: DacidH(AH)= 371.4/2.0 CIDC p:8

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuchro.zaf]

CBS-QB3    |-76.9  |372.1|365.0| 2.056|-83.3  |-29.4  |23.9|105.9

G3MP2B3    |-77.8  |373.0|365.9| 2.049|-83.6  |-30.4  |24.0|105.3

G3MP2B3+   |-78.5  |372.6|365.4| 2.070|-83.9  |-30.7  |24.1|105.3

G4MP2      |-77.4  |373.0|365.9| 1.920|-83.3  |-33.0  |23.7|102.4

M062X/Def2T|-71.1  |373.8|366.4| 1.831|-80.3  |-28.9  |24.8|103.5

B3/6-311++G|-52.2  |370.4|363.2| 1.905|-55.4  |-8.3   |24.4|99.2 

++++++++++++++++++++++++++++++++

tBuCH2CH2O-

C6H13O  mw:101.097 Anion CAS: Z-125251-11-8 fg:30 cnt:542

HOF(A.)= -27.0/2.2 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -79.4/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=91.7/1.4 Acid |  S(AH)=95.7/1.0 GpAd 93SP

----

98HIG/BAR    Datum: DacidG= 365.0/2.0 IMRE | HOF(A-)=-73.5/3.0 Acid p:9

DacidH(AH)= 371.6/2.0 G+TS EA(ev)= 2.053 DaffH(X..Y-)= 43.9/3.0 A-IN

----

93HAA/HAR    Datum: DacidH(AH)= 373.0/2.0 CIDC p:8

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 365.9/2.7 CIDC p:7

DacidH(AH)= 372.5/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbujjo-g.zaf]

CBS-QB3    |-71.6  |372.9|366.8| 1.977|-78.7  |-25.5  |20.4|105.3

G3MP2B3    |-72.4  |374.0|367.9| 1.970|-79.2  |-26.6  |20.5|104.8

G3MP2B3+   |-73.2  |373.5|367.1| 1.996|-79.5  |-26.9  |21.4|104.8

G4MP2      |-72.0  |374.2|368.3| 1.829|-79.1  |-29.4  |20.0|101.8

M062X/Def2T|-66.0  |374.5|368.9| 1.737|-75.9  |-25.4  |18.8|102.6

B3/6-311++G|-48.1  |371.7|365.3| 1.836|-52.5  |-5.4   |21.4|99.2 

++++++++++++++++++++++++++++++++

sBuCH(Me)O-

C6H13O  mw:101.097 Anion CAS: A-565-60-6 fg:30 cnt:3465

HOF(A.)= -27.5/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -80.9/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=97.5/2.2 Acid |  S(AH)=101.5/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.2/2.0 CIDC | HOF(A-)=-74.4/2.5 Acid p:8

DacidG(AH)= 365.6/2.1 H-TS  EA(eV)= 2.034 DaffH(X..Y-)= 40.5/2.5 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sbuxro.zaf]

CBS-QB3    |-72.9  |372.7|365.6|      |-79.9  |       |24.0|     

G3MP2B3    |-73.7  |373.9|366.8| 2.016|-80.4  |-27.1  |23.7|105.4

G3MP2B3+   |-74.4  |373.4|366.1| 2.036|-80.6  |-27.4  |24.5|105.3

G4MP2      |-73.4  |373.8|366.7|      |-80.0  |       |23.7|     

M062X/Def2T|-67.3  |374.8|367.6| 1.762|-77.4  |-26.4  |24.0|103.1

B3/6-311++G|-50.8  |371.2|364.0| 1.879|-54.8  |-7.4   |24.4|99.5 

++++++++++++++++++++++++++++++++

Et2C(Me)O-

C6H13O  mw:101.097 Anion CAS: Z-113534-08-0 fg:30 cnt:536

HOF(A.)= -28.9/2.2 D+AH          | BDE(A-H)= 106.5/2.0 Est2          

HOF(AH)= -83.3/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=95.0/1.4 Acid |  S(AH)=99.0/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 371.9/2.0 CIDC | HOF(A-)=-77.1/2.2 Acid p:8

DacidG(AH)= 365.3/2.0 H-TS  EA(eV)= 2.090

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 365.3/2.7 CIDC p:7

DacidH(AH)= 371.9/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [et2cro.zaf]

CBS-QB3    |-76.5  |372.0|364.6|      |-82.8  |       |25.0|     

G3MP2B3    |-77.2  |373.2|365.9| 2.073|-83.2  |-29.3  |24.5|106.0

G3MP2B3+   |-77.9  |372.7|365.2| 2.094|-83.5  |-29.6  |25.2|106.0

G4MP2      |-76.7  |373.1|365.8| 1.945|-82.6  |-31.7  |24.4|103.0

M062X/Def2T|-70.8  |374.2|366.5| 1.846|-80.3  |-28.3  |25.7|104.1

B3/6-311++G|-52.8  |371.1|363.6| 1.921|-56.6  |-8.5   |24.9|100.2

++++++++++++++++++++++++++++++++

iPrCH(Me)CH2O-

C6H13O  mw:101.097 Anion CAS: A-19550-30-2 fg:30 cnt:3472

HOF(A.)= -26.3/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -78.7/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=96.8/2.2 Acid |  S(AH)=100.8/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.9/2.0 CIDC | HOF(A-)=-71.5/2.5 Acid p:8

DacidG(AH)= 366.3/2.1 H-TS  EA(eV)= 1.960 DaffH(X..Y-)= 43.8/2.5 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iprxrjo.zaf]

CBS-QB3    |-69.0  |373.8|366.8| 1.937|-77.0  |-24.2  |23.4|105.0

G3MP2B3    |-70.0  |374.9|368.0| 1.930|-77.6  |-25.3  |22.9|104.4

G3MP2B3+   |-69.7  |375.4|368.1| 1.907|-77.9  |-25.7  |24.2|104.3

G4MP2      |-68.6  |375.9|368.9| 1.755|-77.3  |-28.0  |23.6|101.4

M062X/Def2T|-64.7  |374.8|367.6| 1.738|-74.8  |-24.5  |23.8|102.4

B3/6-311++G|-46.8  |372.1|364.7| 1.808|-51.6  |-5.0   |24.8|98.7 

++++++++++++++++++++++++++++++++

iBuCH(Me)O-

C6H13O  mw:101.097 Anion CAS: Z-60375-61-3 fg:30 cnt:3468

HOF(A.)= -28.3/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -81.7/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=97.5/2.2 Acid |  S(AH)=101.5/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.2/2.0 CIDC | HOF(A-)=-75.2/2.5 Acid p:8

DacidG(AH)= 365.6/2.1 H-TS  EA(eV)= 2.034 DaffH(X..Y-)= 40.9/2.5 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iprjxro.zaf]

CBS-QB3    |-74.3  |372.7|365.6| 2.044|-81.2  |-27.0  |23.7|106.4

G3MP2B3    |-75.2  |373.7|366.4| 2.068|-81.7  |-27.5  |24.6|106.4

G3MP2B3+   |-75.9  |373.3|366.1| 2.087|-82.0  |-27.7  |24.1|106.4

G4MP2      |-74.8  |373.7|366.3| 1.918|-81.4  |-30.5  |24.8|103.0

M062X/Def2T|-68.7  |374.9|367.9| 1.823|-78.9  |-26.6  |23.4|104.3

B3/6-311++G|-52.8  |371.2|364.0| 1.924|-56.7  |-8.3   |23.9|100.5

++++++++++++++++++++++++++++++++

iPrCH2CH2CH2O-

C6H13O  mw:101.097 Anion CAS: A-626-89-1 fg:30 cnt:538

HOF(A.)= -24.9/2.2 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -77.3/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=98.1/1.4 Acid |  S(AH)=102.1/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 373.8/2.0 CIDC | HOF(A-)=-69.2/2.5 Acid p:8

DacidG(AH)= 367.2/2.0 H-TS  EA(eV)= 1.956 DaffH(X..Y-)= 43.2/2.5 A-IN

Both metastable and 50 eV collision energy.

----

83BOA/HOU #  Datum: DacidG= 366.5/2.3 CIDC p:7

DacidH(AH)= 373.1/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iprj3oga.zaf]

CBS-QB3    |-67.1  |375.4|368.4|      |-76.7  |       |23.6|     

G3MP2B3    |-67.9  |376.5|369.4| 1.869|-77.2  |-24.7  |23.8|104.7

G3MP2B3+   |-68.7  |376.0|368.8| 1.892|-77.6  |-25.0  |24.3|104.7

G4MP2      |-67.7  |376.5|369.5| 1.739|-77.0  |-27.4  |23.5|101.7

M062X/Def2T|-61.5  |377.8|370.5| 1.615|-74.6  |-24.1  |24.4|102.6

B3/6-311++G|-47.2  |373.2|366.0| 1.770|-53.2  |-6.2   |24.2|99.0 

++++++++++++++++++++++++++++++++

nBuCH(Me)O-

C6H13O  mw:101.097 Anion CAS: Z-102494-15-5 fg:30 cnt:3481

HOF(A.)= -26.8/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -80.2/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=100.2/2.2 Acid |  S(AH)=104.2/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.8/2.0 CIDC | HOF(A-)=-73.1/2.3 Acid p:8

DacidG(AH)= 366.2/2.1 H-TS  EA(eV)= 2.008 DaffH(X..Y-)= 41.1/2.3 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [buchro-g.zaf]

CBS-QB3    |-71.9  |373.1|365.8| 2.017|-79.3  |-25.3  |24.5|106.1

G3MP2B3    |-72.7  |374.2|367.0| 2.011|-79.8  |-26.3  |24.1|105.6

G3MP2B3+   |-73.4  |373.9|366.7| 2.022|-80.1  |-26.7  |24.0|105.6

G4MP2      |-72.4  |374.1|366.8| 1.886|-79.3  |-28.8  |24.3|102.6

M062X/Def2T|-66.1  |376.1|369.1| 1.742|-77.5  |-25.7  |23.4|103.8

B3/6-311++G|-52.2  |371.6|364.4| 1.876|-56.5  |-8.8   |24.1|99.8 

++++++++++++++++++++++++++++++++

nPrCH(Et)O-

C6H13O  mw:101.097 Anion CAS: A-623-37-0 fg:30 cnt:3466

HOF(A.)= -26.8/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -80.2/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=100.2/2.2 Acid |  S(AH)=104.2/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.0/2.0 CIDC | HOF(A-)=-73.9/2.3 Acid p:8

DacidG(AH)= 365.4/2.1 H-TS  EA(eV)= 2.042 DaffH(X..Y-)= 42.2/2.3 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3hxo-ga.zaf]

CBS-QB3    |-73.3  |371.7|364.6|      |-79.3  |       |23.9|     

G3MP2B3    |-74.0  |372.9|365.8| 2.056|-79.7  |-26.4  |23.7|105.3

G3MP2B3+   |-74.8  |372.5|365.4| 2.071|-80.0  |-26.9  |23.7|105.3

G4MP2      |-73.6  |372.7|365.6|      |-79.2  |       |23.7|     

M062X/Def2T|-68.1  |374.2|367.6| 1.821|-77.5  |-25.9  |22.2|103.7

B3/6-311++G|-53.1  |370.4|363.2| 1.912|-56.2  |-8.9   |23.9|99.4 

++++++++++++++++++++++++++++++++

sBuCH2CH2O-

C6H13O  mw:101.097 Anion CAS: Z-201483-91-2 fg:30 cnt:3475

HOF(A.)= -24.1/2.2 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -76.5/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=99.5/2.2 Acid |  S(AH)=103.5/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 373.6/2.0 CIDC | HOF(A-)=-68.6/2.5 Acid p:8

DacidG(AH)= 367.0/2.1 H-TS  EA(eV)= 1.964 DaffH(X..Y-)= 42.6/2.5 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sbujjoga.zaf]

CBS-QB3    |-67.4  |374.0|367.4|      |-75.6  |       |22.3|     

G3MP2B3    |-68.1  |375.3|368.9| 1.907|-76.2  |-23.9  |21.4|104.4

G3MP2B3+   |-68.9  |374.8|368.3| 1.929|-76.5  |-24.3  |21.7|104.3

G4MP2      |-67.9  |375.2|368.8|      |-76.0  |       |21.7|     

M062X/Def2T|-62.0  |376.2|369.9| 1.669|-73.5  |-23.4  |21.3|102.2

B3/6-311++G|-46.8  |372.3|365.8| 1.805|-51.9  |-5.1   |21.9|98.9 

++++++++++++++++++++++++++++++++

Et2CHCH2O-

C6H13O  mw:101.097 Anion CAS: A-97-95-0 fg:30 cnt:3473

HOF(A.)= -24.1/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -76.5/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=98.1/2.2 Acid |  S(AH)=102.1/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 373.1/2.0 CIDC | HOF(A-)=-69.1/2.5 Acid p:8

DacidG(AH)= 366.5/2.1 H-TS  EA(eV)= 1.951 DaffH(X..Y-)= 42.8/2.5 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [et2xjo-g.zaf]

G3MP2B3    |-68.7  |375.1|368.6| 1.908|-76.6  |-24.3  |21.8|104.4

++++++++++++++++++++++++++++++++

nPrCH(Me)CH2O-

C6H13O  mw:101.097 Anion CAS: A-105-30-6 fg:30 cnt:3474

HOF(A.)= -24.9/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -77.3/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=99.5/2.2 Acid |  S(AH)=103.5/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 373.1/2.0 CIDC | HOF(A-)=-69.9/2.5 Acid p:8

DacidG(AH)= 366.5/2.1 H-TS  EA(eV)= 1.951 DaffH(X..Y-)= 43.6/2.5 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2pno-g.zaf]

CBS-QB3    |-68.1  |374.4|367.4|      |-76.7  |       |23.5|     

G3MP2B3    |-69.0  |375.4|368.3| 1.909|-77.2  |-24.9  |23.9|104.4

G3MP2B3+   |-69.8  |374.9|367.8| 1.918|-77.5  |-25.4  |24.0|104.2

G4MP2      |-68.7  |375.4|368.4|      |-76.9  |       |23.4|     

M062X/Def2T|-62.9  |376.5|368.9| 1.665|-74.7  |-24.4  |25.4|102.4

B3/6-311++G|-47.9  |372.4|365.1| 1.786|-53.0  |-6.6   |24.2|98.6 

++++++++++++++++++++++++++++++++

iPrC(Me)2O-

C6H13O  mw:101.097 Anion CAS: Z-113534-06-8 fg:30 cnt:3464

HOF(A.)= -31.1/2.2 D+AH          | BDE(A-H)= 106.5/2.0 Est2          

HOF(AH)= -85.5/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=92.4/2.2 Acid |  S(AH)=96.4/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.0/2.0 CIDC | HOF(A-)=-79.2/2.2 Acid p:8

DacidG(AH)= 365.4/2.1 H-TS  EA(eV)= 2.086

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iprcr2o.zaf]

CBS-QB3    |-77.8  |371.9|364.6| 2.065|-83.9  |-30.0  |24.4|106.0

G3MP2B3    |-78.7  |372.8|365.5| 2.069|-84.3  |-30.8  |24.5|105.6

G3MP2B3+   |-79.3  |372.4|365.1| 2.090|-84.5  |-31.0  |24.5|105.6

G4MP2      |-78.4  |372.7|365.6| 1.947|-83.9  |-33.4  |23.8|102.7

M062X/Def2T|-71.8  |373.9|366.8| 1.823|-81.0  |-29.6  |23.8|103.6

B3/6-311++G|-52.4  |371.3|364.1| 1.899|-56.4  |-8.4   |24.1|100.1

++++++++++++++++++++++++++++++++

nPrOH..CH2=C(Me)O-

C6H13O2  mw:117.092

Core ion CAS: Z-24262-31-5 Solvent: 71-23-8 fg:263 cnt:1550

HOF(solv)= -61.0/0.3 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 12.9/2.0 IMRE | HOF(A-)=-131.2/3.0 AfIN p:8

DaffH(X..Y-)= 21.6/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [jcrohopr.zcf]

CBS-QB3    |-129.5 | 20.4| 11.0| 31.7|-61.2  |-47.9  

G3MP2B3    |-130.1 | 20.2| 10.4| 32.9|-60.7  |-49.1  

G3MP2B3+   |-129.9 | 19.6| 10.9| 29.1|-60.9  |-49.3  

G4MP2      |-128.4 | 19.4| 10.0| 31.4|-60.3  |-48.8  

M062X/Def2T|-127.3 | 22.6| 12.4| 33.9|-59.3  |-45.4  

B3/6-311++G|-109.6 | 18.0|  9.5| 28.6|-49.7  |-41.9  

++++++++++++++++++++++++++++++++

HO(CH2)6O-

C6H13O2  mw:117.092 Anion CAS: A-629-11-8 fg:31 cnt:9876

HOF(AH)= -111.2/1.2  94PED/      |

DacidS=14.0/3.0 Calc | 

----

84HOU/TAB    Datum: DacidG= 360.3/2.0 CIDC | HOF(A-)=-112.4/2.5 Acid p:7

DacidH(AH)= 364.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj6o-c.zaf]

CBS-QB3    |-122.1 |355.4|351.4| 2.756|-111.7 |-58.1  |13.3|105.7

G3MP2B3    |-121.4 |357.3|353.2| 2.729|-111.4 |-58.1  |13.6|105.5

G3MP2B3+   |-121.5 |357.4|353.1| 2.723|-111.7 |-58.4  |14.3|105.4

G4MP2      |-120.6 |357.4|353.6| 2.584|-110.9 |-60.7  |13.1|102.4

M062X/Def2T|-120.3 |353.0|346.9| 2.688|-108.6 |-56.8  |20.6|103.9

B3/6-311++G|-95.3  |356.7|352.4| 2.576|-84.7  |-35.5  |14.2|101.2

++++++++++++++++++++++++++++++++

HO(CH2)4CH(Me)O-

C6H13O2  mw:117.092 Anion CAS: N-1637319-36-8 fg:31 cnt:9910

HOF(AH)= -116.0/2.0 GpAd 93SP    |

DacidS=17.0/3.0 Calc |  S(A-)=105.8/3.6 Acid |  S(AH)=114.8/2.0 GpAd 93SP

----

84HOU/TAB    Datum: DacidG= 360.3/2.0 CIDC | HOF(A-)=-116.3/3.0 Acid p:7

DacidH(AH)= 365.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rxoj4oh.zaf]

CBS-QB3    |-127.3 |354.5|349.5|      |-116.1 |       |16.8|     

G3MP2B3    |-126.7 |356.2|351.2|      |-115.7 |       |16.8|     

G3MP2B3+   |-126.9 |356.3|351.3|      |-116.0 |       |17.0|     

G4MP2      |-126.0 |356.2|351.3|      |-115.0 |       |16.7|     

M062X/Def2T|-124.7 |353.5|348.9|      |-113.6 |       |15.7|     

B3/6-311++G|-100.2 |355.1|350.0| 2.741|-88.1  |-39.4  |16.9|100.8

++++++++++++++++++++++++++++++++

(H2O)2..HO2C(CH2)4CO2-

C6H13O6  mw:181.072 fg:237 cnt:3254

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.4/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

H2O..{MeCO2H}2..MeCO2-

C6H13O7  mw:197.067 fg:234 cnt:6718

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99MEO/ELM    Datum: DaffG= 2.8/1.6 TDAs | HOF(A-)=-322.8/1.5 AfIN p:8

DaffH(X..Y-)= 9.1/0.4 TDAs

++++++++++++++++++++++++++++++++

CH2=CHCH(SiMe3)-

C6H13Si  mw:113.079 Anion CAS: Z-72039-89-5 fg:80 cnt:2794

HOF(AH)= -36.0/2.0 Est3 83STE/   |

DacidS=22.0/3.0 Stat |  S(A-)=102.0/3.6 Acid |  S(AH)=106.0/2.0 GpAd 93SP

----

80DEP/BIE    Datum: DacidG=<374.0 IMRB | HOF(A-)=<-21.1/2.0 Acid p:7

DacidH(AH)=<380.6 G+TS

More acidic than MeOH. Composite computational methods(18BAR/) indicate .DELTA.acidG ca. 367 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vchsir3.zaf]

CBS-QB3    |-19.5  |375.2|367.1| 1.044|-29.0  |4.3    |27.2|85.4 

G3MP2B3    |-23.1  |375.0|367.1| 1.155|-30.9  |3.3    |26.6|86.4 

G3MP2B3+   |-23.7  |374.8|366.7| 1.170|-31.2  |3.1    |27.2|86.4 

G4MP2      |-23.2  |375.0|367.0| 1.045|-31.0  |0.7    |26.7|83.8 

M062X/Def2T|-18.6  |374.4|366.8| 1.065|-28.4  |5.8    |25.8|86.2 

B3/6-311++G|3.7    |373.8|365.8| 1.014|-2.9   |26.9   |26.9|81.8 

++++++++++++++++++++++++++++++++

iPr2BF..F-

C6H14BF2  mw:135.116 Anion CAS: Z-63599-29-1 fg:481 cnt:1157

HOF(solv)= -69.0  77MUR/BEA2       

----

77MUR/BEA2   Datum: DaffH= 66.5 IMRB | HOF(A-)=-194.9/0.7 AfIN p:6

Fluoride Affinity: SiF4>iPr2BF>iPr3B.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ipr2bf2.zcf]

G3MP2B3    |-253.8 | 71.6| 61.2| 34.9|-122.0 |-60.1  

G3MP2B3+   |-254.4 | 72.1| 62.1| 33.5|-122.2 |-60.1  

G4MP2      |-251.7 | 70.8| 60.7| 33.8|-118.9 |-62.0  

M062X/Def2T|-254.6 | 84.1| 73.3| 36.2|-124.6 |-45.9  

B3/6-311++G|-222.8 | 52.6| 52.7| 34.4|-98.3  |-61.5  

++++++++++++++++++++++++++++++++

n-hexane..Cl-

C6H14Cl  mw:121.079

Core ion CAS: Z-16887-00-6 Solvent: 110-54-3 fg:482 cnt:8483

HOF(solv)= -39.9/0.2  94PED/       

----

13ZIE/GAM    Datum: DaffG= 3.2 TDAs | HOF(A-)=-50.1/0.2 AfIN p:9

DaffH(X..Y-)= 10.2 TDAs

++++++++++++++++++++++++++++++++

tBuCH(Me)OH..F-

C6H14FO  mw:121.103

Core ion CAS: Z-16984-48-8 Solvent: 464-07-3 fg:481 cnt:3812

HOF(solv)= -83.7/1.0 GpAd 93SP     

----

96MIH/GAT    Datum: EA=3.04(2) eV LPD  [70.1(5) kcal] p:9

Affinity derived by authors using a ROH.bullet..bullet.F. neutral binding energy of 10.3 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [tbuchrof.zcf]

G3MP2B3    |-178.9 | 35.1| 27.2| 26.7|-83.6  |-60.1  | 3.333

G3MP2B3+   |-179.6 | 35.6| 28.6| 23.5|-83.9  |-60.1  | 3.313

M062X/Def2T|-173.9 | 47.7| 40.2| 24.9|-80.3  |-45.9  | 3.228

B3/6-311++G|-152.2 | 25.0| 28.4| 23.1|-55.4  |-61.5  | 3.193

++++++++++++++++++++++++++++++++

[Fe2S2(OPr)2]-

C6H14Fe2O2S2  mw:293.914 Anion CAS: Z-849794-38-3 fg:24 cnt:11334

----

05FU_/YAN    Datum: EA=2.84(13) eV LPES p:8

Vertical Detachment Energy:3.20(15) eV.

++++++++++++++++++++++++++++++++

iPr2N-

C6H14N  mw:100.113 Anion CAS: Z-94612-69-8 fg:44 cnt:2666

HOF(A.)=   9.9/2.1 D+AH          | BDE(A-H)= 94.6/2.0 Est2 88COL/    

HOF(AH)= -32.6/0.6  97RIB/RIB    |

DacidS=24.8/1.0 Stat |  S(A-)=97.3/1.4 Acid |  S(AH)=98.5/1.0 GpAd 93SP

----

92GRI/BAR    Datum: DacidG= 382.8/0.4 IMRE | HOF(A-)=-8.1/0.8 Acid p:9

DacidH(AH)= 390.2/0.5 G+TS EA(ev)= 0.781

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ipr2n.zaf]

CBS-QB3    |-9.2   |387.5|380.2| 0.878|-31.0  |11.1   |24.5|94.2 

G3MP2B3    |-10.8  |388.1|380.9| 0.912|-31.6  |10.4   |24.0|94.1 

G3MP2B3+   |-11.2  |388.0|380.7| 0.923|-32.0  |10.1   |24.5|94.2 

G4MP2      |-11.3  |387.8|380.5| 0.796|-31.9  |7.1    |24.7|91.2 

M062X/Def2T|-3.0   |391.1|382.9| 0.663|-29.4  |12.4   |27.3|93.8 

B3/6-311++G|9.3    |387.3|380.4| 0.767|-10.7  |27.1   |23.2|89.9 

++++++++++++++++++++++++++++++++

arginine-.

C6H14N2O2  mw:146.106 Anion CAS: Z-849071-42-7 fg:119 cnt:10050

HOF(A.)= -90.0/5.0 GpAd 93SP     |

----

05XU_/ZHE    Datum: EA=0.256(30) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a dipole-bound anion of the zwitterion.

++++++++++++++++++++++++++++++++

(EtNO2)2..C2H4NO2-

C6H14N3O6  mw:224.089 fg:270 cnt:6412

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 6.2/3.1 TDAs | HOF(A-)=-114.7/2.5 AfIN p:8

DaffH(X..Y-)= 15.4/0.8 TDAs

++++++++++++++++++++++++++++++++

n-hexane..O2-.

C6H14O2  mw:118.100

Core ion CAS: Z-11062-77-4 Solvent: 110-54-3 fg:491 cnt:9141

HOF(solv)= -39.9/0.2  94PED/       

----

16PAT/MAN    Datum: EA=1.48(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

n-hexane..O4-.

C6H14O4  mw:150.090

Core ion CAS: Z-12596-84-8 Solvent: 110-54-3 fg:491 cnt:9144

HOF(solv)= -39.9/0.2  94PED/       

----

16PAT/MAN    Datum: EA=1.89(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..O2C(CH2)4CO2=

C6H14O7  mw:198.075 fg:237 cnt:3287

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.4/0.3 IMRE p:8

----

04MIN/MUC    Datum: EA=2.07(25) eV LPES p:7

DaffH(AH)=  3.9/6.1 dEA

++++++++++++++++++++++++++++++++

nPrSSnPr-.

C6H14S2  mw:150.054 Anion CAS: Z-34525-27-4 fg:101 cnt:5108

HOF(A.)= -28.3/0.3  94PED/       |

----

01CAR/LEC    Datum: EA=1.92 eV LPES p:9

The stated EA is the Vertical Detachment Energy. Adiabtic electron affinity estimated as bound, but only by ca 0.1 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prsspr.zzf]

CBS-QB3    |-36.5  |     |     | 0.396|       |-27.9  |    |     

G3MP2B3    |-35.9  |     |     | 0.378|       |-27.6  |    |     

G3MP2B3+   |-36.2  |     |     | 0.379|       |-27.9  |    |     

G4MP2      |-39.7  |     |     | 0.480|       |-29.1  |    |     

M062X/Def2T|-33.2  |     |     | 0.295|       |-26.8  |    |     

B3/6-311++G|-11.6  |     |     | 0.809|       |6.6    |    |     

++++++++++++++++++++++++++++++++

Et3B..Cl-

C6H15BCl  mw:133.096

Core ion CAS: Z-16887-00-6 Solvent: 97-94-9 fg:482 cnt:1002

HOF(solv)= -35.6/1.3  77PED/RYL    

----

85LAR/MCM    Datum: DaffG= 17.2/2.0 IMRE | HOF(A-)=-59.3/2.4 AfIN p:9

DaffH(X..Y-)= 23.8/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [et3bcl.zcf]

CBS-QB3    |-117.6 | 29.7| 20.0| 32.6|-31.1  |-56.7  

G3MP2B3    |-118.1 | 30.2| 20.7| 32.5|-31.7  |-56.1  

G3MP2B3+   |-118.5 | 30.4| 21.0| 31.5|-32.0  |-56.1  

G4MP2      |-117.4 | 31.2| 21.6| 32.1|-31.3  |-55.0  

M062X/Def2T|-117.1 | 34.2| 24.4| 33.0|-34.4  |-48.4  

B3/6-311++G|-91.9  |  8.6| 10.0| 31.7|-15.5  |-56.9  

++++++++++++++++++++++++++++++++

Et3B..F-

C6H15BF  mw:117.126 Anion CAS: Z-63599-31-5 fg:481 cnt:965

HOF(solv)= -35.6/1.3  77PED/RYL    

----

77MUR/BEA2   Datum: DaffH= 62.0 IMRB p:6

IPr3B>Et3B>MeSiF3.
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 43.5/2.0 IMRE | HOF(A-)=-146.0/2.5 AfIN p:4

DaffH(X..Y-)= 51.0/2.0 G+TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 65-67 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [et3bf.zcf]

CBS-QB3    |-155.7 | 65.5| 55.9| 32.3|-31.1  |-59.0  

G3MP2B3    |-157.2 | 65.4| 56.0| 32.0|-31.7  |-60.1  

G3MP2B3+   |-157.6 | 65.5| 56.4| 30.5|-32.0  |-60.1  

G4MP2      |-155.7 | 62.4| 53.0| 31.5|-31.3  |-62.0  

M062X/Def2T|-156.3 | 76.0| 66.4| 32.5|-34.4  |-45.9  

B3/6-311++G|-132.3 | 45.0| 45.9| 31.7|-15.5  |-61.5  

++++++++++++++++++++++++++++++++

(EtO)3B..F-

C6H15BFO3  mw:165.110 Anion CAS: Z-44971-36-0 fg:481 cnt:1023

HOF(solv)=-239.4/0.6  77PED/RYL    

----

85LAR/MCM    Datum: DaffG= 36.6/2.0 IMRB | HOF(A-)=-342.8/2.2 AfIN p:7

DaffH(X..Y-)= 44.0/2.0 G+TS

These relative affinities are ca. 10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors greater than ca. 27 kcal/mol in free energy. This discrepancy has not yet been resolved, though the stronger value appears preferable.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [eto3bf.zcf]

G3MP2B3    |-350.8 | 52.1| 45.0| 23.9|-238.6 |-60.1  

G4MP2      |-347.8 | 49.3| 41.3| 26.7|-236.5 |-62.0  

M062X/Def2T|-357.9 | 63.8| 57.3| 21.8|-248.2 |-45.9  

B3/6-311++G|-314.2 | 34.2| 36.2| 28.3|-208.1 |-61.5  

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)3Cl]=

C6H15ClFe4S7  mw:569.632 Anion CAS: Z-139346-60-4 fg:24 cnt:10290

----

04FU_/YAN    Datum: EA=0.41(6) eV LPES p:8

Vertical Detachment Energy:0.60(8) eV.

++++++++++++++++++++++++++++++++

H2O..H2N(CH2)4CH(NH2)CO2-

C6H15N2O3  mw:163.109

Core ion CAS: Z-17781-81-6 Solvent: 7732-18-5 fg:236 cnt:8193

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WIN/       Datum: DaffG= 7.2/1.0 TDAs | HOF(A-)=-204.7/2.0 AfIN p:8

DaffH(X..Y-)= 14.5/0.6 TDAs

++++++++++++++++++++++++++++++++

[(H2O)2..AlaAla-H]-)

C6H15N2O5  mw:195.099 fg:236 cnt:6694

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04LIU/WYT    Datum: DaffG= 4.8 TDEq | HOF(A-)=-116.2/0.2 AfIN p:8

DaffH(X..Y-)= 9.6/0.2 TDEq

++++++++++++++++++++++++++++++++

(EtNO2)2..EtNO2-

C6H15N3O6  mw:225.097 fg:301 cnt:6402

HOF(solv)= -24.4/0.1 neut 94PED/   

----

08STO/BOW    Datum: EA=1.5(2) eV LPES p:8

DaffH(AH)=  13.8/6.5 dEA

Vertical Detachment Energy:2.04(10) eV.

----

04WIN/       Datum: DaffG= 6.3/2.0 TDAs | HOF(A-)=-39.0/0.2 AfIN p:8

DaffH(X..Y-)= 14.6/0.2 TDAs

++++++++++++++++++++++++++++++++

(EtNO2)3..O2-.

C6H15N3O8  mw:257.086 fg:491 cnt:6406

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 4.4/3.0 TDAs | HOF(A-)=-55.2/0.5 AfIN p:8

DaffH(X..Y-)= 12.7/0.5 TDAs

++++++++++++++++++++++++++++++++

H2O..H2NC(=NH)NH(CH2)3CH(NH2)CO2-

C6H15N4O3  mw:191.115

Core ion CAS: Z-17845-19-1 Solvent: 7732-18-5 fg:236 cnt:8198

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WIN/       Datum: DaffG= 5.4/0.9 TDAs | HOF(A-)=-198.5/5.5 AfIN p:8

DaffH(X..Y-)= 15.1/0.5 TDAs

++++++++++++++++++++++++++++++++

(EtNO2)3..NO2-

C6H15N4O8  mw:271.090 fg:488 cnt:6400

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 4.0/2.1 TDAs | HOF(A-)=-160.1/0.9 AfIN p:8

DaffH(X..Y-)= 11.8/0.5 TDAs

++++++++++++++++++++++++++++++++

(EtONO2)3..NO2-

C6H15N4O11  mw:319.074 fg:488 cnt:3877

HOF(solv)= -36.8/0.2  94PED/       

----

83WLO/LUC2   Datum: DaffG= 3.1/0.5 TDAs | HOF(A-)=-191.4/1.4 AfIN p:8

DaffH(X..Y-)= 7.3/0.7 TDAs

++++++++++++++++++++++++++++++++

Et3SiO-

C6H15OSi  mw:131.090 Anion CAS: Z-119703-41-2 fg:42 cnt:1595

HOF(A.)= -62.8/3.6 D+AH          | BDE(A-H)= 118.3/3.0 Est3 98BEC/WAL

HOF(AH)= -129.0/2.0 Est1         |

DacidS=21.4/3.0 Stat | 

----

92GRI/BAR    Datum: DacidG= 351.5/2.0 IMRE | HOF(A-)=-136.8/3.0 Acid p:9

DacidH(AH)= 357.9/2.2 G+TS EA(ev)= 3.210

----

91DAM/SIM    Datum: DacidG= 353.0/4.0 IMRB p:8

DacidH(AH)= 359.4/4.1 G+TS

Between pyrrole, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [et3sio.zaf]

CBS-QB3    |-130.0 |358.1|351.3| 3.237|-122.4 |-55.2  |22.6|119.3

G3MP2B3    |-130.5 |358.8|352.3| 3.205|-122.1 |-56.4  |21.7|117.8

G3MP2B3+   |-130.9 |358.6|351.9| 3.215|-122.3 |-56.6  |22.2|117.8

G4MP2      |-129.8 |359.3|352.6| 3.049|-121.9 |-59.3  |22.5|114.7

M062X/Def2T|-124.8 |360.3|354.0| 2.983|-120.4 |-56.0  |21.2|116.5

B3/6-311++G|-92.6  |359.7|352.7| 2.907|-85.0  |-25.4  |23.4|111.7

++++++++++++++++++++++++++++++++

EtOH..tBuO-

C6H15O2  mw:119.108

Core ion CAS: Z-16331-65-0 Solvent: 64-17-5 fg:230 cnt:1547

HOF(solv)= -56.2/0.1 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 17.9/2.0 IMRE | HOF(A-)=-82.8/2.2 AfIN p:8

DaffH(X..Y-)= 26.6/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuohoet.zcf]

G3MP2B3    |-146.2 | 24.6| 14.9| 32.7|-55.8  |-65.7  

G3MP2B3+   |-146.0 | 23.9| 15.7| 27.4|-56.0  |-66.2  

G4MP2      |-145.6 | 24.4| 14.5| 33.3|-55.6  |-65.5  

M062X/Def2T|-142.7 | 29.8| 18.8| 36.9|-54.5  |-58.4  

B3/6-311++G|-121.8 | 22.4| 14.1| 28.0|-48.6  |-50.8  

++++++++++++++++++++++++++++++++

nPrOH..nPrO-

C6H15O2  mw:119.108

Core ion CAS: Z-26232-83-7 Solvent: 71-23-8 fg:230 cnt:1549

HOF(solv)= -61.0/0.3 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 19.4/2.0 IMRE | HOF(A-)=-138.3/2.5 AfIN p:8

DaffH(X..Y-)= 28.5/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prohoprg.zcf]

G3MP2B3    |-137.1 | 26.5| 17.1| 31.5|-60.7  |-49.8  

G3MP2B3+   |-136.9 | 25.5| 17.4| 27.3|-60.9  |-50.5  

G4MP2      |-135.5 | 25.5| 15.8| 32.7|-60.4  |-49.6  

B3/6-311++G|-116.8 |     |     |     |       |       

++++++++++++++++++++++++++++++++

MeOH..tBuCH2O-

C6H15O2  mw:119.108

Core ion CAS: Z-55091-58-2 Solvent: 67-56-1 fg:230 cnt:1551

HOF(solv)= -48.1/0.1 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 17.0/2.0 IMRE | HOF(A-)=-73.9/2.2 AfIN p:8

DaffH(X..Y-)= 25.7/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbujohor.zcf]

G3MP2B3    |-139.9 | 23.6| 14.6| 30.0|-47.8  |-68.5  

G3MP2B3+   |-140.6 | 23.3| 15.5| 26.3|-47.9  |-69.3  

G4MP2      |-139.3 | 23.4| 14.1| 31.0|-47.8  |-68.2  

M062X/Def2T|-136.9 | 27.4| 17.4| 33.6|-46.6  |-62.8  

B3/6-311++G|-115.4 | 22.6| 14.6| 26.8|-43.7  |-49.1  

++++++++++++++++++++++++++++++++

(H2O)2..{MeCO2H}2..MeCO2-

C6H15O8  mw:215.077 fg:234 cnt:6719

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99MEO/ELM    Datum: DaffG= 2.4/0.3 TDAs | HOF(A-)=-388.7/1.5 AfIN p:8

DaffH(X..Y-)= 8.1/0.1 TDAs

++++++++++++++++++++++++++++++++

(nPrOH)2..Au-

C6H16AuO2  mw:317.082 fg:24 cnt:11205

HOF(solv)= -61.0/0.3 neut 94PED/   

----

20WAN/HAN    Datum: EA=3.29(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Et3B..H-

C6H16B  mw:99.135 Anion CAS: Z-75338-98-6 fg:480 cnt:2225

HOF(solv)= -35.6/1.3  77PED/RYL    

----

88WOR/SQU    Datum: DaffH= 69.4/2.5 Endo | HOF(A-)=-70.3/2.8 AfIN p:8

From Endo threshold for hydride transfer to CO2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [et3bh.zcf]

CBS-QB3    |-58.0  | 66.5| 58.0| 28.3|-31.1  |34.7   

G3MP2B3    |-60.0  | 67.9| 59.7| 28.1|-31.7  |34.7   

G3MP2B3+   |-60.9  | 68.3| 60.2| 27.5|-32.0  |34.7   

G4MP2      |-60.0  | 75.8| 67.7| 27.4|-31.3  |34.7   

M062X/Def2T|-57.9  | 75.9| 67.6| 28.0|-34.4  |34.7   

B3/6-311++G|-40.2  | 49.1| 48.6| 27.5|-15.5  |34.7   

++++++++++++++++++++++++++++++++

CH(B11Br6Me5)-

C6H16B11Br6  mw:682.738 Anion CAS: Z-405195-04-2 fg:17 cnt:10989 BDE(A-H)=>90.5/11.5 D-EA          

----

09MEY/WAN #  Datum: DacidH(AH)=<285.6/3.0 IMRB p:8

Adjusted from paper based on 14ZHA/SON.

----

09MEY/WAN #  Datum: EA=>5.14(48) eV LPES p:8

Adjusted from paper based on 14ZHA/SON.

++++++++++++++++++++++++++++++++

(iPrOH)2..Br-

C6H16BrO2  mw:199.034 fg:483 cnt:4897

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 5.4/0.8 TDAs | HOF(A-)=-207.8/0.5 AfIN p:8

DaffH(X..Y-)= 12.3/0.2 TDAs

++++++++++++++++++++++++++++++++

(iPrOH)2..Cl-

C6H16ClO2  mw:155.084 fg:482 cnt:3520

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 7.7/0.8 TDAs | HOF(A-)=-166.4/0.4 AfIN p:9

DaffH(X..Y-)= 16.7/0.3 TDAs

----

87HIR/MIZ4   Datum: DaffG= 8.1/1.0 TDAs | HOF(A-)=-165.3/1.0 AfIN p:8

DaffH(X..Y-)= 15.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(nPrOH)2..Cl-

C6H16ClO2  mw:155.084 fg:482 cnt:3527

HOF(solv)= -61.0/0.3 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 8.2/1.0 TDAs | HOF(A-)=-158.1/1.5 AfIN p:8

DaffH(X..Y-)= 15.8/1.0 TDAs

++++++++++++++++++++++++++++++++

(HOCH2CH2CH2OH)2..Cl-

C6H16ClO4  mw:187.074 fg:482 cnt:3486

HOF(solv)= -97.5/1.4 neut 94PED/   

----

95ZHA/BEG    Datum: DaffG= 9.9/1.0 TDAs | HOF(A-)=-118.3/1.6 AfIN p:8

DaffH(X..Y-)= 20.8/0.7 TDAs

++++++++++++++++++++++++++++++++

(iPrOH)2..F-

C6H16FO2  mw:139.114 fg:481 cnt:4891

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 13.3/0.6 TDAs | HOF(A-)=-244.0/1.0 AfIN p:8

DaffH(X..Y-)= 20.8/0.2 TDAs

++++++++++++++++++++++++++++++++

(iPrOH)2..I-

C6H16IO2  mw:247.020 fg:484 cnt:4903

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 4.7/0.9 TDAs | HOF(A-)=-199.4/0.5 AfIN p:8

DaffH(X..Y-)= 11.0/0.3 TDAs

++++++++++++++++++++++++++++++++

1,1,3,3-tetraMe-1,3-disila-2-azacyclopentanide-

C6H16NSi2  mw:158.083 Anion CAS: Z-388059-84-5 fg:46 cnt:5325

HOF(AH)= -97.0/5.0 Est3          |

DacidS=26.0/2.0 Stat | 

----

01HIG/HIN    Datum: DacidG= 359.5/2.0 IMRE | HOF(A-)=-95.4/5.4 Acid p:9

DacidH(AH)= 367.3/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cycsi2n.zaf]

CBS-QB3    |-91.6  |365.1|357.6| 2.732|-90.9  |-28.5  |25.3|114.5

G3MP2B3    |-92.0  |365.3|358.0| 2.737|-90.1  |-28.8  |24.5|113.4

G3MP2B3+   |-92.6  |365.1|357.6| 2.750|-90.5  |-29.2  |24.9|113.4

G4MP2      |-92.2  |365.8|358.4| 2.565|-90.8  |-33.0  |25.0|109.9

M062X/Def2T|-86.7  |367.2|359.6| 2.514|-89.1  |-28.6  |25.6|112.7

B3/6-311++G|-42.7  |369.7|362.3| 2.386|-45.1  |12.4   |25.0|109.6

++++++++++++++++++++++++++++++++

(H2O)4..O2C(CH2)4CO2=

C6H16O8  mw:216.086 fg:237 cnt:3288

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.5/0.3 IMRE p:8

----

04MIN/MUC    Datum: EA=2.46(22) eV LPES p:7

DaffH(AH)=  9.0/1.6 dEA

++++++++++++++++++++++++++++++++

[(H2O)3..AlaAla-H]-)

C6H17N2O6  mw:213.109 fg:236 cnt:6695

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04LIU/WYT    Datum: DaffG= 4.0 TDEq | HOF(A-)=-182.6/0.3 AfIN p:8

DaffH(X..Y-)= 8.6/0.2 TDEq

++++++++++++++++++++++++++++++++

Et3SiH..H-

C6H17Si  mw:117.111 Anion CAS: Z-102073-68-7 fg:480 cnt:1130

HOF(solv)= -48.0/3.6  77PED/RYL    

----

94HAJ/HO     Datum: DaffH= 20.0/4.0 IMRB | HOF(A-)=-33.3/5.4 AfIN p:8

Hydride affinity order: Et3SiH s Et2SiH2 s nPnSiH3 s SiH4. nPnSiH3 is 0.4/0.2 kcal/mol > Et3SiH in .DELTA.G.
###### the following are "below the line": evaluated as not accurate ####

----

86HAJ/SQU    Datum: DaffH= 10.2/5.5 IMRB p:4

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [et3sih2t.zcf]

CBS-QB3    |-31.6  | 29.9| 23.7| 20.8|-41.4  |34.7   

G3MP2B3    |-32.1  | 29.7| 23.5| 20.7|-41.9  |34.7   

G3MP2B3+   |-32.8  | 30.1| 23.5| 22.2|-42.2  |34.7   

M062X/Def2T|-25.8  | 38.5| 32.9| 18.9|-39.7  |34.7   

B3/6-311++G|-4.4   | 13.9| 14.6| 23.7|-14.8  |34.7   

++++++++++++++++++++++++++++++++

(Me3Si)2NAl2-

C6H18Al2NSi2  mw:214.061 Anion CAS: Z-2124224-80-0 fg:24 cnt:9984

----

17ZHA/WAN    Datum: EA=1.15(5) eV LPES p:8

Vertical Detachment Energy:1.43(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tms2nal2.zaf]

G3MP2B3    |-54.9  |     |     | 1.453|       |-21.6  |    |     

++++++++++++++++++++++++++++++++

(Me3Si)2NAl3-

C6H18Al3NSi2  mw:241.043 Anion CAS: Z-2124224-81-1 fg:24 cnt:9985

----

17ZHA/WAN    Datum: EA=1.60(5) eV LPES p:8

Vertical Detachment Energy:1.89(5) eV.

++++++++++++++++++++++++++++++++

(Me3Si)2NAl4-

C6H18Al4NSi2  mw:268.024 Anion CAS: Z-2124224-82-2 fg:24 cnt:9986

----

17ZHA/WAN    Datum: EA=1.95(5) eV LPES p:8

Vertical Detachment Energy:2.15(5) eV.

++++++++++++++++++++++++++++++++

(Me3Si)2N.Al6-

C6H18Al6NSi2  mw:321.988 fg:24 cnt:11397

----

21LIU/CIB    Datum: EA=2.20(3) eV LPES p:8

Vertical Detachment Energy:2.60(3) eV.

++++++++++++++++++++++++++++++++

(Me3Si)2N.Al7-

C6H18Al7NSi2  mw:348.969 fg:24 cnt:11398

----

21LIU/CIB    Datum: EA=1.90(3) eV LPES p:8

Vertical Detachment Energy:2.34(3) eV.

++++++++++++++++++++++++++++++++

(EtOH)3..Au-

C6H18AuO3  mw:335.093 fg:24 cnt:11203

HOF(solv)= -56.2/0.1 neut 94PED/   

----

20WAN/HAN    Datum: EA=3.66(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(EtOH)3..Br-

C6H18BrO3  mw:217.044 fg:483 cnt:4896

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 4.4/0.9 TDAs | HOF(A-)=-254.5/0.8 AfIN p:8

DaffH(X..Y-)= 9.5/0.3 TDAs

++++++++++++++++++++++++++++++++

(EtOH)3..Cl-

C6H18ClO3  mw:173.095 fg:482 cnt:3512

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 5.2/2.2 TDAs | HOF(A-)=-215.7/0.8 AfIN p:9

DaffH(X..Y-)= 13.9/0.7 TDAs

----

87HIR/MIZ4   Datum: DaffG= 5.1/1.0 TDAs | HOF(A-)=-214.6/1.1 AfIN p:8

DaffH(X..Y-)= 12.8/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeCl)6..Cl-

C6H18Cl7  mw:334.923 fg:482 cnt:5293

HOF(solv)= -19.6/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 0.4/3.0 TDAs | HOF(A-)=-167.0/1.1 AfIN p:8

DaffH(X..Y-)= 5.8/0.2 TDAs

++++++++++++++++++++++++++++++++

(EtOH)3..F-

C6H18FO3  mw:157.125 fg:481 cnt:4890

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 8.1/0.4 TDAs | HOF(A-)=-296.7/1.0 AfIN p:8

DaffH(X..Y-)= 15.6/0.1 TDAs

++++++++++++++++++++++++++++++++

(EtOH)3..I-

C6H18IO3  mw:265.031 fg:484 cnt:4902

HOF(solv)= -56.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 3.5/1.5 TDAs | HOF(A-)=-245.5/0.6 AfIN p:8

DaffH(X..Y-)= 8.4/0.5 TDAs

++++++++++++++++++++++++++++++++

(Me3Si)2N-

C6H18NSi2  mw:160.098 Anion CAS: Z-92231-05-5 fg:46 cnt:1417

HOF(A.)=>-59.7/3.3 D+AH          | BDE(A-H)=>106.3/3.0  78ROB/WIN    

HOF(AH)= -113.9/1.4  77PED/RYL   |

DacidS=23.8/1.0 Stat | 

----

92GRI/BAR    Datum: DacidG= 349.0/2.0 IMRE | HOF(A-)=-123.5/2.5 Acid p:9

DacidH(AH)= 356.1/2.0 G+TS EA(ev)= 2.767

The Bond Dissociation Energy has been adjusted from the value in reference, based on modern auxilary thermochemistry (82MCM/GOL).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tms2n.zaf]

CBS-QB3    |-117.3 |359.2|349.0| 2.858|-110.8 |-51.5  |34.3|111.4

G3MP2B3    |-116.7 |360.2|352.4| 2.837|-109.8 |-51.3  |26.3|110.6

G3MP2B3+   |-117.6 |359.8|351.3| 2.863|-110.2 |-51.6  |28.5|110.8

G4MP2      |-117.4 |360.4|352.1| 2.668|-110.6 |-55.8  |27.9|106.9

M062X/Def2T|-112.0 |361.5|351.7| 2.651|-108.8 |-51.0  |32.8|109.9

B3/6-311++G|-72.3  |361.3|352.7| 2.532|-66.3  |-13.9  |28.9|104.6

++++++++++++++++++++++++++++++++

(HCONH2)6-.

C6H18N6O6  mw:270.129

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11698

----

06MAE/NEG    Datum: EA=2.01 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated covalent anion; a solvated electron form has Vertical Detachment Energy=0.61 eV.

++++++++++++++++++++++++++++++++

(H2O)5..O2C(CH2)4CO2=

C6H18O9  mw:234.096 fg:237 cnt:3289

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.4/0.3 IMRE p:8

----

04MIN/MUC    Datum: EA=2.67(20) eV LPES p:7

DaffH(AH)=  4.8/1.6 dEA

++++++++++++++++++++++++++++++++

(Me3Si)2NAlH-

C6H19AlNSi2  mw:188.088 Anion CAS: Z-2124224-79-7 fg:24 cnt:9983

----

17ZHA/WAN    Datum: EA=1.40(5) eV LPES p:8

Vertical Detachment Energy:1.85(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tms2nalh.zaf]

G3MP2B3    |-102.8 |364.9|357.2| 1.481|-100.5 |-68.6  |25.7|83.9 

++++++++++++++++++++++++++++++++

[(H2O)4..AlaAla-H]-)

C6H19N2O7  mw:231.120 fg:236 cnt:6696

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04LIU/WYT    Datum: DaffG= 3.2 TDEq | HOF(A-)=-247.5/0.3 AfIN p:8

DaffH(X..Y-)= 7.1/0.2 TDEq

++++++++++++++++++++++++++++++++

(Me3Si)2SiH-

C6H19Si3  mw:175.080 Anion CAS: Z-157402-83-0 fg:59 cnt:3420

HOF(A.)= -39.6/5.0 D+AH          | BDE(A-H)= 84.0/4.0 Est2 94BRI/BER 

HOF(AH)= -71.5/3.0 Est1 99SWI/GIR|

----

94BRI/BER    Datum: EA=1.94(8) eV LPD  [44.7(19) kcal] | HOF(A-)=-84.3/4.5 Acid p:9

DacidH(AH)= 352.9/3.4 D-EA

Bond Dissociation Energy revised, based on data for Bond Dissociation Energy of (Me3Si)3Si-H in 99LAA/MUL.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tms2sih.zaf]

G3MP2B3    |-70.1  |356.3|349.5| 1.903|-59.2  |-26.2  |22.7|85.1 

G3MP2B3+   |-70.5  |356.2|348.1| 1.898|-59.5  |-26.7  |27.1|84.9 

G4MP2      |-70.6  |356.4|349.7| 1.728|-59.8  |-30.8  |22.3|81.2 

M062X/Def2T|-62.6  |356.7|349.2| 1.650|-54.6  |-24.1  |25.2|82.6 

B3/6-311++G|-24.0  |360.2|351.4| 1.678|-17.0  |14.7   |29.5|83.8 

++++++++++++++++++++++++++++++++

(H2O)6..O2C(CH2)4CO2=

C6H20O10  mw:252.107 fg:237 cnt:3290

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.8/0.3 IMRE p:8

----

04MIN/MUC    Datum: EA=2.92(18) eV LPES p:7

DaffH(AH)=  5.8/1.6 dEA

++++++++++++++++++++++++++++++++

(MeCN)3..B12H12=

C6H21B12N3  mw:267.286 fg:204 cnt:11635

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

24PEN/CAO    Datum: EA=2.24(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)7..O2C(CH2)4CO2=

C6H22O11  mw:270.117 fg:237 cnt:10317

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.11(17) eV LPES p:7

DaffH(AH)=  4.4/1.6 dEA

++++++++++++++++++++++++++++++++

(MeOH)6..Br-

C6H24BrO6  mw:271.076 fg:483 cnt:4441

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 2.1/2.0 TDAs | HOF(A-)=-403.7/1.8 AfIN p:8

DaffH(X..Y-)= 9.1/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)6..Cl-

C6H24ClO6  mw:227.127 fg:482 cnt:3505

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 2.2/1.0 TDAs | HOF(A-)=-360.6/1.8 AfIN p:8

DaffH(X..Y-)= 8.9/1.0 TDAs

++++++++++++++++++++++++++++++++

(CH4)6..F-

C6H24F  mw:115.187 fg:481 cnt:5282

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -3.2/3.0 TDAs | HOF(A-)=-197.9/0.9 AfIN p:8

DaffH(X..Y-)= 4.2/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeOH)6..F-

C6H24FO6  mw:211.156 fg:481 cnt:4429

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 2.6/2.0 TDAs | HOF(A-)=-311.4/1.9 AfIN p:8

DaffH(X..Y-)= 11.5/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)6..I-

C6H24IO6  mw:319.062 fg:484 cnt:4450

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.4/2.0 TDAs | HOF(A-)=-390.5/2.1 AfIN p:8

DaffH(X..Y-)= 9.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)8..O2C(CH2)4CO2=

C6H24O12  mw:288.128 fg:237 cnt:10318

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.33(15) eV LPES p:7

DaffH(AH)=  5.1/5.2 dEA

++++++++++++++++++++++++++++++++

(H2O)9..O2C(CH2)4CO2=

C6H26O13  mw:306.138 fg:237 cnt:10319

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.51(14) eV LPES p:7

DaffH(AH)=  4.2/4.7 dEA

++++++++++++++++++++++++++++++++

(H2O)10..O2C(CH2)4CO2=

C6H28O14  mw:324.149 fg:237 cnt:10320

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.64(13) eV LPES p:7

DaffH(AH)=  3.0/4.4 dEA

++++++++++++++++++++++++++++++++

(H2O)11..O2C(CH2)4CO2=

C6H30O15  mw:342.160 fg:237 cnt:10321

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.78(12) eV LPES p:7

DaffH(AH)=  3.2/4.1 dEA

++++++++++++++++++++++++++++++++

(H2O)12..O2C(CH2)4CO2=

C6H32O16  mw:360.170 fg:237 cnt:10322

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.92(11) eV LPES p:7

DaffH(AH)=  3.2/3.8 dEA

++++++++++++++++++++++++++++++++

(H2O)13..O2C(CH2)4CO2=

C6H34O17  mw:378.181 fg:237 cnt:10323

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.92(11) eV LPES p:7

++++++++++++++++++++++++++++++++

(H2O)14..O2C(CH2)4CO2=

C6H36O18  mw:396.191 fg:237 cnt:10324

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.91(11) eV LPES p:7

++++++++++++++++++++++++++++++++

(H2O)15..O2C(CH2)4CO2=

C6H38O19  mw:414.202 fg:237 cnt:10325

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.99(11) eV LPES p:7

DaffH(AH)=  1.8/3.6 dEA

++++++++++++++++++++++++++++++++

(H2O)16..O2C(CH2)4CO2=

C6H40O20  mw:432.212 fg:237 cnt:10326

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.03(10) eV LPES p:7

DaffH(AH)=  0.9/3.4 dEA

++++++++++++++++++++++++++++++++

(H2O)17..O2C(CH2)4CO2=

C6H42O21  mw:450.223 fg:237 cnt:10327

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.12(10) eV LPES p:7

DaffH(AH)=  2.1/3.3 dEA

++++++++++++++++++++++++++++++++

(H2O)18..O2C(CH2)4CO2=

C6H44O22  mw:468.234 fg:237 cnt:10328

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.20(9) eV LPES p:7

DaffH(AH)=  1.8/3.1 dEA

++++++++++++++++++++++++++++++++

(H2O)19..O2C(CH2)4CO2=

C6H46O23  mw:486.244 fg:237 cnt:10329

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.26(9) eV LPES p:7

DaffH(AH)=  1.4/2.9 dEA

++++++++++++++++++++++++++++++++

(H2O)20..O2C(CH2)4CO2=

C6H48O24  mw:504.255 fg:237 cnt:10330

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.34(8) eV LPES p:7

DaffH(AH)=  1.8/2.8 dEA

++++++++++++++++++++++++++++++++

C7-

C7  mw:84.001 Anion CAS: Z-64886-38-0 fg:2 cnt:2239

HOF(A.)= 320.1/4.5  92GIN/       |

----

18BAB/DEV    Datum: EA=3.3517(4) eV LPES | HOF(A-)=242.8/4.5 R-EA p:9

----

91ARN/BRA    Datum: EA=3.358(14) eV LPES p:9

Linear structure for both neutral and anion.

----

88YAN/TAY    Datum: EA=3.10(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably linear structure.

----

99KOH/SUZ    Datum: EA=3.34(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

95HAN/GAN    Datum: EA=3.30(5) eV LPES p:7

Clusters are 'annealed'. Temperature unstated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c7#.zz0]

CBS-QB3    |239.6  |328.6|321.5| 3.438|276.7  |319.1  |24.0|94.5 

M062X/Def2T|231.1  |328.2|320.9| 3.495|267.7  |311.9  |24.5|96.3 

++++++++++++++++++++++++++++++++

Au4(CO)7-

C7Au4O7  mw:983.831 fg:22 cnt:10405

----

05ZHA/WAN    Datum: EA=1.37(2) eV LPES p:8

Vertical Detachment Energy:1.41(2) eV.

++++++++++++++++++++++++++++++++

Au5(CO)7-

C7Au5O7  mw:1180.80 fg:22 cnt:10412

----

05ZHA/WAN    Datum: EA=2.49(3) eV LPES p:8

DaffH(AH)=  0.9/0.7 dEA

Vertical Detachment Energy:2.66(3) eV.

++++++++++++++++++++++++++++++++

Au6(CO)7-

C7Au6O7  mw:1377.76 fg:22 cnt:10557

----

08ZHA/PAN    Datum: EA=1.45(5) eV LPES p:8

Vertical Detachment Energy:1.51(5) eV.

++++++++++++++++++++++++++++++++

(CO2)7..Br-

C7BrO14  mw:386.848 fg:483 cnt:3065

HOF(A.)= -631.6/2.8              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.766(22) eV LPES | HOF(A-)=-741.4/3.3 AfIN p:8

DaffH(AH)=  3.6/0.8 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

C6F5CN..Cl-

C7ClF5N  mw:227.964

Core ion CAS: Z-16887-00-6 Solvent: 773-82-0 fg:482 cnt:1896

HOF(solv)=-158.1/3.0 GpAd 93SP     

----

86CHO/KEB2   Datum: DaffG= 13.5/1.6 TDAs | HOF(A-)=-178.0/3.2 AfIN p:8

DaffH(X..Y-)= 19.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [c6f5cncl.zcf]

G3MP2B3    |-231.7 | 18.2| 11.5| 22.4|-157.3 |-56.1  

G4MP2      |-226.3 | 19.1| 12.5| 22.2|-152.3 |-55.0  

M062X/Def2T|-237.1 | 23.0| 17.1| 19.9|-165.6 |-48.4  

B3/6-311++G|-192.7 |  6.0| 10.7| 21.0|-118.8 |-56.9  

++++++++++++++++++++++++++++++++

cC6F11-CF3..Cl-

C7ClF14  mw:384.947

Core ion CAS: Z-16887-00-6 Solvent: 355-02-2 fg:482 cnt:1900

HOF(solv)=-692.4/0.9 neut 94PED/   

----

86CHO/KEB2   Datum: DaffG=<1.8 IMRB | HOF(A-)=-746.8/0.9 AfIN p:6

++++++++++++++++++++++++++++++++

CrC7-

C7Cr  mw:135.941 Anion CAS: N-851678-79-0 fg:19 cnt:6465

----

04ZHA/WAN    Datum: EA=2.96(3) eV LPES p:9

Vertical Detachment Energy:3.01(3) eV. Probably cyclic isomer.

++++++++++++++++++++++++++++++++

F5-benzonitrile-.

C7F5N  mw:192.996 Anion CAS: Z-100295-76-9 fg:108 cnt:1131

HOF(A.)= -158.1/3.0 GpAd 93SP    |

----

86CHO/GRI    Datum: EA=1.08(11) eV TDEq [25.0(25) kcal] | HOF(A-)=-183.1/3.9 R-EA p:8

.DELTA.eaG(423 K) = -27.0/1.0 kcal/mol, .DELTA.eaS = +4.4 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5cn.zzf]

CBS-QB3    |-184.1 |     |     | 1.087|       |-159.4 |    |     

G3MP2B3    |-181.4 |     |     | 1.059|       |-157.3 |    |     

G3MP2B3+   |-181.6 |     |     | 1.072|       |-157.2 |    |     

G4MP2      |-181.9 |     |     | 1.300|       |-152.3 |    |     

M062X/Def2T|-189.8 |     |     | 1.064|       |-165.6 |    |     

B3/6-311++G|-151.9 |     |     | 1.448|       |-118.8 |    |     

++++++++++++++++++++++++++++++++

pentafluorobenzoate-

C7F5O2  mw:210.982 Anion CAS: Z-59561-61-4 fg:35 cnt:2512

HOF(A.)= -216.9/3.2 D+AH         | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -274.3/1.1  94PED/      |

DacidS=23.5/1.0 Stat |  S(A-)=108.5/1.4 Acid |  S(AH)=111.0/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 316.6/2.0 IMRE | HOF(A-)=-316.4/2.3 Acid p:9

DacidH(AH)= 323.6/2.0 G+TS EA(ev)= 4.314

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f5ba.zaf]

CBS-QB3    |-324.6 |323.4|314.8|      |-282.2 |       |29.0|     

G3MP2B3    |-320.3 |324.2|316.1| 4.387|-277.3 |-219.3 |27.2|110.1

G3MP2B3+   |-320.3 |324.4|316.3| 4.388|-277.5 |-219.2 |27.1|110.4

G4MP2      |-315.2 |324.1|315.1| 4.167|-272.1 |-219.3 |29.9|104.8

M062X/Def2T|-327.1 |325.0|315.3| 4.406|-287.4 |-225.6 |32.7|113.8

B3/6-311++G|-279.9 |320.1|312.0| 4.353|-232.7 |-179.7 |27.0|105.1

++++++++++++++++++++++++++++++++

C6F5CN..F-

C7F6N  mw:211.994

Core ion CAS: Z-16984-48-8 Solvent: 773-82-0 fg:481 cnt:2059

HOF(solv)=-158.1/3.0 GpAd 93SP     

----

88DIL/KEB    Datum: DaffG= 30.8/2.0 IMRE | HOF(A-)=-256.8/3.7 AfIN p:8

DaffH(X..Y-)= 39.3/2.0 G+TS

Anchored to C6F6.bullet..bullet.F- in 87HIR/MIZ.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fc6f5cn.zcf]

G3MP2B3    |-266.9 | 49.5| 41.5| 26.7|-157.3 |-60.1  

G4MP2      |-261.5 | 47.2| 39.0| 27.5|-152.3 |-62.0  

M062X/Def2T|-275.6 | 64.1| 56.0| 27.4|-165.6 |-45.9  

B3/6-311++G|-228.7 | 38.0| 40.3| 27.1|-118.8 |-61.5  

++++++++++++++++++++++++++++++++

C6F5CF3-.

C7F8  mw:235.988 Anion CAS: Z-37551-91-0 fg:114 cnt:494

HOF(A.)= -351.1/2.0 GpAd 93SP    |

----

89DIL/KEB    Datum: EA=0.859(108) eV [19.8(25) kcal] | HOF(A-)=-370.9/3.2 R-EA p:8

.DELTA.eaG(423 K) = -21.3/1.0 kcal/mol, assumed entropy = 3.5 eu. The literature experimental .DELTA.fH(C6F5CF3) = -303.2 (73KRE/PRI) is clearly wrong.

----

22WIL/SIE    Datum: EA=1.25(5) eV LPES p:7

Vertical Detachment Energy:2.06(5) eV.
###### the following are "below the line": evaluated as not accurate ####

----

73LIF/TIE    Datum: EA=>1.7(3) eV Endo p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5q.zzf]

CBS-QB3    |-375.0 |     |     | 0.845|       |-356.0 |    |     

G3MP2B3    |-368.2 |     |     | 0.802|       |-350.1 |    |     

G4MP2      |-369.6 |     |     | 1.123|       |-344.2 |    |     

M062X/Def2T|-378.8 |     |     | 0.742|       |-362.1 |    |     

B3/6-311++G|-325.5 |     |     | 1.228|       |-297.7 |    |     

++++++++++++++++++++++++++++++++

C6F5CF3..F-

C7F9  mw:254.986

Core ion CAS: Z-16984-48-8 Solvent: 434-64-0 fg:481 cnt:2057

HOF(solv)=-351.1/2.0 GpAd 93SP     

----

88DIL/KEB    Datum: DaffG= 25.1/2.0 IMRE | HOF(A-)=-444.1/2.9 AfIN p:8

DaffH(X..Y-)= 33.6/2.0 G+TS

Anchored to C6F6.bullet..bullet.F- in 87HIR/MIZ.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fc6f5q.zcf]

G3MP2B3    |-453.2 | 43.1| 35.3| 29.8|-350.1 |-60.1  

G4MP2      |-447.0 | 40.9| 33.6| 24.5|-344.2 |-62.0  

M062X/Def2T|-465.3 | 57.3| 50.0| 24.3|-362.1 |-45.9  

B3/6-311++G|-402.4 | 32.9| 36.0| 24.2|-297.7 |-61.5  

++++++++++++++++++++++++++++++++

(CF3CO)3C-

C7F9O3  mw:302.971 Anion CAS: Z-72728-27-9 fg:65 cnt:2684

HOF(AH)= -570.0/5.0 GpAd 93SP    |

DacidS=27.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 300.6/2.0 IMRE | HOF(A-)=-627.0/5.5 Acid p:8

DacidH(AH)= 308.7/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qco3c.zaf]

G3MP2B3    |-625.4 |301.8|295.0| 4.807|-560.0 |-514.1 |22.9|98.0 

G3MP2B3+   |-625.6 |301.5|293.4|      |-560.0 |       |27.2|     

G4MP2      |-618.7 |301.7|293.5|      |-553.2 |       |27.6|     

M062X/Def2T|-638.0 |298.0|290.2| 4.884|-571.4 |-525.0 |26.3|98.5 

B3/6-311++G|-555.4 |294.8|286.7| 4.934|-483.0 |-441.2 |27.1|93.8 

++++++++++++++++++++++++++++++++

undecafluoro-1-norbornanide-

C7F11  mw:292.983 Anion CAS: Z-65594-14-1 fg:89 cnt:3587

DacidS=26.0/2.0 Stat | 

----

94KOP/PIH    Datum: DacidG= 334.4/2.0 IMRE | HOF(A-)=-541.6/5.4 Acid p:9

DacidH(AH)= 342.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc221f11.zaf]

G3MP2B3    |-561.6 |343.6|335.9| 3.734|-538.1 |-475.5 |26.1|114.7

G4MP2      |-552.9 |342.7|334.9|      |-528.4 |       |26.1|     

M062X/Def2T|-567.7 |342.3|334.5| 3.619|-545.3 |-484.2 |26.1|113.2

B3/6-311++G|-483.1 |337.6|329.8| 3.845|-453.4 |-394.4 |26.2|111.1

++++++++++++++++++++++++++++++++

perfluoromethylcyclohexanide-

C7F13  mw:330.980 Anion CAS: A-355-02-2 fg:89 cnt:901

----

70LIF/PEE    Datum: HOF(A-)=-697.6/2.5 EIAE p:5

From c-C6F11(CF3) (HOF=-692.45/0.91 kcal/mol, 94PED/ . AE = 0.6(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [perchxr.zaf]

G3MP2B3    |-709.7 |328.3|319.3| 3.995|-670.8 |-617.6 |30.2|105.4

G3MP2B3+   |-709.5 |328.3|320.1|      |-670.6 |       |27.7|     

G4MP2      |-700.2 |327.9|318.9|      |-660.9 |       |30.2|     

M062X/Def2T|-721.6 |325.1|316.9| 3.937|-682.1 |-630.7 |27.6|103.5

B3/6-311++G|-626.7 |317.5|309.3| 4.206|-577.0 |-529.7 |27.5|99.4 

++++++++++++++++++++++++++++++++

perfluoromethylcyclohexane-.

C7F14  mw:349.978 Anion CAS: Z-96759-86-3 fg:101 cnt:983

HOF(A.)= -692.4/0.9  94PED/      |

----

85GRI/CHO    Datum: EA=1.06(13) eV TDEq [24.5(30) kcal] | HOF(A-)=-716.9/3.1 R-EA p:9

.DELTA.eaG(423 K) = -26.1 kcal/mol; .DELTA.eaS = -2.7 eu.

----

12MIL/FRI    Datum: EA=1.02(6) eV kfkr p:8

----

22WIL/SIE    Datum: EA=2.20(10) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [perfchxr.zzf]

CBS-QB3    |-740.5 |     |     | 0.995|       |-718.1 |    |     

G3MP2B3    |-727.4 |     |     | 0.951|       |-706.1 |    |     

M062X/Def2T|-739.2 |     |     | 0.949|       |-717.9 |    |     

B3/6-311++G|-645.8 |     |     | 1.750|       |-606.1 |    |     

++++++++++++++++++++++++++++++++

perfluoroheptene-.

C7F14  mw:349.978 Anion CAS: N-71039-88-8 fg:101 cnt:11539

----

22WIL/SIE    Datum: EA=2.25(10) eV LPES p:7

From n-perfluoroheptane; may be perfluoromethylcyclohexane-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qzuuzzq.zzf]

G3MP2B3    |-709.4 |     |     | 0.901|       |-689.1 |    |     

B3/6-311++G|-634.8 |     |     | 1.553|       |-599.5 |    |     

++++++++++++++++++++++++++++++++

CF3SO2N(SO2nC6F13)-

C7F16NO4S2  mw:529.902 Anion CAS: A-110874-76-5 fg:49 cnt:2694

DacidS=23.0/3.0 Calc | 

----

14ZHA/SON    Datum: DacidG= 280.8/2.0 IMRE p:9

DacidH(AH)= 287.7/2.2 G+TS

----

94KOP/TAF    Datum: DacidG= 286.5/2.0 IMRE p:5

DacidH(AH)= 293.4/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by at least 5.3 kcal/mol, due to problems in the ladder at .DELTA.acidG = 293 and 299 kcal/mol. Deprecated per 14ZHA/SON. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qz5wwq.zaf]

G3MP2B3    |-998.0 |291.2|284.5|      |-922.0 |       |22.2|     

B3/6-311++G|-793.9 |292.1|285.3| 5.667|-718.8 |-662.7 |23.0|108.1

++++++++++++++++++++++++++++++++

(CO2)7..I-

C7IO14  mw:434.834 fg:484 cnt:3052

HOF(A.)= -629.1/3.0              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.102(48) eV LPES | HOF(A-)=-728.2/3.6 AfIN p:8

DaffH(AH)=  3.3/1.6 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

91MAR/GIN    Datum: EA=4.22(5) eV LPES p:8

DaffH(AH)=  6.0/1.7 dEA

The stated EA is the Vertical Detachment Energy. See also 91MAR/GIN2.

----

02GOM/TAY    Datum: EA=3.897(7) eV LPES | HOF(A-)=-723.5/3.4 AfIN p:7

The stated EA is the Vertical Detachment Energy. The ion affinity is the stepwise difference in electron affinities.

++++++++++++++++++++++++++++++++

K6(NCS)7-

C7K6N7S7  mw:639.609 fg:24 cnt:10805

----

15DEN/KON2   Datum: EA=6.35(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC7-.

C7La  mw:222.907 Anion CAS: Z-194015-91-3 fg:19 cnt:5013

----

00KOH/SUZ    Datum: EA=1.51(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. "side" metalated structure.

----

00KOH/SUZ    Datum: EA=2.70(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MnC7-

C7Mn  mw:138.939 Anion CAS: Z-207401-27-2 fg:19 cnt:11032

----

19XU_/YAN    Datum: EA=2.80(8) eV LPES p:8

Vertical Detachment Energy:3.01(8) eV.

++++++++++++++++++++++++++++++++

(CO2)7..NO2-

C7NO16  mw:353.922 fg:488 cnt:3624

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -2.1/1.0 TDAs | HOF(A-)=-743.3/2.5 AfIN p:8

DaffH(X..Y-)= 4.4/1.0 TDAs

++++++++++++++++++++++++++++++++

Na6(NCS)7-

C7N7Na6S7  mw:543.765 fg:24 cnt:10794

----

15DEN/KON2   Datum: EA=6.80(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NbC7-

C7Nb  mw:176.907 Anion CAS: N-309251-71-6 fg:19 cnt:8563

----

01ZHA/LIU    Datum: EA=3.82(6) eV LPES p:9

Vertical Detachment Energy:4.13(6) eV.

++++++++++++++++++++++++++++++++

NbNi(CO)7-

C7NbNiO7  mw:346.807 fg:22 cnt:10898

----

20ZHA/LI     Datum: EA=3.34(7) eV PVMI p:8

Vertical Detachment Energy:3.55(6) eV.

++++++++++++++++++++++++++++++++

Nb2C7-

C7Nb2  mw:269.813 Anion CAS: Z-960078-38-0 fg:19 cnt:6982

----

07KNA/CLA    Datum: EA=2.01(13) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb3C7-.

C7Nb3  mw:362.720 Anion CAS: Z-1184291-12-0 fg:19 cnt:8554

----

10CLA/JON    Datum: EA=1.74(20) eV LPES p:9

Vertical Detachment Energy:2.33(20) eV.

++++++++++++++++++++++++++++++++

TaNi(CO)7-

C7NiO7Ta  mw:434.848 fg:22 cnt:10899

----

20ZHA/LI     Datum: EA=3.30(7) eV PVMI p:8

Vertical Detachment Energy:3.50(6) eV.

++++++++++++++++++++++++++++++++

TiNi(CO)7-

C7NiO7Ti  mw:301.848 Anion CAS: Z-2100275-98-5 fg:22 cnt:10963

----

17ZOU/XIE    Datum: EA=2.72(4) eV PVMI p:8

Vertical Detachment Energy:3.10(2) eV.

++++++++++++++++++++++++++++++++

VNi(CO)7-

C7NiO7V  mw:304.844 fg:22 cnt:10897

----

20ZHA/LI     Datum: EA=3.40(6) eV PVMI p:8

Vertical Detachment Energy:3.58(5) eV.

++++++++++++++++++++++++++++++++

V2Ni(CO)7-

C7NiO7V2  mw:355.788 fg:22 cnt:10978

----

18ZHA/XIE2   Datum: EA=3.08(8) eV PVMI p:8

Vertical Detachment Energy:3.46(6) eV.

++++++++++++++++++++++++++++++++

(CO2)7-.

C7O14  mw:307.929 Anion CAS: Z-190401-94-6 fg:302 cnt:1854

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=2.65(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=2.57(2) eV LPES p:5

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CO2)6..CO3-.

C7O15  mw:323.924 fg:401 cnt:3617

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -1.9/1.0 TDAs | HOF(A-)=-729.7/5.1 AfIN p:8

DaffH(X..Y-)= 4.7/1.0 TDAs

++++++++++++++++++++++++++++++++

(CO2)7..O2-.

C7O16  mw:339.919 fg:491 cnt:3612

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -1.8/1.0 TDAs | HOF(A-)=-718.0/2.8 AfIN p:8

DaffH(X..Y-)= 4.0/1.0 TDAs

++++++++++++++++++++++++++++++++

C7S-

C7S  mw:115.973 Anion CAS: Z-368454-49-3 fg:19 cnt:8818

----

15XU_/DEN    Datum: EA=2.93(8) eV LPES p:8

Vertical Detachment Energy:2.93(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c7s.zaf]

CBS-QB3    |194.3  |     |     | 3.024|       |264.0  |    |     

G3MP2B3    |191.0  |     |     | 2.755|       |254.6  |    |     

G3MP2B3+   |190.1  |     |     | 2.777|       |254.2  |    |     

M062X/Def2T|184.6  |     |     | 3.030|       |254.4  |    |     

B3/6-311++G|194.9  |     |     |5186.3|       |162.3  |    |     

++++++++++++++++++++++++++++++++

C7S2-

C7S2  mw:147.945 Anion CAS: Z-191332-91-9 fg:19 cnt:8824

----

15XU_/DEN    Datum: EA=2.44(8) eV LPES p:8

Vertical Detachment Energy:2.62(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c7s2.zzf]

CBS-QB3    |151.8  |     |     | 2.682|       |213.5  |    |     

G3MP2B3    |147.8  |     |     | 2.419|       |203.5  |    |     

G3MP2B3+   |147.7  |     |     | 2.428|       |203.6  |    |     

G4MP2      |149.6  |     |     | 2.549|       |208.2  |    |     

M062X/Def2T|139.0  |     |     | 2.703|       |201.2  |    |     

B3/6-311++G|155.3  |     |     | 2.619|       |215.0  |    |     

++++++++++++++++++++++++++++++++

ScC7-.

C7Sc  mw:128.956 Anion CAS: Z-869660-10-6 fg:19 cnt:5044

----

00KOH/SUZ    Datum: EA=3.23(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V2C7-.

C7V2  mw:185.888 Anion CAS: Z-918429-66-0 fg:19 cnt:6849

----

06KNA/JON    Datum: EA=1.70(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V4C7-.

C7V4  mw:287.776 Anion CAS: Z-918429-72-8 fg:19 cnt:6861

----

06KNA/JON    Datum: EA=1.70(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC7-.

C7Y  mw:172.906 Anion CAS: N-115986-83-9 fg:19 cnt:5029

----

00KOH/SUZ    Datum: EA=2.91(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HC7-

C7H  mw:85.008 Anion CAS: Z-280127-83-5 fg:117 cnt:7896

----

10GAR/YAC    Datum: EA=2.8187(10) eV SEVI p:9

Authors' calculations say that the linear H-terminated triplet isomer is lowest in energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc7-1t.zzf]

CBS-QB3    |208.4  |     |     | 2.985|       |276.7  |    |     

G3MP2B3    |209.3  |349.9|341.6| 3.022|226.6  |278.9  |27.7|104.4

G3MP2B3+   |208.4  |     |     | 3.064|       |278.8  |    |     

G4MP2      |210.9  |     |     | 2.945|       |278.8  |    |     

M062X/Def2T|197.2  |     |     | 3.053|       |267.7  |    |     

B3/6-311++G|205.6  |     |     | 3.006|       |274.7  |    |     

++++++++++++++++++++++++++++++++

pCN-F4-anilide-

C7HF4N2  mw:189.008 Anion CAS: Z-205450-25-5 fg:47 cnt:4074

HOF(AH)= -131.0/10.0 Est1        |

DacidS=25.4/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 326.2/2.0 IMRE | HOF(A-)=-162.9/10.2 Acid p:9

DacidH(AH)= 333.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnf4an.zaf]

CBS-QB3    |-153.2 |334.9|327.4| 3.225|-122.3 |-78.9  |25.1|95.6 

G3MP2B3    |-152.7 |334.8|327.2| 3.470|-120.3 |-72.8  |25.4|99.7 

G3MP2B3+   |-152.7 |334.7|327.1| 3.475|-120.2 |-72.7  |25.4|99.6 

G4MP2      |-148.5 |334.6|327.1| 3.262|-116.0 |-73.3  |25.2|94.7 

M062X/Def2T|-159.5 |333.9|326.5| 3.326|-128.7 |-82.8  |25.0|98.0 

B3/6-311++G|-122.0 |332.0|324.4| 3.359|-86.7  |-44.6  |25.4|94.2 

++++++++++++++++++++++++++++++++

F5-benzaldehyde-.

C7HF5O  mw:195.995 Anion CAS: Z-100295-74-7 fg:109 cnt:2149

HOF(A.)= -219.3/1.0 GpAd 93SP    | | S(A.)=106.8/1.0  93SP

----

89DIL/KEB    Datum: EA=1.10(11) eV IMRE [25.3(25) kcal] | HOF(A-)=-244.6/2.7 R-EA p:8

.DELTA.eaG(423 K) = -26.8/1.0 kcal/mol, assumed entropy = 3.5 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5cho.zzf]

CBS-QB3    |-247.0 |     |     | 1.137|       |-221.1 |    |     

G3MP2B3    |-240.6 |     |     | 1.006|       |-217.6 |    |     

G3MP2B3+   |-240.9 |     |     | 1.023|       |-217.5 |    |     

G4MP2      |-241.2 |     |     | 1.242|       |-212.8 |    |     

M062X/Def2T|-252.6 |     |     | 1.141|       |-226.6 |    |     

B3/6-311++G|-211.9 |     |     | 1.484|       |-178.0 |    |     

++++++++++++++++++++++++++++++++

decafluoro-4-H-1-norbornanide-

C7HF10  mw:274.992 Anion CAS: Z-65630-98-0 fg:89 cnt:3588

DacidS=27.4/2.0 Stat | 

----

94KOP/PIH    Datum: DacidG= 335.8/2.0 IMRE p:9

DacidH(AH)= 344.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [norbf10h.zaf]

G3MP2B3    |-515.9 |351.2|343.4| 3.422|-499.8 |-437.0 |26.1|115.0

G3MP2B3+   |-515.9 |351.1|343.3| 3.424|-499.8 |-437.0 |26.2|114.9

G4MP2      |-507.9 |350.2|342.5|      |-491.0 |       |26.0|     

M062X/Def2T|-521.7 |349.7|342.0| 3.309|-506.6 |-445.3 |25.9|113.4

B3/6-311++G|-441.6 |346.0|338.2| 3.505|-420.3 |-360.8 |26.2|111.6

++++++++++++++++++++++++++++++++

(nC3F7SO2)2CH-

C7HF14O4S2  mw:478.909 Anion CAS: A-2629893-33-8 fg:72 cnt:11901

----

25LEE/KAL    Datum: DacidG= 290.5/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qz2so22x.zaf]

G3MP2B3    |-890.2 |302.2|294.3|      |-825.2 |       |26.4|     

B3/6-311++G|-704.5 |302.6|294.8| 4.980|-639.9 |-589.3 |26.2|102.7

++++++++++++++++++++++++++++++++

HC7S-

C7HS  mw:116.980 Anion CAS: Z-195208-48-1 fg:54 cnt:11150

----

16XU_/YAN    Datum: EA=2.34(8) eV LPES p:8

Vertical Detachment Energy:2.55(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc7s-t.zaf]

CBS-QB3    |163.8  |334.0|327.4| 2.578|195.6  |223.0  |21.9|79.6 

G3MP2B3    |166.1  |343.7|336.7| 2.724|189.6  |228.6  |23.5|91.1 

G4MP2      |168.5  |344.1|337.4| 2.596|191.6  |228.2  |22.5|88.7 

M062X/Def2T|152.4  |328.4|322.4| 2.545|188.6  |211.1  |20.4|74.6 

B3/6-311++G|166.9  |326.2|319.6| 2.567|208.0  |225.8  |22.3|69.9 

++++++++++++++++++++++++++++++++

C6F5CH2-

C7H2F5  mw:181.008 Anion CAS: Z-83356-37-0 fg:74 cnt:4069

HOF(AH)= -201.4/0.4  94PED/      |

DacidS=22.0/2.0 Stat |  S(A-)=95.7/2.2 Acid |  S(AH)=99.7/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 354.7/2.0 IMRE | HOF(A-)=-205.8/2.1 Acid p:9

DacidH(AH)= 361.3/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f5yj.zaf]

CBS-QB3    |-207.7 |365.5|358.1| 1.747|-207.5 |-167.8 |25.0|91.7 

G3MP2B3    |-206.3 |365.2|357.8| 1.930|-204.3 |-162.1 |24.7|94.2 

M062X/Def2T|-213.6 |363.7|356.1| 1.740|-212.6 |-173.9 |25.6|90.9 

B3/6-311++G|-174.3 |360.3|353.1| 1.868|-167.4 |-131.5 |24.2|87.9 

++++++++++++++++++++++++++++++++

3-NO2-5-CF3-nitrobenzene..Br-

C7H3BrF3N2O4  mw:314.923

Core ion CAS: Z-24959-67-9 Solvent: 401-99-0 fg:483 cnt:2660

HOF(solv)=-148.1/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 10.4/1.0 IMRE | HOF(A-)=-216.0/1.6 AfIN p:8

DaffH(X..Y-)= 17.0/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [5q3nnbbr.zcf]

G3MP2B3    |-219.7 | 19.0| 11.7| 24.6|-148.2 |-52.5  

G4MP2      |-216.6 | 18.8| 10.8| 26.7|-145.7 |-52.1  

M062X/Def2T|-221.9 | 22.6| 15.6| 23.8|-150.3 |-49.0  

B3/6-311++G|-173.6 | 17.2|  9.3| 26.7|-100.2 |-56.1  

++++++++++++++++++++++++++++++++

3-NO2-5-CN-nitrobenzene..Br-

C7H3BrN3O4  mw:271.931

Core ion CAS: Z-24959-67-9 Solvent: 4110-35-4 fg:483 cnt:2661

HOF(solv)=  44.9/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 12.2/1.0 IMRE | HOF(A-)=-24.8/1.6 AfIN p:8

DaffH(X..Y-)= 18.8/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cn5nnbbr.zcf]

G3MP2B3    |-26.6  | 21.8| 14.8| 23.5|47.7   |-52.5  

G4MP2      |-24.2  | 21.4| 14.1| 24.5|49.3   |-52.1  

M062X/Def2T|-24.4  | 24.9| 18.3| 22.4|49.5   |-49.0  

B3/6-311++G|6.5    | 20.0| 12.3| 26.0|82.6   |-56.1  

++++++++++++++++++++++++++++++++

2,6-diCl-benzonitrile-.

C7H3Cl2N  mw:170.965 Anion CAS: N-1194-65-6 fg:108 cnt:1434

HOF(A.)=  39.3/1.0 GpAd 93SP     | | S(A.)=91.5/1.0  93SP

----

86CHO/KEB    Datum: EA=0.698(87) eV [16.1(20) kcal] | HOF(A-)=23.2/2.2 R-EA p:9

.DELTA.eaG(423 K) = -16.7 kcal/mol; .DELTA.eaS(estimated) = +1.7 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26clphcn.zzf]

CBS-QB3    |23.3   |     |     | 0.685|       |38.7   |    |     

G3MP2B3    |23.4   |     |     | 0.657|       |38.1   |    |     

G3MP2B3+   |23.3   |     |     | 0.658|       |38.1   |    |     

G4MP2      |20.6   |     |     | 0.805|       |38.7   |    |     

M062X/Def2T|21.0   |     |     | 0.692|       |36.6   |    |     

B3/6-311++G|54.3   |     |     | 0.853|       |73.5   |    |     

++++++++++++++++++++++++++++++++

3,5-diCl-benzonitrile-.

C7H3Cl2N  mw:170.965 Anion CAS: N-6575-00-4 fg:108 cnt:3428

HOF(A.)=  38.1/1.0 GpAd 93SP     | | S(A.)=91.5/1.0  93SP

----

93MIS/HUH    Datum: EA=0.798(87) eV [18.4(20) kcal] | HOF(A-)=19.7/2.2 R-EA p:9

.DELTA.eaG(343 K)=-19.0 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

99HUH/KAN    Datum: EA=0.833(87) eV [19.2(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35clphcn.zzf]

CBS-QB3    |19.5   |     |     | 0.782|       |37.1   |    |     

G3MP2B3    |19.0   |     |     | 0.786|       |36.6   |    |     

G3MP2B3+   |18.8   |     |     | 0.786|       |36.5   |    |     

G4MP2      |16.2   |     |     | 0.936|       |37.3   |    |     

M062X/Def2T|16.8   |     |     | 0.796|       |34.8   |    |     

B3/6-311++G|48.6   |     |     | 0.973|       |70.5   |    |     

++++++++++++++++++++++++++++++++

Me-triCl-p-benzoquinone-.

C7H3Cl3O2  mw:223.920 Anion CAS: N-4592-97-6 fg:113 cnt:1118

HOF(A.)= -50.7/4.0 Est1          |

----

85FUK/MCI    Datum: EA=2.55(5) eV IMRE [58.7(11) kcal] | HOF(A-)=-109.4/4.2 R-EA p:9

.DELTA.eaG(355 K) = -57.5 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rcl3pbq.zzf]

CBS-QB3    |-120.2 |     |     | 2.622|       |-59.6  |    |     

G3MP2B3    |-115.3 |     |     | 2.524|       |-57.0  |    |     

G3MP2B3+   |-115.5 |     |     | 2.524|       |-57.2  |    |     

G4MP2      |-118.3 |     |     | 2.712|       |-55.7  |    |     

M062X/Def2T|-119.2 |     |     | 2.645|       |-58.1  |    |     

B3/6-311++G|-72.6  |     |     | 2.800|       |-8.0   |    |     

++++++++++++++++++++++++++++++++

ethynyl-difluorocyclopentadienide-

C7H3F2  mw:125.020 fg:77 cnt:11919

----

25MCG/MCG    Datum: EA=2.37(13) eV LPES p:8

Vertical Detachment Energy: 2.59(3) eV From C- + 1,4-difluorobenzene, structure assigned based on computational energetics plus spectral simulation. Most likely 2,4-diF or 3,4-diF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [24fcpcch.zaf]

CBS-QB3    |-30.3  |339.2|331.0| 2.358|-3.7   |23.8   |27.4|79.7 

G3MP2B3    |-32.6  |340.8|332.9| 2.433|-6.2   |23.4   |26.6|81.7 

G3MP2B3+   |-33.1  |340.4|332.0| 2.466|-6.3   |23.4   |28.3|81.9 

M062X/Def2T|-35.9  |336.7|329.0| 2.395|-7.9   |19.3   |26.0|79.3 

B3/6-311++G|-8.2   |339.6|331.1| 2.393|19.5   |46.6   |28.3|79.2 

++++++++++++++++++++++++++++++++

3-NO2-5-CF3-nitrobenzene-.

C7H3F3N2O4  mw:236.005 Anion CAS: Z-154201-73-7 fg:107 cnt:2983

HOF(A.)= -148.1/1.0 GpAd 93SP    |

----

94SHA/ALA    Datum: EA=1.99(7) eV IMRB [45.8(15) kcal] | HOF(A-)=-193.9/1.8 R-EA p:8

The stated EA is actually -.DELTA.eaG(350 K).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3ni5qnb.zzf]

CBS-QB3    |-202.2 |     |     | 2.037|       |-155.3 |    |     

G3MP2B3    |-190.4 |     |     | 1.834|       |-148.2 |    |     

G3MP2B3+   |-190.5 |     |     | 1.830|       |-148.4 |    |     

G4MP2      |-195.0 |     |     | 2.141|       |-145.7 |    |     

M062X/Def2T|-199.3 |     |     | 2.131|       |-150.3 |    |     

B3/6-311++G|-158.5 |     |     | 2.533|       |-100.2 |    |     

++++++++++++++++++++++++++++++++

pentafluoroanisole-.

C7H3F5O  mw:198.011 Anion CAS: Z-112020-28-7 fg:114 cnt:1350

HOF(A.)= -228.0/1.0 GpAd 93SP    | | S(A.)=109.1/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

84HER/WEN    Datum: EA=0.542(87) eV [12.5(20) kcal] | HOF(A-)=-240.5/2.2 R-EA p:4

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.25-0.44 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5or.zzf]

CBS-QB3    |-234.5 |     |     | 0.248|       |-229.3 |    |     

G3MP2B3    |-227.7 |     |     | 0.164|       |-224.3 |    |     

G3MP2B3+   |-227.9 |     |     | 0.180|       |-224.3 |    |     

G4MP2      |-229.1 |     |     | 0.444|       |-219.3 |    |     

M062X/Def2T|-236.5 |     |     | 0.083|       |-235.0 |    |     

B3/6-311++G|-197.3 |     |     | 0.597|       |-184.0 |    |     

++++++++++++++++++++++++++++++++

(CF3CO)2C=C(OMe)O-

C7H3F6O4  mw:264.994 Anion CAS: A-94559-55-4 fg:65 cnt:2942

DacidS=23.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 306.5/2.0 IMRE p:8

DacidH(AH)= 313.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qco2ce.zaf]

G3MP2B3    |-514.3 |313.6|305.5| 4.257|-460.7 |-415.8 |27.0|97.0 

G4MP2      |-508.5 |313.6|305.4|      |-455.0 |       |27.6|     

M062X/Def2T|-525.1 |310.6|302.6| 4.317|-471.1 |-425.3 |27.0|97.9 

B3/6-311++G|-454.7 |309.8|302.2| 4.308|-397.2 |-355.0 |25.4|94.3 

++++++++++++++++++++++++++++++++

(CF3SO2)2CHCH2C(SO2CF3)2-

C7H3F12O8S4  mw:570.852 Anion CAS: Z-772285-68-4 fg:72 cnt:8794

----

15ZHA/SON    Datum: DacidG= 290.2/2.0 IMRE p:9

----

15YAN/       Datum: DacidG= 290.2/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tf2x2j.zaf]

G3MP2B3    |-913.3 |296.3|289.1|      |-842.4 |       |24.0|     

M062X/Def2T|-911.6 |292.5|285.4| 5.097|-839.4 |-793.2 |23.7|98.3 

B3/6-311++G|-643.9 |297.2|289.3| 5.038|-573.8 |-529.7 |26.5|96.2 

++++++++++++++++++++++++++++++++

3-aza-phthalic anhydride-.

C7H3NO3  mw:149.012 Anion CAS: Z-118576-08-2 fg:102 cnt:2407

HOF(A.)= -76.0/3.0 Est3          |

----

89PAU/KEB    Datum: EA=1.39(9) eV IMRE [32.0(20) kcal] | HOF(A-)=-108.0/3.6 R-EA p:9

.DELTA.eaG(423 K) = -30.7/1 kcal/mol, .DELTA.S(estimated) = -3/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3nphthan.zzf]

CBS-QB3    |-108.2 |     |     | 1.472|       |-74.3  |    |     

G3MP2B3    |-106.4 |     |     | 1.421|       |-73.8  |    |     

G4MP2      |-108.1 |     |     | 1.591|       |-71.5  |    |     

M062X/Def2T|-111.8 |     |     | 1.488|       |-77.6  |    |     

B3/6-311++G|-80.9  |     |     | 1.721|       |-41.3  |    |     

++++++++++++++++++++++++++++++++

3-NO2-5-CN-nitrobenzene-.

C7H3N3O4  mw:193.013 Anion CAS: Z-36660-93-2 fg:107 cnt:1633

HOF(A.)=  44.9/1.0 GpAd 93SP     |

----

86CHO/HEI    Datum: EA=2.16(9) eV TDEq [49.8(20) kcal] | HOF(A-)=-4.9/2.2 R-EA p:9

.DELTA.eaG(423 K) = -48.5 kcal/mol; .DELTA.eaS = -3.5 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3cn5ninb.zzf]

CBS-QB3    |-5.9   |     |     | 2.193|       |44.6   |    |     

G3MP2B3    |2.1    |     |     | 1.980|       |47.7   |    |     

G3MP2B3+   |1.9    |     |     | 1.974|       |47.4   |    |     

G4MP2      |-1.8   |     |     | 2.218|       |49.3   |    |     

M062X/Def2T|-2.9   |     |     | 2.281|       |49.5   |    |     

B3/6-311++G|21.4   |     |     | 2.659|       |82.6   |    |     

++++++++++++++++++++++++++++++++

3-NO2-5-CN-nitrobenzene..NO2-

C7H3N4O6  mw:239.006

Core ion CAS: Z-14797-65-0 Solvent: 4110-35-4 fg:488 cnt:1818

HOF(solv)=  44.9/1.0 GpAd 93SP     

----

86GRI/CHO    Datum: DaffG= 16.4/2.0 TDAs | HOF(A-)=-22.8/2.2 AfIN p:9

DaffH(X..Y-)= 23.5/2.0 TDAs

++++++++++++++++++++++++++++++++

oCF3-nitrobenzene..Br-

C7H4BrF3NO2  mw:269.938

Core ion CAS: Z-24959-67-9 Solvent: 384-22-5 fg:483 cnt:2648

HOF(solv)=-144.4/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 9.8/1.0 IMRE | HOF(A-)=-211.7/1.6 AfIN p:8

DaffH(X..Y-)= 16.4/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [oqnbbr.zcf]

G3MP2B3    |-212.1 | 17.9| 11.7| 20.7|-141.8 |-52.5  

G4MP2      |-208.9 | 17.5| 11.5| 19.9|-139.3 |-52.1  

M062X/Def2T|-213.9 | 20.6| 14.4| 20.9|-144.3 |-49.0  

B3/6-311++G|-170.9 | 15.5|  9.0| 21.7|-99.3  |-56.1  

++++++++++++++++++++++++++++++++

mCF3-nitrobenzene..Br-

C7H4BrF3NO2  mw:269.938

Core ion CAS: Z-24959-67-9 Solvent: 98-46-4 fg:483 cnt:2649

HOF(solv)=-144.4/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 9.1/1.0 TDAs | HOF(A-)=-213.7/2.1 AfIN p:8

DaffH(X..Y-)= 18.5/1.8 TDAs

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mqnbbr.zcf]

G3MP2B3    |-217.8 | 17.6| 11.5| 20.5|-147.7 |-52.5  

G4MP2      |-215.0 | 17.2| 11.2| 20.1|-145.8 |-52.1  

M062X/Def2T|-220.2 | 20.0| 14.7| 17.9|-151.2 |-49.0  

B3/6-311++G|-178.3 | 15.1|  8.4| 22.3|-107.1 |-56.1  

++++++++++++++++++++++++++++++++

pCF3-nitrobenzene..Br-

C7H4BrF3NO2  mw:269.938

Core ion CAS: Z-24959-67-9 Solvent: 402-54-0 fg:483 cnt:2650

HOF(solv)=-144.4/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 7.0/1.0 IMRE | HOF(A-)=-208.9/1.6 AfIN p:8

DaffH(X..Y-)= 13.6/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pqnbbr.zcf]

G3MP2B3    |-215.9 | 15.6|  9.8| 19.5|-147.8 |-52.5  

G4MP2      |-213.1 | 15.2|  9.4| 19.5|-145.7 |-52.1  

M062X/Def2T|-217.9 | 17.8| 12.3| 18.5|-151.1 |-49.0  

B3/6-311++G|-176.9 | 13.6|  6.4| 24.2|-107.1 |-56.1  

++++++++++++++++++++++++++++++++

oCN-nitrobenzene..Br-

C7H4BrN2O2  mw:226.946

Core ion CAS: Z-24959-67-9 Solvent: 612-24-8 fg:483 cnt:2653

HOF(solv)=  52.2/0.8 neut 03ROU/JIM

----

91PAU/KEB    Datum: DaffG= 11.5/1.0 IMRE | HOF(A-)=-16.8/1.5 AfIN p:8

DaffH(X..Y-)= 18.1/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ocnnbbr.zcf]

G3MP2B3    |-20.8  | 20.0| 15.2| 16.2|51.6   |-52.5  

G4MP2      |-18.9  | 19.6| 14.0| 18.7|52.8   |-52.1  

M062X/Def2T|-19.0  | 22.8| 16.4| 21.5|52.8   |-49.0  

B3/6-311++G|7.2    | 16.8| 10.1| 22.6|80.1   |-56.1  

++++++++++++++++++++++++++++++++

mCN-nitrobenzene..Br-

C7H4BrN2O2  mw:226.946

Core ion CAS: Z-24959-67-9 Solvent: 619-24-9 fg:483 cnt:2654

HOF(solv)=  50.0/0.8 neut 03ROU/JIM

----

91PAU/KEB    Datum: DaffG= 11.1/1.0 IMRE | HOF(A-)=-18.5/1.5 AfIN p:8

DaffH(X..Y-)= 17.7/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mcnnbbr.zcf]

G3MP2B3    |-24.4  | 19.3| 13.0| 21.0|47.4   |-52.5  

G4MP2      |-22.5  | 19.0| 12.8| 20.7|48.6   |-52.1  

M062X/Def2T|-22.8  | 21.7| 15.1| 22.3|47.9   |-49.0  

B3/6-311++G|2.2    | 16.7| 10.1| 22.1|75.0   |-56.1  

++++++++++++++++++++++++++++++++

pCN-nitrobenzene..Br-

C7H4BrN2O2  mw:226.946

Core ion CAS: Z-24959-67-9 Solvent: 619-72-7 fg:483 cnt:2655

HOF(solv)=  50.9/1.0 neut 03ROU/JIM

----

91PAU/KEB    Datum: DaffG= 9.2/1.0 IMRE | HOF(A-)=-15.7/1.5 AfIN p:8

DaffH(X..Y-)= 15.8/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pcnnbbr.zcf]

G3MP2B3    |-22.8  | 17.5| 11.7| 19.4|47.1   |-52.5  

++++++++++++++++++++++++++++++++

mCF3-nitrobenzene..Cl-

C7H4ClF3NO2  mw:225.989

Core ion CAS: Z-16887-00-6 Solvent: 98-46-4 fg:482 cnt:1895

HOF(solv)=-144.4/1.0 GpAd 93SP     

----

86CHO/KEB2   Datum: DaffG= 14.1/1.6 TDAs | HOF(A-)=-163.9/1.4 AfIN p:8

DaffH(X..Y-)= 19.5/1.0 TDAs

++++++++++++++++++++++++++++++++

pCl-C6H4SO2N(SO2CF3)-

C7H4ClF3NO4S2  mw:321.923 Anion CAS: Z-1092674-42-4 fg:49 cnt:7574

DacidS=23.0/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 294.8/2.0 IMRE p:9

DacidH(AH)= 301.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclbsntf.zaf]

G3MP2B3    |-325.3 |301.8|295.0| 5.229|-259.9 |-204.3 |22.9|107.7

G4MP2      |-329.5 |302.2|295.2|      |-264.6 |       |23.7|     

M062X/Def2T|-325.0 |301.0|293.8| 5.299|-261.3 |-202.4 |24.1|111.0

B3/6-311++G|-183.0 |303.7|296.7| 4.999|-119.4 |-67.3  |23.3|104.2

++++++++++++++++++++++++++++++++

pCN-nitrobenzene..Cl-

C7H4ClN2O2  mw:182.997

Core ion CAS: Z-16887-00-6 Solvent: 619-72-7 fg:482 cnt:1894

HOF(solv)=  50.9/1.0 neut 03ROU/JIM

----

86CHO/KEB2   Datum: DaffG= 14.0/1.6 TDAs | HOF(A-)=30.9/1.4 AfIN p:8

DaffH(X..Y-)= 20.0/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pcnnbcl.zcf]

G3MP2B3    |-28.4  | 19.4| 13.5| 19.7|47.1   |-56.1  

G4MP2      |-26.3  | 19.7| 13.9| 19.4|48.3   |-55.0  

M062X/Def2T|-24.1  | 23.4| 17.3| 20.2|47.7   |-48.4  

B3/6-311++G|-0.1   |  7.0| 12.2| 19.2|74.7   |-56.9  

++++++++++++++++++++++++++++++++

pCl-benzoate-

C7H4ClO2  mw:154.991 Anion CAS: Z-4641-33-2 fg:35 cnt:1275

HOF(A.)= -20.6/3.1 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -78.0/0.6  05EME/STR    |

DacidS=23.5/2.0 Stat |  S(A-)=91.7/2.2 Acid |  S(AH)=94.2/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 328.5/2.0 IMRE | HOF(A-)=-108.1/2.2 Acid p:9

DacidH(AH)= 335.5/2.1 G+TS EA(ev)= 3.798

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclba.zaf]

CBS-QB3    |-111.3 |334.9|327.3|      |-80.5  |       |25.6|     

G3MP2B3    |-111.3 |336.0|329.2| 3.854|-80.1  |-22.3  |22.8|109.9

G3MP2B3+   |-111.4 |336.0|328.2| 3.856|-80.2  |-22.5  |25.9|109.8

G4MP2      |-110.2 |335.9|328.3| 3.720|-79.0  |-24.3  |25.6|106.7

M062X/Def2T|-111.5 |336.3|328.6| 3.893|-83.1  |-21.6  |25.6|113.6

B3/6-311++G|-79.7  |334.5|326.8| 3.693|-46.9  |5.5    |25.9|104.5

++++++++++++++++++++++++++++++++

mCl-benzoate-

C7H4ClO2  mw:154.991 Anion CAS: Z-16887-60-8 fg:35 cnt:1276

HOF(A.)= -19.7/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -77.1/0.3  05EME/STR    |

DacidS=23.5/2.0 Stat |  S(A-)=93.1/2.2 Acid |  S(AH)=95.6/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 328.2/2.0 IMRE | HOF(A-)=-107.6/2.1 Acid p:9

DacidH(AH)= 335.2/2.1 G+TS EA(ev)= 3.811

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclba.zaf]

CBS-QB3    |-111.4 |334.5|326.9|      |-80.2  |       |25.5|     

G3MP2B3    |-111.4 |335.6|328.4| 3.878|-79.8  |-21.9  |24.2|110.0

G3MP2B3+   |-111.5 |335.5|327.8| 3.880|-79.9  |-22.0  |25.9|110.0

G4MP2      |-110.2 |335.6|327.9| 3.743|-78.6  |-23.8  |25.5|106.9

M062X/Def2T|-111.6 |335.6|328.0| 3.931|-82.6  |-20.9  |25.6|113.8

B3/6-311++G|-79.8  |333.7|326.0| 3.733|-46.3  |6.3    |25.9|104.7

++++++++++++++++++++++++++++++++

oCl-benzoate-

C7H4ClO2  mw:154.991 Anion CAS: Z-16887-75-5 fg:35 cnt:1272

HOF(AH)= -72.6/0.1  05EME/STR    |

DacidS=23.3/2.0 Stat |  S(A-)=94.2/2.2 Acid |  S(AH)=96.9/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 328.2/2.0 IMRE | HOF(A-)=-103.1/2.1 Acid p:9

DacidH(AH)= 335.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oclba.zaf]

CBS-QB3    |-105.0 |334.1|326.6|      |-73.4  |       |25.4|     

G3MP2B3    |-105.2 |336.6|329.9| 3.789|-74.5  |-17.8  |22.4|108.8

G3MP2B3+   |-105.5 |336.5|328.6| 3.800|-74.8  |-18.0  |26.3|108.9

G4MP2      |-103.8 |335.4|327.8| 3.606|-72.0  |-20.6  |25.2|103.4

M062X/Def2T|-104.8 |337.3|329.5| 3.689|-77.3  |-19.7  |26.0|109.7

B3/6-311++G|-73.0  |334.6|326.7| 3.566|-40.3  |9.2    |26.6|101.6

++++++++++++++++++++++++++++++++

3,5-diCl-benzaldehyde-.

C7H4Cl2O  mw:173.964 Anion CAS: N-10203-08-4 fg:109 cnt:3433

HOF(A.)= -23.1/1.0 GpAd 93SP     | | S(A.)=98.7/1.0  93SP

----

93MIS/HUH    Datum: EA=0.989(87) eV [22.8(20) kcal] | HOF(A-)=-45.9/2.2 R-EA p:9

.DELTA.eaG(343 K)=-23.4 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

99HUH/KAN    Datum: EA=1.01(9) eV IMRE [23.3(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35clbcho.zzf]

CBS-QB3    |-48.4  |     |     | 0.997|       |-25.6  |    |     

G3MP2B3    |-45.9  |     |     | 0.920|       |-24.9  |    |     

G3MP2B3+   |-46.0  |     |     | 0.920|       |-25.0  |    |     

G4MP2      |-48.9  |     |     | 1.077|       |-24.3  |    |     

M062X/Def2T|-50.3  |     |     | 1.024|       |-26.8  |    |     

B3/6-311++G|-17.7  |     |     | 1.228|       |10.4   |    |     

++++++++++++++++++++++++++++++++

ethynyl-fluorocyclopentadienide-

C7H4F  mw:107.030 fg:77 cnt:11918

----

25MCG/MCG    Datum: EA=2.22(13) eV LPES p:8

Vertical Detachment Energy: 2.39(3) eV. From C- + fluorobenzene, structure assigned based on computational energetics plus spectral simulation. Most likely 2-F.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3fcpcch.zaf]

CBS-QB3    |17.5   |342.8|334.7| 2.243|40.4   |69.0   |27.0|80.7 

G3MP2B3    |13.9   |344.5|336.6| 2.282|36.6   |66.4   |26.4|81.9 

G3MP2B3+   |13.3   |344.1|335.5| 2.315|36.5   |66.4   |28.7|82.0 

M062X/Def2T|12.9   |340.4|332.7| 2.286|37.2   |65.6   |25.8|80.5 

B3/6-311++G|36.0   |343.9|335.4| 2.246|59.3   |87.4   |28.7|80.2 

++++++++++++++++++++++++++++++++

mF-benzoate-

C7H4FO2  mw:139.020 Anion CAS: Z-2365-28-8 fg:35 cnt:1273

HOF(A.)= -60.2/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -117.6/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=90.3/2.2 Acid |  S(AH)=92.8/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 329.1/2.0 IMRE | HOF(A-)=-147.2/2.3 Acid p:9

DacidH(AH)= 336.1/2.1 G+TS EA(ev)= 3.772

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfba.zaf]

CBS-QB3    |-149.1 |335.8|328.2|      |-119.1 |       |25.6|     

G3MP2B3    |-149.5 |336.5|329.4| 3.835|-118.8 |-60.9  |24.1|110.0

G3MP2B3+   |-149.5 |336.5|328.9| 3.835|-118.9 |-61.0  |25.8|109.9

G4MP2      |-147.6 |336.4|328.8| 3.706|-116.7 |-62.0  |25.4|106.8

M062X/Def2T|-150.6 |336.8|329.2| 3.877|-122.7 |-61.1  |25.5|113.7

B3/6-311++G|-121.1 |334.7|327.1| 3.687|-88.6  |-36.0  |25.7|104.7

++++++++++++++++++++++++++++++++

oF-benzoate-

C7H4FO2  mw:139.020 Anion CAS: Z-16426-56-5 fg:35 cnt:1269

HOF(A.)= -60.2/4.1 D+AH          | BDE(A-H)= 109.5/4.0 Est2          

HOF(AH)= -117.6/1.0 GpAd 93SP    |

DacidS=25.0/3.0 Stat |  S(A-)=93.1/3.2 Acid |  S(AH)=94.1/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 330.6/2.0 IMRE | HOF(A-)=-145.2/2.4 Acid p:9

DacidH(AH)= 338.1/2.2 G+TS EA(ev)= 3.688

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ofba.zaf]

CBS-QB3    |-142.8 |337.1|328.4|      |-114.1 |       |29.1|     

G3MP2B3    |-143.3 |339.4|331.2| 3.675|-115.5 |-58.5  |27.7|109.1

G3MP2B3+   |-143.8 |337.6|329.1| 3.697|-114.3 |-58.6  |28.7|107.7

G4MP2      |-141.4 |337.9|329.5| 3.549|-112.1 |-59.6  |27.9|104.7

M062X/Def2T|-144.5 |339.6|331.8| 3.675|-119.4 |-59.7  |26.2|111.8

B3/6-311++G|-115.1 |337.2|328.9| 3.545|-85.0  |-33.4  |27.6|103.7

++++++++++++++++++++++++++++++++

pF-benzoate-

C7H4FO2  mw:139.020 Anion CAS: Z-2365-27-7 fg:35 cnt:1271

HOF(A.)= -60.8/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -118.2/0.5  94PED/      |

DacidS=23.5/2.0 Stat |  S(A-)=88.9/2.2 Acid |  S(AH)=91.4/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 330.0/2.0 IMRE | HOF(A-)=-146.9/2.1 Acid p:9

DacidH(AH)= 337.0/2.1 G+TS EA(ev)= 3.733

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfba.zaf]

CBS-QB3    |-148.7 |336.6|329.0|      |-119.5 |       |25.5|     

G3MP2B3    |-149.1 |337.6|330.9| 3.780|-119.5 |-61.8  |22.7|109.8

G3MP2B3+   |-149.2 |337.6|330.0| 3.781|-119.6 |-61.9  |25.8|109.8

G4MP2      |-147.2 |337.4|329.8| 3.651|-117.5 |-62.9  |25.4|106.6

M062X/Def2T|-150.2 |338.0|330.4| 3.811|-123.5 |-62.2  |25.6|113.4

B3/6-311++G|-120.8 |335.9|328.3| 3.626|-89.4  |-37.1  |25.7|104.5

++++++++++++++++++++++++++++++++

CF3-phenide-

C7H4F3  mw:145.027 Anion CAS: Z-77748-27-7 fg:87 cnt:1313

HOF(A.)= -81.8/3.0 D+AH          |

HOF(AH)= -143.2/0.2  94PED/      |

DacidS=28.3/3.0 TDEq |  S(A-)=91.5/3.2 Acid |  S(AH)=89.2/1.0 GpAd 93SP

----

88MEO/KAF    Datum: DacidH(AH)= 387.1/2.5 TDEq | HOF(A-)=-121.8/2.5 Acid p:9

DacidG(AH)= 378.6/2.0 TDEq  EA(eV)= 1.735

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

----

79BAR/MCI    Datum: DacidG= 379.0/5.0 IMRB p:6

DacidH(AH)= 387.4/5.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oqph.zaf]

CBS-QB3    |-123.8 |386.8|379.6| 1.882|-144.8 |-80.4  |24.1|116.5

G3MP2B3    |-125.4 |386.4|378.5| 1.996|-144.6 |-79.4  |26.5|117.4

G3MP2B3+   |-125.3 |386.5|379.6|      |-144.6 |       |23.2|     

G4MP2      |-123.9 |386.1|378.7| 1.816|-142.9 |-82.0  |24.8|112.9

M062X/Def2T|-126.3 |387.1|379.8| 1.659|-148.7 |-88.0  |24.4|112.7

B3/6-311++G|-92.0  |385.9|378.5|      |-110.6 |       |24.9|     

++++++++++++++++++++++++++++++++

pCF3-nitrobenzene-.

C7H4F3NO2  mw:191.020 Anion CAS: Z-35848-46-5 fg:107 cnt:1635

HOF(A.)= -144.4/1.0 GpAd 93SP    |

----

89CHO/KIS    Datum: EA=1.50(9) eV IMRE [34.6(20) kcal] | HOF(A-)=-179.0/2.2 R-EA p:9

.DELTA.eaG(423 K) = -33.8 kcal/mol, .DELTA.S = -2 eu estimated.

----

99HUH/KAN    Datum: EA=1.47(9) eV IMRE [33.8(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqnb.zzf]

CBS-QB3    |-186.4 |     |     | 1.516|       |-151.5 |    |     

G3MP2B3    |-179.2 |     |     | 1.367|       |-147.8 |    |     

G3MP2B3+   |-179.2 |     |     | 1.364|       |-147.9 |    |     

G4MP2      |-182.7 |     |     | 1.605|       |-145.7 |    |     

M062X/Def2T|-187.9 |     |     | 1.601|       |-151.1 |    |     

B3/6-311++G|-150.4 |     |     | 1.879|       |-107.1 |    |     

++++++++++++++++++++++++++++++++

oCF3-nitrobenzene-.

C7H4F3NO2  mw:191.020 Anion CAS: Z-34526-72-2 fg:107 cnt:1634

HOF(A.)= -144.4/1.0 GpAd 93SP    |

----

86CHO/KEB    Datum: EA=1.33(9) eV IMRE [30.7(20) kcal] | HOF(A-)=-175.1/2.2 R-EA p:9

.DELTA.eaG(423 K) = -29.9 kcal/mol; .DELTA.eaS(estimated) = -2 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oqnb.zzf]

CBS-QB3    |-176.9 |     |     | 1.372|       |-145.4 |    |     

G3MP2B3    |-169.6 |     |     | 1.214|       |-141.8 |    |     

G3MP2B3+   |-169.6 |     |     | 1.201|       |-142.0 |    |     

G4MP2      |-173.0 |     |     | 1.463|       |-139.3 |    |     

M062X/Def2T|-178.2 |     |     | 1.473|       |-144.3 |    |     

B3/6-311++G|-138.3 |     |     | 1.693|       |-99.3  |    |     

++++++++++++++++++++++++++++++++

mCF3-nitrobenzene-.

C7H4F3NO2  mw:191.020 Anion CAS: Z-34526-71-1 fg:107 cnt:471

HOF(A.)= -144.4/1.0 GpAd 93SP    |

----

86CHO/HEI    Datum: EA=1.41(9) eV TDEq [32.6(20) kcal] | HOF(A-)=-177.0/2.2 R-EA p:9

.DELTA.eaG(423 K) = -31.6 kcal/mol, .DELTA.S = -2.5 eu.

----

99HUH/KAN    Datum: EA=1.37(9) eV IMRE [31.6(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

89MOC/GRI    Datum: EA=<1.41(5) eV PD   p:6

----

85FUK/MCI    Datum: EA=1.40(5) eV IMRE [32.4(11) kcal] p:6

.DELTA.eaG(355 K) = -31.5 kcal/mol; .DELTA.eaS =-2.5, estimated from data in 86CHO/HEI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqnb.zzf]

CBS-QB3    |-184.6 |     |     | 1.444|       |-151.5 |    |     

G3MP2B3    |-177.1 |     |     | 1.280|       |-147.7 |    |     

G3MP2B3+   |-177.1 |     |     | 1.273|       |-147.9 |    |     

G4MP2      |-180.8 |     |     | 1.525|       |-145.8 |    |     

M062X/Def2T|-185.6 |     |     | 1.495|       |-151.2 |    |     

B3/6-311++G|-147.5 |     |     | 1.758|       |-107.1 |    |     

++++++++++++++++++++++++++++++++

oCF3-phenoxide-

C7H4F3O  mw:161.022 Anion CAS: Z-72332-15-1 fg:33 cnt:7497

HOF(AH)= -184.0 Est4             |

DacidS=25.2/3.0 Calc | 

----

08KUT/MOV    Datum: DacidG= 332.2/2.0 IMRE | HOF(A-)=-210.0/2.2 Acid p:8

DacidH(AH)= 339.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oqpho.zaf]

CBS-QB3    |-214.9 |338.3|330.8|      |-187.5 |       |25.4|     

G3MP2B3    |-214.9 |338.5|330.7| 3.019|-186.1 |-145.2 |25.9|93.0 

G3MP2B3+   |-214.9 |337.4|329.9| 3.021|-185.1 |-145.2 |25.3|92.0 

G4MP2      |-212.6 |338.3|330.6| 2.839|-183.7 |-147.1 |25.8|88.7 

M062X/Def2T|-218.4 |338.0|331.0| 2.890|-191.7 |-151.8 |23.5|92.1 

B3/6-311++G|-179.9 |335.2|327.6| 2.883|-147.8 |-113.4 |25.4|86.5 

++++++++++++++++++++++++++++++++

pCF3-phenoxide-

C7H4F3O  mw:161.022 Anion CAS: Z-72332-17-3 fg:33 cnt:605

HOF(A.)= -142.1/1.4 D+AH         | BDE(A-H)= 92.8/1.0  98BOR/MAR     

HOF(AH)= -182.8/1.0 GpAd 93SP    |

DacidS=23.0/2.0 Stat |  S(A-)=93.6/2.2 Acid |  S(AH)=96.6/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 330.1/2.0 IMRE | HOF(A-)=-211.5/2.3 Acid p:9

DacidH(AH)= 337.0/2.1 G+TS EA(ev)= 3.011

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqpho.zaf]

CBS-QB3    |-217.0 |336.9|329.4| 2.887|-188.2 |-150.4 |25.1|89.8 

G3MP2B3    |-216.9 |337.2|330.2| 3.066|-187.0 |-146.2 |23.5|92.9 

G3MP2B3+   |-217.0 |337.2|329.6| 3.071|-187.0 |-146.2 |25.4|92.9 

G4MP2      |-214.6 |337.3|329.8| 2.883|-184.7 |-148.1 |25.0|88.7 

M062X/Def2T|-220.5 |336.6|328.6| 2.949|-192.4 |-152.5 |26.9|92.0 

B3/6-311++G|-183.2 |333.1|325.9| 2.964|-149.0 |-114.9 |24.0|86.2 

++++++++++++++++++++++++++++++++

mCF3-phenoxide-

C7H4F3O  mw:161.022 Anion CAS: Z-72332-16-2 fg:33 cnt:604

HOF(A.)= -143.1/1.4 D+AH         | BDE(A-H)= 91.8/1.0  98BOR/MAR     

HOF(AH)= -182.8/1.0 GpAd 93SP    |

DacidS=23.0/1.0 Stat |  S(A-)=95.0/1.4 Acid |  S(AH)=98.0/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 332.4/2.0 IMRE | HOF(A-)=-209.2/2.3 Acid p:9

DacidH(AH)= 339.3/2.0 G+TS EA(ev)= 2.870

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqpho.zaf]

CBS-QB3    |-214.3 |339.1|331.8| 2.749|-187.6 |-150.9 |24.6|88.9 

G3MP2B3    |-214.2 |339.4|331.9| 2.933|-186.3 |-146.5 |25.0|91.9 

G3MP2B3+   |-214.2 |339.4|332.0| 2.940|-186.4 |-146.4 |24.7|92.1 

G4MP2      |-211.9 |339.3|331.8| 2.751|-184.1 |-148.5 |25.3|87.7 

M062X/Def2T|-217.2 |339.1|331.7| 2.782|-191.6 |-153.0 |25.1|90.7 

B3/6-311++G|-179.3 |336.1|328.8| 2.784|-148.1 |-115.1 |24.2|85.1 

++++++++++++++++++++++++++++++++

mSCF3-phenoxide-

C7H4F3OS  mw:192.994 Anion CAS: A-3823-40-3 fg:33 cnt:609

HOF(A.)= -141.6/4.9              |

HOF(AH)= -176.0/4.0 Est3         |

DacidS=23.0/2.0 Stat | 

----

87TAF/TOP    Datum: DacidG= 330.4/2.0 IMRE | HOF(A-)=-204.4/4.5 Acid p:9

DacidH(AH)= 337.3/2.1 G+TS EA(ev)= 2.723

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [msqpho.zaf]

CBS-QB3    |-202.2 |338.0|330.2| 2.813|-174.5 |-137.4 |25.9|89.2 

G3MP2B3    |-201.2 |338.3|331.5| 3.008|-172.3 |-131.9 |22.9|92.5 

G3MP2B3+   |-201.2 |338.2|330.5| 3.008|-172.2 |-131.9 |25.7|92.4 

G4MP2      |-199.3 |338.1|330.6| 2.803|-170.3 |-134.7 |25.5|87.7 

M062X/Def2T|-203.9 |338.1|330.3| 3.607|-177.3 |-120.8 |26.2|108.6

B3/6-311++G|-157.4 |335.3|327.7| 2.820|-125.4 |-92.3  |25.3|85.1 

++++++++++++++++++++++++++++++++

pSCF3-phenoxide-

C7H4F3OS  mw:192.994 Anion CAS: A-461-84-7 fg:33 cnt:610

HOF(A.)= -141.6/4.6              |

HOF(AH)= -176.0/4.0 Est3         |

DacidS=23.0/1.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 328.4/2.0 IMRE | HOF(A-)=-206.4/4.5 Acid p:9

DacidH(AH)= 335.3/2.0 G+TS EA(ev)= 2.810

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [psqpho.zaf]

CBS-QB3    |-205.8 |334.8|327.3|      |-174.9 |       |25.2|     

G3MP2B3    |-204.8 |335.3|328.0| 3.132|-172.9 |-132.6 |24.4|92.4 

G3MP2B3+   |-204.9 |335.2|327.6| 3.141|-172.8 |-132.5 |25.4|92.5 

G4MP2      |-203.0 |335.2|327.9| 2.932|-171.1 |-135.5 |24.6|87.7 

M062X/Def2T|-208.4 |334.6|327.2| 2.981|-178.3 |-139.6 |24.8|90.8 

B3/6-311++G|-161.4 |332.0|324.6| 2.974|-126.2 |-92.8  |25.0|85.4 

++++++++++++++++++++++++++++++++

pSO2CF3-phenoxide-

C7H4F3O3S  mw:224.984 Anion CAS: Z-178042-61-0 fg:33 cnt:614

DacidS=23.0/2.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 315.7/2.0 IMRE p:9

DacidH(AH)= 322.6/2.1 G+TS

----

87TAF/TOP #  Datum: DacidG= 315.3/2.0 IMRE p:8

DacidH(AH)= 322.2/2.1 G+TS

Slightly revised with re-anchoring, 1991. 91TAF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptfpho.zaf]

CBS-QB3    |-286.6 |322.2|314.9| 3.642|-243.1 |-202.5 |24.6|92.7 

G3MP2B3    |-281.5 |322.9|315.5| 3.813|-237.2 |-193.4 |24.9|95.9 

G3MP2B3+   |-281.2 |323.0|315.5| 3.815|-237.0 |-193.2 |25.0|96.0 

G4MP2      |-281.7 |322.9|315.6| 3.560|-237.4 |-199.5 |24.4|90.0 

M062X/Def2T|-282.5 |322.1|314.7| 3.704|-239.8 |-196.9 |24.7|95.0 

B3/6-311++G|-199.4 |320.0|312.6| 3.646|-152.2 |-115.3 |24.9|89.0 

++++++++++++++++++++++++++++++++

mSO2CF3-phenoxide-

C7H4F3O3S  mw:224.984 Anion CAS: A-1546-62-9 fg:33 cnt:613

DacidS=23.0/2.0 Stat | 

----

87TAF/TOP    Datum: DacidG= 322.7/2.0 IMRE p:9

DacidH(AH)= 329.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mtfpho.zaf]

CBS-QB3    |-277.9 |329.5|322.1|      |-241.7 |       |24.9|     

G3MP2B3    |-272.9 |329.7|322.2| 3.431|-235.4 |-193.7 |25.2|93.8 

G3MP2B3+   |-272.6 |329.8|322.2| 3.433|-235.2 |-193.5 |25.3|93.8 

G4MP2      |-272.9 |329.8|322.3| 3.176|-235.6 |-199.7 |25.2|88.0 

M062X/Def2T|-272.6 |329.4|322.0| 3.265|-237.3 |-197.2 |25.0|92.2 

B3/6-311++G|-191.1 |326.4|318.9| 3.263|-150.2 |-115.8 |25.3|86.5 

++++++++++++++++++++++++++++++++

SiF4..oCN-nitrobenzene-.

C7H4F4N2O2Si  mw:251.998

Core ion CAS: Z-12402-45-8 Solvent: 7783-61-1 fg:307 cnt:4979

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 9.2/0.6 IMRE | HOF(A-)=-370.9/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifocnnb.zcf]

G3MP2B3    |-390.4 | 25.3| 15.3| 33.8|-383.0 |18.0   

M062X/Def2T|-401.4 | 28.4| 17.9| 35.2|-385.9 |12.9   

B3/6-311++G|-325.0 | 25.3| 13.9| 38.3|-335.0 |35.4   

++++++++++++++++++++++++++++++++

SiF4..mCN-nitrobenzene-.

C7H4F4N2O2Si  mw:251.998

Core ion CAS: Z-12402-46-9 Solvent: 7783-61-1 fg:307 cnt:4980

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 9.5/0.6 IMRE | HOF(A-)=-372.1/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifmcnnb.zcf]

G3MP2B3    |-394.5 | 26.3| 16.1| 34.3|-383.0 |14.8   

B3/6-311++G|-329.9 | 26.3| 14.8| 38.6|-335.0 |31.5   

++++++++++++++++++++++++++++++++

2,3,5,6-tetrafluoroanisole-.

C7H4F4O  mw:180.020 Anion CAS: Z-111964-84-2 fg:114 cnt:1351

HOF(A.)= -191.9/1.0 GpAd 93SP    | | S(A.)=104.5/1.0  93SP

----

84HER/WEN    Datum: EA=0.22(9) eV [5.0(20) kcal] | HOF(A-)=-196.9/2.2 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f4phor.zzf]

CBS-QB3    |-190.3 |     |     |-0.003|       |-190.8 |    |     

G3MP2B3    |-185.9 |     |     |-0.031|       |-187.2 |    |     

G3MP2B3+   |-186.1 |     |     |-0.024|       |-187.1 |    |     

M062X/Def2T|-192.0 |     |     |-0.180|       |-196.7 |    |     

B3/6-311++G|-155.8 |     |     | 0.240|       |-150.7 |    |     

++++++++++++++++++++++++++++++++

MeOH..fluoranil-.

C7H4F4O3  mw:212.010

Core ion CAS: Z-42439-31-6 Solvent: 67-56-1 fg:313 cnt:1935

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 3.0/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f4bqhor.zcf]

G3MP2B3    |-316.1 | 10.7|  2.7| 26.6|-47.8  |-257.6 

M062X/Def2T|-324.0 | 11.2|  2.7| 28.3|-46.6  |-266.2 

B3/6-311++G|-282.5 |  9.2|  1.9| 24.5|-43.7  |-229.6 

++++++++++++++++++++++++++++++++

SiF4..pCF3-nitrobenzene-.

C7H4F7NO2Si  mw:294.991

Core ion CAS: Z-35848-46-5 Solvent: 7783-61-1 fg:307 cnt:4981

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 9.6/0.6 IMRE | HOF(A-)=-565.0/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifpqnb.zcf]

G3MP2B3    |-589.0 | 26.8| 16.7| 33.8|-383.0 |-179.2 

B3/6-311++G|-511.7 | 26.3| 14.7| 38.7|-335.0 |-150.4 

++++++++++++++++++++++++++++++++

SiF4..oCF3-nitrobenzene-.

C7H4F7NO2Si  mw:294.991

Core ion CAS: Z-34526-72-2 Solvent: 7783-61-1 fg:307 cnt:4983

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 10.6/0.6 IMRE | HOF(A-)=-561.1/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifoqnb.zcf]

G3MP2B3    |-580.3 | 27.6| 17.6| 33.6|-383.0 |-169.6 

M062X/Def2T|-595.2 | 31.1| 19.1| 40.4|-385.9 |-178.2 

B3/6-311++G|-500.6 | 27.3| 15.7| 38.9|-335.0 |-138.3 

++++++++++++++++++++++++++++++++

SiF4..mCF3-nitrobenzene-.

C7H4F7NO2Si  mw:294.991

Core ion CAS: Z-34526-71-1 Solvent: 7783-61-1 fg:307 cnt:4984

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 10.9/0.6 IMRE | HOF(A-)=-563.0/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifmqnb.zcf]

G3MP2B3    |-587.8 | 27.6| 17.1| 35.2|-383.0 |-177.1 

M062X/Def2T|-602.9 | 31.5| 20.8| 35.8|-385.9 |-185.6 

B3/6-311++G|-510.0 | 27.5| 16.1| 38.1|-335.0 |-147.5 

++++++++++++++++++++++++++++++++

mCF3-nitrobenzene..SF6-.

C7H4F9NO2S  mw:336.982

Core ion CAS: Z-25031-39-4 Solvent: 98-46-4 fg:208 cnt:1890

HOF(solv)=-144.4/1.0 GpAd 93SP     

----

86CHO/KEB2   Datum: DaffG= 9.0/1.6 TDAs | HOF(A-)=-477.3/2.5 AfIN p:8

DaffH(X..Y-)= 17.0/1.0 TDAs

++++++++++++++++++++++++++++++++

2-Iodosobenzoate-

C7H4IO3  mw:262.921 Anion CAS: Z-84280-67-1 fg:35 cnt:7436

----

08WAT/BOU    Datum: DacidH(AH)= 333.4/3.6 CIDC | HOF(A-)=-32.3/3.6 Acid p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [7435.za0]

M062X/Def2T|-72.2  |334.2|326.4|      |-41.7  |       |26.3|     

++++++++++++++++++++++++++++++++

2-Iodoxybenzoate-

C7H4IO4  mw:278.916 Anion CAS: Z-302598-52-3 fg:35 cnt:7435

----

08WAT/BOU    Datum: DacidH(AH)= 310.7/6.0 CIDC | HOF(A-)=-55.0/6.0 Acid p:8

Authors' calculations indicate a cyclic structure with anionic charge on IO-.

++++++++++++++++++++++++++++++++

cyanophenide-

C7H4N  mw:102.035 Anion CAS: Z-77748-26-6 fg:87 cnt:1841 BDE(A-H)= 108.8/2.5 D-EA          

HOF(AH)=  51.6/0.5  94PED/       |

DacidS=28.7/2.0 TDEq |  S(A-)=79.5/2.0 Acid |  S(AH)=76.8/0.3  69STU/WES

----

88MEO/KAF    Datum: DacidH(AH)= 383.2/2.5 TDEq | HOF(A-)=69.1/4.6 Acid p:9

DacidG(AH)= 374.6/2.0 TDEq DaffH(X..Y-)= 53.5/4.6 A-IN

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

----

24ASH/BUL    Datum: EA=2(1) eV LPD  [1.70(1) eV] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6h4cn.zaf]

CBS-QB3    |70.4   |382.9|375.0| 2.073|53.3   |118.2  |26.3|117.0

G3MP2B3    |64.9   |382.4|374.2| 2.227|49.7   |116.3  |27.5|118.7

G3MP2B3+   |64.9   |382.6|374.8| 2.224|49.6   |116.2  |26.1|118.8

G4MP2      |65.8   |382.2|374.5| 2.102|50.7   |114.2  |26.1|115.6

M062X/Def2T|68.2   |383.4|375.6| 1.841|49.5   |110.6  |26.0|113.2

B3/6-311++G|86.5   |383.1|374.9| 1.935|70.7   |131.2  |27.4|112.6

++++++++++++++++++++++++++++++++

pCN-phenoxide-

C7H4NO  mw:118.030 Anion CAS: Z-14609-76-8 fg:33 cnt:578

HOF(A.)=  49.3/2.0 D+AH          | BDE(A-H)= 93.0/1.9  98BOR/MAR     

HOF(AH)=   8.4/0.6  03SLA/LIE    |

DacidS=23.0/2.0 Stat |  S(A-)=82.5/2.2 Acid |  S(AH)=85.5/1.0 GpAd 93SP

----

17ZHU/LIU    Datum: EA=3.0906(6) eV PVMI [24927.(5) cm-1] p:9

----

81FUJ/MCI #  Datum: DacidG= 325.3/2.0 IMRE | HOF(A-)=-25.1/2.2 Acid p:9

DacidH(AH)= 332.2/2.1 G+TS EA(ev)= 3.230

----

77MCM/KEB    Datum: DacidG= 325.7/2.0 IMRE p:7

DacidH(AH)= 332.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnpho.zaf]

CBS-QB3    |-24.0  |331.9|324.9| 3.033|9.9    |46.1   |23.6|88.3 

G3MP2B3    |-27.6  |332.3|325.3| 3.258|7.2    |47.6   |23.7|92.4 

G3MP2B3+   |-27.9  |332.2|325.1| 3.267|7.1    |47.5   |23.8|92.5 

G4MP2      |-26.1  |332.3|325.2| 3.143|8.7    |46.4   |23.8|89.8 

M062X/Def2T|-28.1  |331.0|323.9| 3.166|5.6    |45.0   |23.9|91.5 

B3/6-311++G|-6.6   |328.6|321.1| 3.119|32.1   |65.4   |25.2|85.4 

++++++++++++++++++++++++++++++++

oCN-phenoxide-

C7H4NO  mw:118.030 Anion CAS: Z-72332-14-0 fg:33 cnt:1067

HOF(A.)=  44.5/2.0 D+AH          | BDE(A-H)= 88.7/1.9  98BOR/MAR     

HOF(AH)=   7.8/0.5  03SLA/LIE    |

DacidS=25.0/3.0 Stat |  S(A-)=84.5/3.2 Acid |  S(AH)=85.5/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 327.1/2.0 IMRE | HOF(A-)=-23.3/2.3 Acid p:9

DacidH(AH)= 334.6/2.2 G+TS EA(ev)= 2.940

----

77MCM/KEB    Datum: DacidG= 327.2/2.0 IMRE p:7

DacidH(AH)= 334.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ocnpho.zaf]

CBS-QB3    |-22.2  |334.6|327.1| 3.006|8.9    |47.2   |25.4|90.4 

G3MP2B3    |-25.9  |335.0|327.4| 3.238|6.3    |48.8   |25.5|94.6 

G3MP2B3+   |-26.1  |335.0|327.4| 3.242|6.1    |48.7   |25.5|94.7 

G4MP2      |-24.5  |335.0|327.4| 3.125|7.7    |47.6   |25.6|92.0 

M062X/Def2T|-26.1  |334.3|326.7| 3.106|4.4    |45.6   |25.4|93.4 

B3/6-311++G|-3.8   |332.0|324.4| 3.046|31.5   |66.5   |25.4|87.1 

++++++++++++++++++++++++++++++++

mCN-phenoxide-

C7H4NO  mw:118.030 Anion CAS: Z-18938-12-0 fg:33 cnt:577

HOF(A.)=  48.8/2.0 D+AH          | BDE(A-H)= 91.8/1.9  98BOR/MAR     

HOF(AH)=   9.0/0.5  03SLA/LIE    |

DacidS=23.0/1.0 Stat |  S(A-)=82.5/1.4 Acid |  S(AH)=85.5/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 328.9/2.0 IMRE | HOF(A-)=-20.9/2.1 Acid p:9

DacidH(AH)= 335.8/2.0 G+TS EA(ev)= 3.022

----

77MCM/KEB    Datum: DacidG= 329.0/2.0 IMRE p:7

DacidH(AH)= 335.9/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcnpho.zaf]

CBS-QB3    |-19.8  |335.4|327.9| 2.967|10.5   |48.6   |25.1|90.2 

G3MP2B3    |-23.5  |335.6|328.1| 3.159|8.1    |49.4   |25.1|93.4 

G3MP2B3+   |-23.7  |335.6|328.1| 3.164|7.9    |49.3   |25.1|93.5 

G4MP2      |-22.1  |335.5|328.0| 3.043|9.6    |48.1   |25.3|90.6 

M062X/Def2T|-22.6  |335.3|327.8| 2.989|6.8    |46.3   |25.3|91.7 

B3/6-311++G|-1.0   |332.9|325.4| 2.952|33.4   |67.1   |25.1|85.9 

++++++++++++++++++++++++++++++++

benzoxazolide-

C7H4NO  mw:118.029 Anion CAS: N-220555-05-5 fg:51 cnt:11927

HOF(AH)=  10.7/0.1  94PED/       |

----

25COR/FEN    Datum: EA=2.75(1) eV LPEI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bzoxazo.zaf]

CBS-QB3    |1.7    |360.4|350.9| 3.253|7.0    |75.9   |32.2|121.0

G3MP2B3    |9.2    |370.3|362.0| 2.864|6.1    |74.9   |27.9|121.0

G3MP2B3+   |8.9    |370.1|362.1| 2.828|5.9    |73.9   |27.1|120.1

G4MP2      |9.8    |370.1|362.0| 2.701|6.9    |71.9   |27.2|117.1

M062X/Def2T|10.0   |371.3|363.4| 2.508|3.4    |67.8   |26.6|116.5

B3/6-311++G|35.0   |370.3|362.2| 2.685|32.0   |96.7   |27.1|116.8

++++++++++++++++++++++++++++++++

mNO2-benzoate-

C7H4NO4  mw:166.015 Anion CAS: Z-16885-78-2 fg:35 cnt:1277

HOF(A.)= -16.0/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -73.4/0.1  99RIB/MAT    |

DacidS=23.5/2.0 Stat | 

----

77MCM/KEB    Datum: DacidG= 322.1/2.0 IMRE | HOF(A-)=-109.9/2.1 Acid p:9

DacidH(AH)= 329.1/2.1 G+TS EA(ev)= 4.076

----

86TAF/    #  Datum: DacidG= 322.0/2.0 IMRE p:8

DacidH(AH)= 329.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mno2ba.zaf]

CBS-QB3    |-114.8 |329.1|321.5|      |-78.2  |       |25.6|     

G3MP2B3    |-112.8 |330.3|323.1| 4.128|-75.9  |-17.5  |24.2|110.5

G3MP2B3+   |-113.0 |330.3|322.5| 4.130|-76.1  |-17.7  |26.0|110.5

G4MP2      |-111.3 |330.1|322.5| 3.958|-74.3  |-20.0  |25.6|106.4

M062X/Def2T|-112.3 |329.6|321.9| 4.217|-77.2  |-14.9  |25.8|114.4

B3/6-311++G|-81.9  |327.5|319.8| 4.030|-42.2  |11.1   |25.9|105.4

++++++++++++++++++++++++++++++++

pNO2-benzoate-

C7H4NO4  mw:166.015 Anion CAS: Z-2906-29-8 fg:35 cnt:2428

HOF(A.)= -16.1/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -73.5/0.3  99RIB/MAT    |

DacidS=23.5/3.0 Stat | 

----

88TAF/BOR    Datum: DacidG= 321.1/2.0 IMRE | HOF(A-)=-111.1/2.2 Acid p:9

DacidH(AH)= 328.1/2.2 G+TS EA(ev)= 4.119

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pno2ba.zaf]

CBS-QB3    |-115.6 |328.4|320.9|      |-78.3  |       |25.3|     

G3MP2B3    |-113.4 |329.6|322.4| 4.164|-75.8  |-17.3  |24.1|110.6

G3MP2B3+   |-113.7 |329.5|321.7| 4.167|-76.0  |-17.5  |26.0|110.6

G4MP2      |-112.1 |329.3|321.8| 3.996|-74.3  |-19.9  |25.4|106.5

M062X/Def2T|-113.2 |328.5|320.9| 4.267|-77.1  |-14.7  |25.6|114.5

B3/6-311++G|-83.2  |326.2|318.4| 4.093|-42.2  |11.2   |26.0|105.5

++++++++++++++++++++++++++++++++

oNO2-benzoate-

C7H4NO4  mw:166.015 Anion CAS: Z-771-70-0 fg:35 cnt:2450

HOF(A.)=  -9.5/2.0 D+AH          | BDE(A-H)= 109.5/2.0 Est2          

HOF(AH)= -66.9/0.2  99RIB/MAT    |

DacidS=25.0/3.0 Stat | 

----

74YAM/MCM    Datum: DacidG= 324.3/2.0 IMRE | HOF(A-)=-100.8/2.2 Acid p:8

DacidH(AH)= 331.8/2.2 G+TS EA(ev)= 3.961

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ono2ba.zaf]

CBS-QB3    |-107.5 |330.6|322.3| 4.084|-72.4  |-13.3  |27.9|111.2

G3MP2B3    |-106.0 |331.3|322.7| 4.111|-70.1  |-11.2  |28.7|111.0

G4MP2      |-104.4 |331.2|323.3| 3.937|-68.5  |-13.6  |26.5|107.0

B3/6-311++G|-72.6  |329.6|321.4| 3.937|-34.9  |18.2   |27.3|105.2

++++++++++++++++++++++++++++++++

oCN-nitrobenzene-.

C7H4N2O2  mw:148.028 Anion CAS: Z-12402-45-8 fg:107 cnt:1636

HOF(A.)=  52.2/0.8  03ROU/JIM    |

----

86CHO/KEB    Datum: EA=1.61(9) eV IMRE [37.1(20) kcal] | HOF(A-)=15.1/2.2 R-EA p:9

.DELTA.eaG(423 K) = -35.8 kcal/mol; .DELTA.eaS = -3.0 eu.
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.98(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ocnnb.zzf]

CBS-QB3    |13.4   |     |     | 1.672|       |51.9   |    |     

G3MP2B3    |18.0   |     |     | 1.461|       |51.6   |    |     

G3MP2B3+   |17.9   |     |     | 1.458|       |51.4   |    |     

G4MP2      |15.1   |     |     | 1.639|       |52.8   |    |     

M062X/Def2T|12.9   |     |     | 1.732|       |52.8   |    |     

B3/6-311++G|35.4   |     |     | 1.944|       |80.1   |    |     

++++++++++++++++++++++++++++++++

mCN-nitrobenzene-.

C7H4N2O2  mw:148.028 Anion CAS: Z-12402-46-9 fg:107 cnt:416

HOF(A.)=  50.0/0.8  03ROU/JIM    |

----

86CHO/HEI    Datum: EA=1.57(9) eV TDEq [36.1(20) kcal] | HOF(A-)=13.9/2.2 R-EA p:9

.DELTA.eaG(423 K) = -34.8 kcal/mol; .DELTA.eaS = -3.2 eu.

----

85FUK/MCI    Datum: EA=1.57(5) eV IMRE [36.3(11) kcal] p:6

.DELTA.eaG(355 K) = -35.2 kcal/mol; .DELTA.eaS =-3.2, estimated from data in 86CHO/HEI.
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.77(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcnnb.zzf]

CBS-QB3    |10.9   |     |     | 1.597|       |47.6   |    |     

G3MP2B3    |14.8   |     |     | 1.417|       |47.4   |    |     

G3MP2B3+   |14.7   |     |     | 1.413|       |47.2   |    |     

G4MP2      |11.9   |     |     | 1.595|       |48.6   |    |     

M062X/Def2T|9.9    |     |     | 1.651|       |47.9   |    |     

B3/6-311++G|31.5   |     |     | 1.891|       |75.0   |    |     

++++++++++++++++++++++++++++++++

pCN-nitrobenzene-.

C7H4N2O2  mw:148.028 Anion CAS: Z-12402-47-0 fg:107 cnt:980

HOF(A.)=  50.9/1.0  03ROU/JIM    |

----

86CHO/HEI    Datum: EA=1.73(9) eV TDEq [39.8(20) kcal] | HOF(A-)=11.1/2.2 R-EA p:9

.DELTA.eaG(423 K) = -38.7 kcal/mol; .DELTA.eaS = -2.7 eu.

----

99HUH/KAN    Datum: EA=1.69(9) eV IMRE [38.9(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

89MOC/GRI    Datum: EA=<1.77(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnnb.zzf]

CBS-QB3    |6.4    |     |     | 1.768|       |47.2   |    |     

G3MP2B3    |10.6   |     |     | 1.585|       |47.1   |    |     

G3MP2B3+   |10.4   |     |     | 1.588|       |46.9   |    |     

G4MP2      |7.9    |     |     | 1.754|       |48.3   |    |     

M062X/Def2T|5.1    |     |     | 1.851|       |47.7   |    |     

B3/6-311++G|26.6   |     |     | 2.088|       |74.7   |    |     

++++++++++++++++++++++++++++++++

pCN-nitrobenzene..NO2-

C7H4N3O4  mw:194.021

Core ion CAS: Z-14797-65-0 Solvent: 619-72-7 fg:488 cnt:1815

HOF(solv)=  50.9/1.0 neut 03ROU/JIM

----

86GRI/CHO    Datum: DaffG= 12.4/2.0 TDAs | HOF(A-)=-12.1/2.2 AfIN p:9

DaffH(X..Y-)= 18.8/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pcnnbno2.zcf]

G3MP2B3    |-10.4  | 13.1|  3.9| 31.0|47.1   |-44.4  

G4MP2      |-9.3   | 12.6|  3.2| 31.4|48.3   |-45.0  

M062X/Def2T|-6.5   | 16.6|  8.4| 27.6|47.7   |-37.6  

B3/6-311++G|15.5   | 14.8|  6.4| 28.2|74.7   |-44.3  

++++++++++++++++++++++++++++++++

mCN-nitrobenzene..NO2-

C7H4N3O4  mw:194.021

Core ion CAS: Z-14797-65-0 Solvent: 619-24-9 fg:488 cnt:1816

HOF(solv)=  50.0/0.8 neut 03ROU/JIM

----

86GRI/CHO    Datum: DaffG= 14.0/2.0 TDAs | HOF(A-)=-14.2/2.2 AfIN p:9

DaffH(X..Y-)= 20.0/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mcnnbno2.zcf]

G3MP2B3    |-12.4  | 15.3|  3.9| 38.4|47.4   |-44.4  

G4MP2      |-10.9  | 14.5|  3.0| 38.6|48.6   |-45.0  

M062X/Def2T|-12.3  | 22.5| 10.8| 39.2|47.9   |-37.6  

B3/6-311++G|16.6   | 14.1|  2.7| 38.2|75.0   |-44.3  

++++++++++++++++++++++++++++++++

2,4,6-triNO2-C6H2CH2-

C7H4N3O6  mw:226.011 Anion CAS: Z-34403-92-4 fg:74 cnt:820

HOF(AH)=  10.4/1.5  94PED/       |

DacidS=22.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 309.0/2.0 IMRE | HOF(A-)=-39.8/2.7 Acid p:6

DacidH(AH)= 315.6/2.2 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

74DZI/CAR    Datum: DacidG= 323.0/5.0 IMRB p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni3phj.zaf]

CBS-QB3    |-40.1  |324.9|317.1|      |0.7    |       |26.3|     

G3MP2B3    |-33.1  |326.3|318.5| 3.676|7.8    |51.8   |26.0|96.1 

G3MP2B3+   |-33.6  |326.5|318.8| 3.665|7.1    |51.1   |25.7|96.1 

G4MP2      |-31.6  |326.0|318.4|      |9.5    |       |25.4|     

M062X/Def2T|-33.9  |319.3|311.7| 3.673|11.4   |51.0   |25.7|91.6 

B3/6-311++G|-1.7   |315.5|307.8| 3.793|50.1   |85.9   |25.8|87.9 

++++++++++++++++++++++++++++++++

1,N6-ethenoadeninide-(N9)

C7H4N5  mw:158.047 Anion CAS: A-36737-31-2 fg:93 cnt:9700

----

08LIU/XU     Datum: DacidH(AH)= 332.0/2.0 IMRB p:8

DacidG(AH)= 325.0/3.0 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ethnoad9.zaf]

CBS-QB3    |54.3   |332.1|324.6| 3.264|87.9   |129.7  |25.2|93.9 

G3MP2B3    |55.2   |332.5|325.0| 3.372|89.9   |133.1  |25.2|95.3 

G4MP2      |55.0   |332.6|325.0| 3.213|89.6   |129.2  |25.3|91.7 

M062X/Def2T|49.3   |333.5|326.0| 3.295|80.5   |125.5  |25.2|97.1 

B3/6-311++G|79.0   |333.2|325.7| 3.225|113.0  |153.5  |25.3|92.6 

++++++++++++++++++++++++++++++++

1,N6-ethenoadeninide-(C2)

C7H4N5  mw:158.047 Anion CAS: A2-36737-31-2 fg:87 cnt:9701

----

08LIU/XU     Datum: DacidH(AH)= 367.0/3.0 IMRB p:8

DacidG(AH)= 360.0/3.0 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ethnoad2.zaf]

CBS-QB3    |90.4   |368.2|360.4| 2.444|87.9   |146.7  |26.4|110.9

G3MP2B3    |90.5   |367.8|359.9| 2.489|89.9   |147.9  |26.6|110.1

G3MP2B3+   |90.5   |367.9|360.1| 2.482|89.7   |147.7  |26.4|110.1

G4MP2      |89.9   |367.5|359.6| 2.324|89.6   |143.4  |26.5|105.9

M062X/Def2T|85.1   |369.3|361.5| 2.313|80.5   |138.4  |26.3|110.0

B3/6-311++G|115.2  |369.5|361.6| 2.350|113.0  |169.4  |26.4|108.4

++++++++++++++++++++++++++++++++

p(.)-benzoate-

C7H4O2  mw:120.022 Anion CAS: Z-56322-08-8 fg:35 cnt:4362

HOF(A.)=  48.4/4.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)=  -9.0/3.0 Est2          |

DacidS=23.7/1.0 Stat | 

----

98WEN/SQU2   Datum: DacidG= 331.6/2.4 CIDC | HOF(A-)=-36.0/3.9 Acid p:8

DacidH(AH)= 338.7/2.4 G+TS EA(ev)= 3.661

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pdba.zaf]

CBS-QB3    |-35.5  |337.8|330.2| 3.827|-7.6   |52.8   |25.4|112.4

G3MP2B3    |-37.4  |338.1|330.5| 3.742|-8.3   |49.0   |25.5|109.4

G3MP2B3+   |-37.5  |338.1|330.4|      |-8.4   |       |25.8|     

G4MP2      |-39.9  |338.0|330.4|      |-10.7  |       |25.4|     

M062X/Def2T|-40.2  |339.3|331.7| 3.750|-14.8  |46.4   |25.6|113.3

B3/6-311++G|-16.1  |337.4|329.8| 3.554|13.7   |65.9   |25.7|104.3

++++++++++++++++++++++++++++++++

m(.)-benzoate-

C7H4O2  mw:120.022 Anion CAS: Z-209523-22-8 fg:35 cnt:4363

HOF(A.)=  48.4/4.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)=  -9.0/3.0 Est2          |

DacidS=25.1/1.0 Stat | 

----

98WEN/SQU2   Datum: DacidG= 330.2/2.4 CIDC | HOF(A-)=-37.0/3.9 Acid p:8

DacidH(AH)= 337.7/2.4 G+TS EA(ev)= 3.704

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mdba.zaf]

CBS-QB3    |-36.7  |336.4|328.8| 2.790|-7.4   |29.0   |25.5|88.5 

G3MP2B3    |-38.5  |336.5|329.0| 2.733|-7.8   |25.9   |25.4|85.8 

G3MP2B3+   |-38.6  |336.5|328.9|      |-7.9   |       |25.7|     

G4MP2      |-40.9  |336.6|329.0|      |-10.3  |       |25.3|     

M062X/Def2T|-41.1  |338.1|330.4| 2.640|-14.5  |20.9   |25.6|87.4 

B3/6-311++G|-17.6  |335.7|328.1| 2.989|14.0   |52.8   |25.6|90.9 

++++++++++++++++++++++++++++++++

o(.)-benzoate-

C7H4O2  mw:120.022 Anion CAS: Z-56322-07-7 fg:35 cnt:4364

HOF(A.)=  48.4/4.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)=  -9.0/3.0 Est2          |

DacidS=23.7/1.0 Stat | 

----

98WEN/SQU2   Datum: DacidG= 330.4/2.4 CIDC | HOF(A-)=-37.2/3.9 Acid p:8

DacidH(AH)= 337.5/2.4 G+TS EA(ev)= 3.713

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [odba.zaf]

CBS-QB3    |-34.0  |337.7|329.9| 2.079|-6.0   |15.2   |26.1|73.3 

G3MP2B3    |-35.5  |337.9|330.2| 0.889|-6.2   |-15.5  |26.0|42.9 

G3MP2B3+   |-35.5  |338.0|330.1|      |-6.3   |       |26.3|     

G4MP2      |-37.9  |337.9|330.1|      |-8.6   |       |25.9|     

M062X/Def2T|-38.3  |339.2|331.4| 2.296|-12.9  |15.8   |26.2|80.8 

B3/6-311++G|-14.7  |337.2|329.3| 2.344|15.4   |40.7   |26.3|77.4 

++++++++++++++++++++++++++++++++

ethynyl-cyclopentadienide-

C7H5  mw:89.039 Anion CAS: N-1352546-30-5 fg:77 cnt:11917

----

25MCG/MCG    Datum: EA=2.03(13) eV LPES p:8

Vertical Detachment Energy: 2.24(3) eV. From C- + benzene, structure assigned based on computational energetics plus spectral simulation.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpcch.zaf]

CBS-QB3    |67.0   |345.2|337.2| 2.171|87.5   |116.8  |27.0|81.5 

G3MP2B3    |61.9   |346.8|338.6| 2.199|82.3   |112.6  |27.5|82.4 

G3MP2B3+   |61.3   |346.4|337.4| 2.235|82.1   |112.5  |30.3|82.6 

G4MP2      |62.2   |346.4|338.6| 2.157|83.0   |111.9  |26.0|81.1 

M062X/Def2T|63.4   |343.2|335.6| 2.233|84.9   |114.9  |25.6|82.1 

B3/6-311++G|82.2   |347.3|338.3| 2.145|102.2  |131.4  |30.3|81.3 

++++++++++++++++++++++++++++++++

C6H5CCl3..Br-

C7H5BrCl3  mw:272.865

Core ion CAS: Z-24959-67-9 Solvent: 98-07-7 fg:483 cnt:2629

HOF(solv)=  -2.9/2.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 3.9/1.0 IMRE | HOF(A-)=-63.6/2.3 AfIN p:8

DaffH(X..Y-)= 9.9/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phccl3br.zcf]

G3MP2B3    |-64.2  | 10.7|  5.2| 18.5|-1.1   |-52.5  

G4MP2      |-63.0  | 10.2|  4.9| 17.6|-0.7   |-52.1  

M062X/Def2T|-63.2  | 13.1|  6.8| 21.1|-1.1   |-49.0  

B3/6-311++G|-24.7  |  9.6|  3.1| 21.5|41.0   |-56.1  

++++++++++++++++++++++++++++++++

C6H5CF3..Br-

C7H5BrF3  mw:224.953

Core ion CAS: Z-24959-67-9 Solvent: 98-08-8 fg:483 cnt:2630

HOF(solv)=-143.2/0.2 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 4.1/1.0 IMRE | HOF(A-)=-204.1/1.2 AfIN p:8

DaffH(X..Y-)= 10.1/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phqbr.zcf]

G3MP2B3    |-208.2 | 11.1|  5.4| 19.1|-144.6 |-52.5  

G4MP2      |-205.7 | 10.7|  5.3| 18.2|-142.9 |-52.1  

M062X/Def2T|-211.3 | 13.6|  7.1| 21.8|-148.7 |-49.0  

B3/6-311++G|-176.7 |  9.9|  3.5| 21.6|-110.6 |-56.1  

++++++++++++++++++++++++++++++++

oCF3-phenol..Br-

C7H5BrF3O  mw:240.948

Core ion CAS: Z-24959-67-9 Solvent: 444-30-4 fg:483 cnt:2602

HOF(solv)=-184.0 Est4              

----

90PAU/KEB2   Datum: DaffG= 14.4/1.0 IMRE | HOF(A-)=-256.1/1.2 AfIN p:8

DaffH(X..Y-)= 21.3/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [oqphobr.zcf]

G3MP2B3    |-264.0 | 25.4| 18.8| 22.1|-186.1 |-52.5  

G4MP2      |-260.8 | 25.1| 18.4| 22.3|-183.7 |-52.1  

M062X/Def2T|-268.2 | 27.5| 20.1| 24.8|-191.7 |-49.0  

B3/6-311++G|-226.9 | 23.0| 15.6| 24.8|-147.8 |-56.1  

++++++++++++++++++++++++++++++++

mCF3-phenol..Br-

C7H5BrF3O  mw:240.948

Core ion CAS: Z-24959-67-9 Solvent: 98-17-9 fg:483 cnt:2603

HOF(solv)=-182.8/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 16.0/1.0 IMRE | HOF(A-)=-256.5/1.6 AfIN p:8

DaffH(X..Y-)= 22.9/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mqphobr.zcf]

G3MP2B3    |-265.6 | 26.8| 19.9| 23.2|-186.3 |-52.5  

G4MP2      |-262.5 | 26.3| 19.5| 22.9|-184.1 |-52.1  

M062X/Def2T|-270.0 | 29.4| 22.6| 22.6|-191.6 |-49.0  

B3/6-311++G|-229.1 | 24.9| 17.4| 25.1|-148.1 |-56.1  

++++++++++++++++++++++++++++++++

pCF3-phenol..Br-

C7H5BrF3O  mw:240.948

Core ion CAS: Z-24959-67-9 Solvent: 402-45-9 fg:483 cnt:2604

HOF(solv)=-182.8/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 16.9/1.0 IMRE | HOF(A-)=-257.4/1.6 AfIN p:8

DaffH(X..Y-)= 23.8/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pqphobr.zcf]

G3MP2B3    |-266.6 | 27.1| 20.2| 23.1|-187.0 |-52.5  

G4MP2      |-263.4 | 26.6| 19.7| 23.2|-184.7 |-52.1  

M062X/Def2T|-271.1 | 29.7| 23.5| 21.0|-192.4 |-49.0  

B3/6-311++G|-230.6 | 25.4| 17.9| 25.2|-149.0 |-56.1  

++++++++++++++++++++++++++++++++

benzonitrile..Br-

C7H5BrN  mw:181.961

Core ion CAS: Z-24959-67-9 Solvent: 100-47-0 fg:483 cnt:2635

HOF(solv)=  51.6/0.5 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 6.2/1.0 IMRE | HOF(A-)=-11.5/1.3 AfIN p:8

DaffH(X..Y-)= 12.2/1.2 G+TS

.DELTA.affG measured at 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phcnbr.zcf]

G3MP2B3    |-15.8  | 13.0|  7.6| 18.2|49.7   |-52.5  

G3MP2B3+   |-15.7  | 12.8|  6.8| 20.1|49.6   |-52.5  

G4MP2      |-14.1  | 12.7|  7.5| 17.6|50.7   |-52.1  

M062X/Def2T|-15.2  | 15.7|  9.3| 21.4|49.5   |-49.0  

B3/6-311++G|2.9    | 11.6|  6.4| 17.7|70.7   |-56.1  

++++++++++++++++++++++++++++++++

oCN-phenol..Br-

C7H5BrNO  mw:197.956

Core ion CAS: Z-24959-67-9 Solvent: 611-20-1 fg:483 cnt:2608

HOF(solv)=   7.8/0.5 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 17.3/1.0 IMRE | HOF(A-)=-67.1/1.3 AfIN p:8

DaffH(X..Y-)= 24.2/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ocnphobr.zcf]

G3MP2B3    |-64.3  | 18.0| 11.8| 21.1|6.3    |-52.5  

G3MP2B3+   |-72.6  | 26.2| 18.8| 24.7|6.1    |-52.5  

G4MP2      |-62.0  | 17.6| 11.1| 21.9|7.7    |-52.1  

M062X/Def2T|-64.7  | 20.1| 13.5| 22.0|4.4    |-49.0  

B3/6-311++G|-48.7  | 24.1| 16.7| 24.7|31.5   |-56.1  

++++++++++++++++++++++++++++++++

mCN-phenol..Br-

C7H5BrNO  mw:197.956

Core ion CAS: Z-24959-67-9 Solvent: 873-62-1 fg:483 cnt:2609

HOF(solv)=   9.0/0.5 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 17.7/1.0 IMRE | HOF(A-)=-66.3/1.3 AfIN p:8

DaffH(X..Y-)= 24.6/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mcnphobr.zcf]

G3MP2B3    |-73.3  | 28.9| 21.9| 23.6|8.1    |-52.5  

G3MP2B3+   |-73.2  | 28.7| 21.3| 24.9|7.9    |-52.5  

G4MP2      |-71.0  | 28.5| 21.5| 23.4|9.6    |-52.1  

M062X/Def2T|-73.8  | 31.6| 25.0| 22.3|6.8    |-49.0  

B3/6-311++G|-49.5  | 26.8| 19.3| 24.9|33.4   |-56.1  

++++++++++++++++++++++++++++++++

pCN-phenol..Br-

C7H5BrNO  mw:197.956

Core ion CAS: Z-24959-67-9 Solvent: 767-00-0 fg:483 cnt:2610

HOF(solv)=   8.4/0.6 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 18.1/1.0 IMRE | HOF(A-)=-67.4/1.4 AfIN p:8

DaffH(X..Y-)= 25.0/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pcnphobr.zcf]

G3MP2B3    |-74.8  | 29.5| 22.4| 23.7|7.2    |-52.5  

G3MP2B3+   |-74.7  | 29.3| 21.9| 25.0|7.1    |-52.5  

G4MP2      |-72.4  | 29.1| 22.1| 23.5|8.7    |-52.1  

M062X/Def2T|-75.8  | 32.4| 25.4| 23.6|5.6    |-49.0  

B3/6-311++G|-51.7  | 27.7| 20.3| 25.0|32.1   |-56.1  

++++++++++++++++++++++++++++++++

oCHO-nitrobenzene..Br-

C7H5BrNO3  mw:229.946

Core ion CAS: Z-24959-67-9 Solvent: 552-89-6 fg:483 cnt:2651

HOF(solv)= -12.6/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 9.1/1.0 IMRE | HOF(A-)=-79.2/1.6 AfIN p:8

DaffH(X..Y-)= 15.7/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ochonbbr.zcf]

G3MP2B3    |-76.8  | 14.5|  8.2| 21.0|-9.8   |-52.5  

G4MP2      |-75.0  | 14.3|  7.6| 22.3|-8.6   |-52.1  

M062X/Def2T|-74.9  | 16.6| 10.1| 21.8|-9.4   |-49.0  

B3/6-311++G|-46.9  | 10.8|  3.5| 24.2|20.0   |-56.1  

++++++++++++++++++++++++++++++++

mCHO-nitrobenzene..Br-

C7H5BrNO3  mw:229.946

Core ion CAS: Z-24959-67-9 Solvent: 99-61-6 fg:483 cnt:2652

HOF(solv)= -12.6/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 10.3/1.0 IMRE | HOF(A-)=-80.4/1.6 AfIN p:8

DaffH(X..Y-)= 16.9/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mchonbbr.zcf]

G3MP2B3    |-82.6  | 15.8| 10.0| 19.6|-14.3  |-52.5  

G4MP2      |-80.7  | 15.4|  9.6| 19.4|-13.2  |-52.1  

M062X/Def2T|-81.2  | 18.1| 11.6| 21.8|-14.1  |-49.0  

B3/6-311++G|-55.8  | 14.2|  7.5| 22.3|14.5   |-56.1  

++++++++++++++++++++++++++++++++

pCN-phenol..Cl-

C7H5ClNO  mw:154.007

Core ion CAS: Z-16887-00-6 Solvent: 767-00-0 fg:482 cnt:1461

HOF(solv)=   8.4/0.6 neut 03SLA/LIE

----

77CUM/FRE #  Datum: DaffG= 27.3/2.0 TDEq p:8

DaffH(X..Y-)= 35.1/2.0 TDEq

Re-anchored to data in 82FRE/IKU.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ncphohcl.zcf]

G3MP2B3    |-82.5  | 33.6| 26.5| 24.0|7.2    |-56.1  

G3MP2B3+   |-82.6  | 33.5| 26.4| 23.8|7.1    |-56.1  

G4MP2      |-80.1  | 33.9| 26.7| 24.1|8.7    |-55.0  

M062X/Def2T|-82.1  | 39.2| 32.1| 23.9|5.6    |-48.4  

B3/6-311++G|-57.4  | 21.8| 25.6| 23.8|32.1   |-56.9  

++++++++++++++++++++++++++++++++

mCl-benzaldehyde-.

C7H5ClO  mw:140.003 Anion CAS: Z-164228-10-8 fg:109 cnt:3434

HOF(A.)= -16.0/1.0 GpAd 93SP     | | S(A.)=92.7/1.0  93SP

----

93MIS/HUH    Datum: EA=0.668(87) eV [15.4(20) kcal] | HOF(A-)=-31.4/2.2 R-EA p:9

.DELTA.eaG(343 K)=-16.0 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

99HUH/KAN    Datum: EA=0.707(87) eV [16.3(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphcho.zzf]

CBS-QB3    |-33.1  |     |     | 0.695|       |-17.3  |    |     

G3MP2B3    |-32.7  |     |     | 0.644|       |-18.0  |    |     

G3MP2B3+   |-32.8  |     |     | 0.643|       |-18.1  |    |     

G4MP2      |-35.2  |     |     | 0.784|       |-17.3  |    |     

M062X/Def2T|-35.6  |     |     | 0.713|       |-19.3  |    |     

B3/6-311++G|-10.2  |     |     | 0.913|       |10.6   |    |     

++++++++++++++++++++++++++++++++

pCl-benzaldehyde-.

C7H5ClO  mw:140.003 Anion CAS: Z-103776-54-1 fg:109 cnt:3435

HOF(A.)= -16.0/1.0 GpAd 93SP     | | S(A.)=91.3/1.0  93SP

----

93MIS/HUH    Datum: EA=0.659(87) eV [15.2(20) kcal] | HOF(A-)=-31.2/2.2 R-EA p:9

.DELTA.eaG(343 K)=-15.8 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

99HUH/KAN    Datum: EA=0.676(87) eV [15.6(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclphcho.zzf]

CBS-QB3    |-32.0  |     |     | 0.635|       |-17.6  |    |     

G3MP2B3    |-31.3  |     |     | 0.569|       |-18.4  |    |     

G3MP2B3+   |-31.4  |     |     | 0.571|       |-18.5  |    |     

G4MP2      |-33.8  |     |     | 0.708|       |-17.7  |    |     

M062X/Def2T|-34.6  |     |     | 0.645|       |-19.9  |    |     

B3/6-311++G|-9.2   |     |     | 0.845|       |10.0   |    |     

++++++++++++++++++++++++++++++++

2-Cl-5-Me-p-benzoquinone-.

C7H5ClO2  mw:155.998 Anion CAS: N-19832-87-2 fg:113 cnt:1125

HOF(A.)= -43.0/4.0 Est1          |

----

85FUK/MCI    Datum: EA=2.11(5) eV IMRE [48.7(11) kcal] | HOF(A-)=-91.7/4.2 R-EA p:9

.DELTA.eaG(355 K) = -47.5 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2cl5rpbq.zzf]

CBS-QB3    |-96.5  |     |     | 2.197|       |-45.8  |    |     

G3MP2B3    |-95.1  |     |     | 2.113|       |-46.4  |    |     

G3MP2B3+   |-95.4  |     |     | 2.115|       |-46.5  |    |     

G4MP2      |-97.3  |     |     | 2.267|       |-44.9  |    |     

M062X/Def2T|-97.4  |     |     | 2.233|       |-45.8  |    |     

B3/6-311++G|-67.8  |     |     | 2.401|       |-12.4  |    |     

++++++++++++++++++++++++++++++++

CpCo(CO)2-.

C7H5CoO2  mw:179.963 Anion CAS: Z-64236-04-0 fg:22 cnt:1907

----

97CAM/MAR    Datum: EA=0.86(20) eV LPES p:9

----

99SUN/SQU    Datum: DaffH= 23.4/2.9 CIDT p:8

Affinity is for CO.bullet..bullet.Cp(CO)Co-.

----

88MCD/SCH    Datum: EA=0.62(10) eV IMRB p:5

Electron affinity between biacetyl and CS2.

++++++++++++++++++++++++++++++++

mF-benzaldehyde-.

C7H5FO  mw:124.033 Anion CAS: N-456-48-4 fg:109 cnt:385

HOF(A.)= -55.0/1.0 GpAd 93SP     | | S(A.)=89.9/1.0  93SP

----

75WEN/KAO    Datum: EA=0.587(6) eV ECD  | HOF(A-)=-68.5/1.0 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphcho.zzf]

CBS-QB3    |-69.8  |     |     | 0.601|       |-56.1  |    |     

G3MP2B3    |-69.6  |     |     | 0.552|       |-57.0  |    |     

G3MP2B3+   |-69.6  |     |     | 0.549|       |-57.1  |    |     

G4MP2      |-71.4  |     |     | 0.702|       |-55.4  |    |     

M062X/Def2T|-73.6  |     |     | 0.623|       |-59.3  |    |     

B3/6-311++G|-50.7  |     |     | 0.833|       |-31.6  |    |     

++++++++++++++++++++++++++++++++

pF-benzaldehyde-.

C7H5FO  mw:124.033 Anion CAS: Z-34473-59-1 fg:109 cnt:387

HOF(A.)= -55.0/1.0 GpAd 93SP     | | S(A.)=88.5/1.0  93SP

----

75WEN/KAO    Datum: EA=0.476(5) eV ECD  | HOF(A-)=-66.0/1.0 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfphcho.zzf]

CBS-QB3    |-65.8  |     |     | 0.408|       |-56.6  |    |     

G3MP2B3    |-65.3  |     |     | 0.337|       |-57.8  |    |     

G3MP2B3+   |-65.4  |     |     | 0.339|       |-57.9  |    |     

G4MP2      |-67.2  |     |     | 0.485|       |-56.2  |    |     

M062X/Def2T|-69.7  |     |     | 0.411|       |-60.4  |    |     

B3/6-311++G|-47.4  |     |     | 0.655|       |-32.6  |    |     

++++++++++++++++++++++++++++++++

oF-benzaldehyde-.

C7H5FO  mw:124.033 Anion CAS: Z-34473-58-0 fg:109 cnt:386

HOF(A.)= -55.0/1.0 GpAd 93SP     | | S(A.)=89.9/1.0  93SP

----

75WEN/KAO    Datum: EA=0.564(6) eV ECD  | HOF(A-)=-68.0/1.0 R-EA p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ofphcho.zzf]

CBS-QB3    |-67.8  |     |     | 0.570|       |-54.8  |    |     

G3MP2B3    |-67.6  |     |     | 0.509|       |-56.0  |    |     

G3MP2B3+   |-67.5  |     |     | 0.502|       |-56.0  |    |     

G4MP2      |-69.4  |     |     | 0.662|       |-54.3  |    |     

M062X/Def2T|-71.4  |     |     | 0.570|       |-58.4  |    |     

B3/6-311++G|-48.4  |     |     | 0.785|       |-30.5  |    |     

++++++++++++++++++++++++++++++++

3,5-diF-C6H3CH2O-

C7H5F2O  mw:143.031 Anion CAS: Z-907564-05-0 fg:32 cnt:6589

HOF(A.)= -63.8/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -116.2/1.0 GpAd 93SP    |

DacidS=22.0/2.0 Stat |  S(A-)=92.6/2.8 Acid |  S(AH)=96.6/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 355.8/2.0 IMRE | HOF(A-)=-119.5/2.3 Acid p:9

DacidH(AH)= 362.4/2.1 G+TS EA(ev)= 2.417

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35f2bzo.zaf]

CBS-QB3    |-119.3 |364.3|357.6|      |-117.8 |       |22.5|     

G3MP2B3    |-119.8 |365.0|357.4| 2.376|-117.5 |-65.0  |25.4|104.6

G3MP2B3+   |-120.1 |364.7|357.8| 2.385|-117.6 |-65.0  |23.2|104.6

G4MP2      |-117.9 |364.7|356.8|      |-115.4 |       |26.4|     

M062X/Def2T|-124.4 |362.3|355.8| 2.288|-122.0 |-71.4  |21.8|102.7

M062X/Def2T|-119.4 |367.3|359.7| 2.084|-122.0 |-71.3  |25.4|102.8

B3/6-311++G|-92.7  |361.2|354.3| 2.288|-86.7  |-39.9  |23.1|98.8 

++++++++++++++++++++++++++++++++

(FSO2)2C(Ph)-

C7H5F2O4S2  mw:254.960 Anion CAS: Z-174191-07-2 fg:72 cnt:2673

DacidS=26.1/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 307.0/2.0 IMRE p:8

DacidH(AH)= 314.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcso2f2.zaf]

G3MP2B3    |-269.7 |315.3|308.0| 4.176|-217.8 |-173.4 |24.4|96.6 

G3MP2B3+   |-268.6 |315.3|307.5| 4.158|-216.7 |-172.7 |26.1|96.1 

G4MP2      |-277.6 |316.0|308.5| 3.876|-226.4 |-188.2 |25.0|90.3 

M062X/Def2T|-269.0 |312.1|304.1| 4.068|-216.5 |-175.2 |26.9|93.3 

B3/6-311++G|-141.4 |309.7|301.6| 4.177|-83.7  |-45.1  |27.0|90.8 

++++++++++++++++++++++++++++++++

C6H5CF3-.

C7H5F3  mw:146.035 Anion CAS: Z-74440-46-3 fg:114 cnt:3459

HOF(A.)= -143.2/0.2  94PED/      |

----

94DES/ABD    Datum: EA=0.0507 eV EFD  | HOF(A-)=-144.4/0.2  p:7

Electron affinity: 2.2 meV. Dipole-bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phq.zzf]

CBS-QB3    |-137.5 |     |     |-0.294|       |-144.8 |    |     

G3MP2B3    |-138.7 |     |     |-0.235|       |-144.6 |    |     

G3MP2B3+   |-138.1 |     |     |-0.262|       |-144.6 |    |     

G4MP2      |-141.3 |     |     |-0.045|       |-142.9 |    |     

M062X/Def2T|-140.3 |     |     |-0.338|       |-148.7 |    |     

B3/6-311++G|-108.9 |     |     |-0.054|       |-110.6 |    |     

++++++++++++++++++++++++++++++++

pCF3-anilide-

C7H5F3N  mw:160.038 Anion CAS: Z-72611-52-0 fg:47 cnt:687

HOF(A.)= -97.6/1.4 D+AH          | BDE(A-H)= 94.2/1.0 SDEA 93BOR/ZHA 

HOF(AH)= -139.7/1.0 GpAd 93SP    |

DacidS=24.5/1.0 Stat |  S(A-)=95.7/1.4 Acid |  S(AH)=97.2/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 346.0/2.0 IMRE | HOF(A-)=-152.1/2.3 Acid p:9

DacidH(AH)= 353.3/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqphnh.zaf]

CBS-QB3    |-155.6 |355.1|347.9| 2.260|-144.9 |-103.5 |24.1|93.5 

G3MP2B3    |-156.7 |354.6|347.4| 2.443|-144.1 |-100.4 |24.4|95.9 

G3MP2B3+   |-156.8 |354.6|347.7| 2.450|-144.2 |-100.4 |23.0|95.9 

G4MP2      |-155.1 |354.6|347.3| 2.261|-142.5 |-103.0 |24.5|91.7 

M062X/Def2T|-159.3 |354.9|347.6| 2.309|-149.5 |-106.1 |24.5|95.5 

B3/6-311++G|-125.5 |352.7|345.5| 2.326|-110.9 |-71.9  |24.0|91.1 

++++++++++++++++++++++++++++++++

mCF3-anilide-

C7H5F3N  mw:160.038 Anion CAS: Z-72611-46-2 fg:47 cnt:686

HOF(A.)= -98.4/1.4 D+AH          | BDE(A-H)= 93.4/1.0 SDEA 93BOR/ZHA 

HOF(AH)= -139.7/1.0 GpAd 93SP    |

DacidS=24.4/1.0 Stat |  S(A-)=97.5/1.4 Acid |  S(AH)=99.1/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 349.6/2.0 IMRE | HOF(A-)=-148.5/2.3 Acid p:9

DacidH(AH)= 356.9/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqphnh.zaf]

CBS-QB3    |-151.9 |358.2|350.8| 2.111|-144.4 |-103.3 |24.6|93.1 

G3MP2B3    |-153.2 |357.5|350.1| 2.293|-143.5 |-100.3 |24.9|95.3 

G3MP2B3+   |-153.3 |357.4|349.8| 2.299|-143.5 |-100.4 |25.5|95.3 

G4MP2      |-151.6 |357.4|350.0| 2.114|-141.9 |-102.9 |25.0|91.0 

M062X/Def2T|-155.3 |358.2|350.8| 2.130|-148.7 |-106.2 |24.6|94.6 

B3/6-311++G|-120.5 |356.6|349.0| 2.117|-109.8 |-71.8  |25.5|90.1 

++++++++++++++++++++++++++++++++

oCF3-anilide-

C7H5F3N  mw:160.038 Anion CAS: Z-952701-57-4 fg:47 cnt:11592

----

11TAF/       Datum: DacidG= 347.5/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oqphnh.zaf]

CBS-QB3    |-153.2 |356.9|349.3| 2.197|-144.3 |-102.6 |25.4|93.8 

G3MP2B3    |-154.5 |356.2|348.6| 2.387|-143.5 |-99.5  |25.7|96.2 

G4MP2      |-152.7 |356.1|348.4| 2.210|-141.7 |-101.8 |25.9|92.0 

M062X/Def2T|-157.0 |356.6|349.2| 2.282|-148.9 |-103.9 |24.9|97.2 

B3/6-311++G|-121.7 |354.9|347.5| 2.238|-109.4 |-70.2  |25.1|91.3 

++++++++++++++++++++++++++++++++

pSO2CF3-anilide-

C7H5F3NO2S  mw:224.000 Anion CAS: Z-951794-22-2 fg:47 cnt:697 BDE(A-H)= 91.7/2.0 Est2 93BOR/ZHA 

DacidS=24.4/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 331.3/2.0 IMRE p:9

DacidH(AH)= 338.6/2.1 G+TS EA(ev)= 2.894

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptfphnh.zaf]

CBS-QB3    |-227.3 |339.3|332.1|      |-200.8 |       |23.9|     

G3MP2B3    |-223.3 |339.1|332.0| 3.228|-195.2 |-148.9 |23.7|98.5 

G3MP2B3+   |-223.1 |339.1|331.9| 3.229|-195.0 |-148.6 |24.0|98.5 

G4MP2      |-224.3 |338.9|331.9| 2.977|-196.1 |-155.6 |23.7|92.6 

M062X/Def2T|-223.3 |339.5|332.3| 3.101|-198.1 |-151.7 |24.1|98.5 

B3/6-311++G|-143.4 |339.0|331.8| 3.032|-115.1 |-73.5  |24.2|93.7 

++++++++++++++++++++++++++++++++

mSO2CF3-anilide-

C7H5F3NO2S  mw:224.000 Anion CAS: Z-152857-87-9 fg:47 cnt:696 BDE(A-H)= 93.4/1.0 SDEA 93BOR/ZHA 

DacidS=24.4/2.0 Stat | 

----

87TAF/TOP    Datum: DacidG= 339.6/2.0 IMRE p:9

DacidH(AH)= 346.9/2.1 G+TS EA(ev)= 2.607

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mtfphnh.zaf]

CBS-QB3    |-215.7 |349.1|341.7|      |-199.1 |       |24.9|     

G3MP2B3    |-212.1 |348.4|341.1| 2.764|-193.3 |-148.3 |24.8|97.1 

G3MP2B3+   |-211.9 |348.4|341.0| 2.768|-193.1 |-148.1 |25.0|97.1 

G4MP2      |-212.9 |348.4|341.0| 2.510|-194.1 |-155.0 |24.8|91.2 

M062X/Def2T|-210.7 |349.2|341.8| 2.586|-195.2 |-151.1 |24.8|96.2 

B3/6-311++G|-132.3 |347.7|340.3| 2.572|-112.8 |-73.1  |25.0|91.8 

++++++++++++++++++++++++++++++++

CF3SO2N(Ph)-

C7H5F3NO2S  mw:224.000 Anion CAS: A-456-64-4 fg:49 cnt:2511

DacidS=24.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 313.5/2.0 IMRE p:9

DacidH(AH)= 320.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tfnph.zaf]

CBS-QB3    |-242.9 |319.9|312.6|      |-197.1 |       |24.7|     

G3MP2B3    |-237.5 |320.3|313.2| 3.753|-190.6 |-150.7 |23.8|92.0 

G3MP2B3+   |-237.1 |320.7|313.7| 3.740|-190.6 |-150.8 |23.3|91.9 

G4MP2      |-238.7 |320.7|313.6| 3.502|-192.2 |-157.7 |24.0|86.6 

M062X/Def2T|-239.4 |320.7|313.9| 3.628|-195.4 |-155.5 |22.8|92.0 

B3/6-311++G|-153.8 |321.0|313.6| 3.449|-107.5 |-74.1  |24.9|85.5 

++++++++++++++++++++++++++++++++

mSCF3-anilide-

C7H5F3NS  mw:192.010 Anion CAS: A-369-68-6 fg:47 cnt:691

HOF(A.)= -92.4/4.5 D+AH          | BDE(A-H)= 90.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -131.0/4.0 Est3         |

DacidS=24.4/2.0 Stat | 

----

87TAF/TOP    Datum: DacidG= 348.0/2.0 IMRE | HOF(A-)=-141.4/4.5 Acid p:9

DacidH(AH)= 355.3/2.1 G+TS EA(ev)= 2.126

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [msqphnh.zaf]

CBS-QB3    |-139.9 |357.0|349.3| 2.172|-131.1 |-89.9  |25.8|93.3 

G3MP2B3    |-140.1 |356.4|349.3| 2.356|-129.4 |-85.9  |24.1|95.6 

G3MP2B3+   |-140.3 |356.2|348.5| 2.368|-129.3 |-85.8  |25.8|95.6 

G4MP2      |-139.0 |356.4|349.2| 2.159|-128.2 |-89.3  |24.1|91.0 

M062X/Def2T|-141.8 |357.1|349.6| 2.176|-134.2 |-91.7  |25.2|94.6 

B3/6-311++G|-98.5  |355.7|348.3| 2.154|-86.9  |-48.9  |24.9|90.1 

++++++++++++++++++++++++++++++++

pSCF3-anilide-

C7H5F3NS  mw:192.010 Anion CAS: Z-1056040-18-6 fg:47 cnt:693

HOF(A.)= -92.4/4.5 D+AH          | BDE(A-H)= 90.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -131.0/4.0 Est3         |

DacidS=24.4/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 343.7/2.0 IMRE | HOF(A-)=-145.7/4.5 Acid p:9

DacidH(AH)= 351.0/2.1 G+TS EA(ev)= 2.313

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [psqan.zaf]

CBS-QB3    |-144.8 |352.6|345.2|      |-131.7 |       |25.0|     

G3MP2B3    |-145.1 |352.3|345.1| 2.568|-130.1 |-85.9  |24.2|96.3 

G3MP2B3+   |-145.2 |352.1|344.7| 2.562|-130.1 |-86.2  |24.8|96.0 

G4MP2      |-144.0 |352.2|345.0| 2.375|-129.0 |-89.3  |24.0|91.8 

M062X/Def2T|-147.7 |352.5|345.1| 2.411|-135.5 |-92.0  |24.9|95.6 

B3/6-311++G|-103.9 |351.4|344.0| 2.375|-88.1  |-49.2  |24.9|91.0 

++++++++++++++++++++++++++++++++

(CF3CH2O2C)2CH-

C7H5F6O4  mw:267.010 Anion CAS: Z-771586-03-9 fg:66 cnt:6501

DacidS=24.1 Calc | 

----

04MIS/MAT    Datum: DacidG= 324.2/2.0 IMRE p:9

DacidH(AH)= 331.4 G+TS

Composite computational methods (18BAR/) indicate the keto form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [xco2jq2u.zaf]

G3MP2B3    |-537.2 |316.0|308.3| 3.511|-486.0 |-456.1 |25.7|82.0 

G3MP2B3+   |-537.3 |315.9|308.1| 3.526|-486.0 |-455.9 |26.1|82.2 

G4MP2      |-532.2 |316.2|308.6| 3.157|-481.3 |-459.3 |25.8|74.1 

M062X/Def2T|-550.2 |312.3|304.4| 3.525|-497.7 |-468.8 |26.5|81.1 

B3/6-311++G|-481.0 |306.9|298.9| 3.638|-420.6 |-397.0 |26.9|75.8 

++++++++++++++++++++++++++++++++

CO..Cp(CO)Fe-

C7H5FeO2  mw:176.964 Anion CAS: Z-12107-09-4 fg:22 cnt:4882

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

99SUN/SQU    Datum: DaffH= 44.9/3.8 CIDT | HOF(A-)=-14.0 AfIN p:8

++++++++++++++++++++++++++++++++

(CO)3Fe-butadienide-

C7H5FeO3  mw:192.959 Anion CAS: Z-796875-65-5 fg:22 cnt:2728

----

87WAN/SQU    Datum: DacidG= 340.0/5.0 IMRB p:7

Butadiene-Fe(CO)3 deprotonated by PhO-, not by N3-.

++++++++++++++++++++++++++++++++

mCN-phenol..I-

C7H5INO  mw:245.942

Core ion CAS: Z-20461-54-5 Solvent: 873-62-1 fg:484 cnt:2620

HOF(solv)=   9.0/0.5 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 14.1/1.0 IMRE | HOF(A-)=-56.3/1.3 AfIN p:8

DaffH(X..Y-)= 20.4/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mcnphohi.zc0]

M062X/Def2T|-62.5  | 25.7| 19.1| 21.9|6.8    |-43.7  

++++++++++++++++++++++++++++++++

pCN-phenol..I-

C7H5INO  mw:245.942

Core ion CAS: Z-20461-54-5 Solvent: 767-00-0 fg:484 cnt:2621

HOF(solv)=   8.4/0.6 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 14.9/1.0 IMRE | HOF(A-)=-57.8/1.3 AfIN p:8

DaffH(X..Y-)= 21.2/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pcnphohi.zc0]

M062X/Def2T|-64.5  | 26.4| 19.8| 21.9|5.6    |-43.7  

++++++++++++++++++++++++++++++++

CO..Cp(CO)Mn-

C7H5MnO2  mw:175.968 Anion CAS: Z-223448-73-5 fg:22 cnt:4880

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

99SUN/SQU    Datum: DaffH= 42.8/3.3 CIDT | HOF(A-)=-80.0/3.4 AfIN p:8

++++++++++++++++++++++++++++++++

benzonitrile-.

C7H5N  mw:103.043 Anion CAS: Z-34478-18-7 fg:108 cnt:375

HOF(A.)=  51.6/0.5  94PED/       |

----

15DIX/KHU    Datum: EA=0.058(5) eV LPD  | HOF(A-)=50.2/0.5  p:9

The stated EA is the Vertical Detachment Energy.
###### the following are "below the line": evaluated as not accurate ####

----

83ZLA/LEE    Datum: EA=0.26(10) eV ECD  p:4

----

75WEN/KAO    Datum: EA=0.239(5) eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcn.zzf]

CBS-QB3    |51.9   |     |     | 0.079|       |53.3   |    |     

G3MP2B3    |46.7   |     |     | 0.144|       |49.7   |    |     

G3MP2B3+   |46.6   |     |     | 0.144|       |49.6   |    |     

G4MP2      |45.0   |     |     | 0.263|       |50.7   |    |     

M062X/Def2T|47.7   |     |     | 0.094|       |49.5   |    |     

B3/6-311++G|64.9   |     |     | 0.267|       |70.7   |    |     

++++++++++++++++++++++++++++++++

PhCON-.

C7H5NO  mw:119.038 Anion CAS: Z-952495-15-7 fg:48 cnt:8414

HOF(A.)=  26.3/6.3 D+AH          | BDE(A-H)= 102.5/3.3 IMRB 07WIJ/WEN

HOF(AH)=  30.8/4.2 d+ah          |

DacidS=25.8/2.0 Calc | 

----

07WIJ/WEN2   Datum: HOF(A-)=7.9/2.2 CIDT p:7

----

07WIJ/WEN2   Datum: DacidG= 339.6/2.4 IMRB | HOF(A-)=12.4/4.9 Acid p:7

DacidH(AH)= 347.3/2.5 G+TS EA(ev)= 0.601

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcon.zzf]

CBS-QB3    |11.0   |340.6|333.0| 2.731|36.2   |74.1   |25.4|90.0 

G3MP2B3    |7.5    |340.6|333.0| 2.779|34.2   |71.7   |25.5|89.6 

G3MP2B3+   |7.4    |340.9|333.2| 2.780|33.8   |71.6   |25.8|89.9 

G4MP2      |5.2    |340.6|333.1| 2.929|31.8   |72.9   |25.3|93.1 

M062X/Def2T|8.6    |340.6|333.3| 2.926|32.8   |76.2   |24.4|95.5 

B3/6-311++G|27.1   |341.6|334.0| 3.092|52.7   |98.4   |25.8|97.9 

++++++++++++++++++++++++++++++++

mCHO-nitrobenzene-.

C7H5NO3  mw:151.027 Anion CAS: Z-40951-85-7 fg:107 cnt:1638

HOF(A.)= -12.6/1.0 GpAd 93SP     |

----

89CHO/KIS    Datum: EA=1.43(9) eV IMRE [33.0(20) kcal] | HOF(A-)=-45.6/2.2 R-EA p:9

.DELTA.eaG(423 K) = -31.7 kcal/mol, .DELTA.S = -2 eu estimated.

----

93MIS/HUH    Datum: EA=1.34(9) eV IMRE [30.8(20) kcal] p:6

.DELTA.eaG(343 K)=-31.4 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mchonb.zzf]

CBS-QB3    |-49.1  |     |     | 1.463|       |-15.4  |    |     

G3MP2B3    |-44.2  |     |     | 1.298|       |-14.3  |    |     

G3MP2B3+   |-44.4  |     |     | 1.301|       |-14.5  |    |     

G4MP2      |-47.5  |     |     | 1.487|       |-13.2  |    |     

M062X/Def2T|-48.6  |     |     | 1.500|       |-14.1  |    |     

B3/6-311++G|-27.1  |     |     | 1.809|       |14.5   |    |     

++++++++++++++++++++++++++++++++

oCHO-nitrobenzene-.

C7H5NO3  mw:151.027 Anion CAS: Z-57643-03-5 fg:107 cnt:1637

HOF(A.)= -12.6/1.0 GpAd 93SP     |

----

89CHO/KIS    Datum: EA=1.56(9) eV IMRE [35.9(20) kcal] | HOF(A-)=-48.5/2.2 R-EA p:9

.DELTA.eaG(423 K) = -34.6 kcal/mol, .DELTA.S = -3 eu estimated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ochonb.zzf]

CBS-QB3    |-48.0  |     |     | 1.599|       |-11.1  |    |     

G3MP2B3    |-42.6  |     |     | 1.422|       |-9.8   |    |     

G3MP2B3+   |-42.7  |     |     | 1.412|       |-10.2  |    |     

G4MP2      |-45.7  |     |     | 1.610|       |-8.6   |    |     

M062X/Def2T|-47.9  |     |     | 1.674|       |-9.4   |    |     

B3/6-311++G|-24.6  |     |     | 1.938|       |20.0   |    |     

++++++++++++++++++++++++++++++++

pCHO-nitrobenzene-.

C7H5NO3  mw:151.027 Anion CAS: Z-34512-33-9 fg:107 cnt:1639

HOF(A.)= -12.6/1.0 GpAd 93SP     |

----

89CHO/KIS    Datum: EA=1.69(9) eV IMRE [39.0(20) kcal] | HOF(A-)=-51.6/2.2 R-EA p:9

.DELTA.eaG(423 K) = -37.7 kcal/mol, .DELTA.S = -3 eu estimated.

----

99HUH/KAN    Datum: EA=1.65(9) eV IMRE [38.1(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

93MIS/HUH    Datum: EA=1.63(9) eV IMRE [37.7(20) kcal] p:6

.DELTA.eaG(343 K)=-29.4 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pchonb.zzf]

CBS-QB3    |-55.6  |     |     | 1.754|       |-15.2  |    |     

G3MP2B3    |-50.5  |     |     | 1.585|       |-13.9  |    |     

G3MP2B3+   |-50.7  |     |     | 1.584|       |-14.2  |    |     

G4MP2      |-53.5  |     |     | 1.758|       |-12.9  |    |     

M062X/Def2T|-55.6  |     |     | 1.816|       |-13.7  |    |     

B3/6-311++G|-33.5  |     |     | 2.101|       |15.0   |    |     

++++++++++++++++++++++++++++++++

(CO2)2..pyridine-.

C7H5NO4  mw:167.022 fg:305 cnt:5183

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

00HAN/CHU    Datum: EA=1.58(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

2,6-Pyridinedicarboxylic acid-. (Dipicolinic acid)

C7H5NO4  mw:167.022 Anion CAS: Z-34527-64-5 fg:102 cnt:10041

----

07LIP/EUS    Datum: EA=1.17(5) eV LPES p:8

Vertical Detachment Energy:1.50(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2n3co2ba.zzf]

CBS-QB3    |-174.2 |     |     | 1.123|       |-148.5 |    |     

G3MP2B3    |-171.4 |     |     | 1.082|       |-146.6 |    |     

M062X/Def2T|-175.9 |     |     | 1.093|       |-150.9 |    |     

B3/6-311++G|-142.0 |     |     | 1.321|       |-111.7 |    |     

++++++++++++++++++++++++++++++++

7-aza-indol-6-ide-

mw:117.045 Anion CAS: Z-152955-53-8 fg:87 cnt:11989

----

25KAN/BRE3   Datum: EA=2.200(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [7aindol6.zaf]

CBS-QB3    |63.9   |381.4|373.7| 2.317|48.3   |117.5  |25.9|121.3

G3MP2B3    |60.8   |381.1|373.4| 2.394|47.0   |116.2  |25.8|121.3

G3MP2B3+   |60.8   |381.1|373.4| 2.393|46.8   |116.2  |25.8|121.4

G4MP2      |60.7   |380.8|373.1| 2.258|47.1   |113.0  |25.8|118.0

M062X/Def2T|62.3   |382.5|374.9| 2.053|44.5   |109.8  |25.8|117.4

B3/6-311++G|82.2   |381.8|374.1| 2.206|67.7   |133.2  |25.8|117.7

++++++++++++++++++++++++++++++++

7-aza-indol-5-ide-

mw:117.045 Anion CAS: Z-132145-68-7 fg:87 cnt:11990

----

25KAN/BRE3   Datum: EA=1.918(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [7aindol5.zaf]

CBS-QB3    |73.8   |391.2|383.2| 1.904|48.3   |117.6  |26.8|121.4

G3MP2B3    |70.4   |390.6|382.4| 2.027|47.0   |117.0  |27.3|122.1

G3MP2B3+   |70.3   |390.7|382.6| 2.026|46.8   |116.9  |27.2|122.2

G4MP2      |70.4   |390.4|382.3| 1.887|47.1   |113.8  |27.0|118.7

M062X/Def2T|73.1   |393.3|385.3| 1.622|44.5   |110.4  |27.0|118.0

B3/6-311++G|92.4   |392.0|383.9| 1.765|67.7   |133.0  |27.1|117.4

++++++++++++++++++++++++++++++++

indazolide-

C7H5N2  mw:117.046 Anion CAS: Z-53857-55-9 fg:51 cnt:1251

HOF(AH)=  58.1/0.3  20FRE/RIB    |

DacidS=26.0/2.0 Stat | 

----

88CAT/CLA    Datum: DacidG= 340.6/2.0 IMRE | HOF(A-)=40.7/2.1 Acid p:9

DacidH(AH)= 348.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [indazole.zaf]

CBS-QB3    |40.5   |346.7|339.2| 2.875|59.5   |107.0  |25.2|99.5 

G3MP2B3    |38.0   |346.9|339.5| 2.960|58.2   |106.4  |25.0|100.2

G3MP2B3+   |37.8   |346.9|339.4| 2.963|58.1   |106.3  |25.2|100.3

G4MP2      |37.8   |346.9|339.5| 2.853|58.0   |103.7  |25.1|97.8 

M062X/Def2T|39.0   |348.6|341.1| 2.833|55.1   |104.4  |25.3|101.5

B3/6-311++G|60.2   |348.4|340.9| 2.752|79.1   |123.8  |25.1|96.8 

++++++++++++++++++++++++++++++++

pCN-anilide-

C7H5N2  mw:117.046 Anion CAS: Z-66365-37-5 fg:47 cnt:674

HOF(A.)=  94.1/1.4 D+AH          | BDE(A-H)= 92.9/1.0 SDEA 93BOR/ZHA 

HOF(AH)=  53.3/1.0 GpAd 93SP     |

DacidS=24.5/1.0 Stat |  S(A-)=83.8/1.4 Acid |  S(AH)=85.3/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 341.5/2.0 IMRE | HOF(A-)=36.4/2.3 Acid p:9

DacidH(AH)= 348.8/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnphnh.zaf]

CBS-QB3    |36.9   |349.8|342.5| 2.453|52.8   |93.5   |24.5|92.7 

G3MP2B3    |32.0   |349.3|342.0| 2.672|49.8   |93.6   |24.6|95.9 

G3MP2B3+   |31.6   |349.2|341.8| 2.683|49.7   |93.5   |24.8|95.9 

G4MP2      |32.8   |349.4|342.0| 2.557|50.6   |91.8   |24.7|93.3 

M062X/Def2T|32.4   |349.1|341.7| 2.561|48.0   |91.4   |24.8|95.6 

B3/6-311++G|50.7   |348.1|340.7| 2.511|69.9   |108.6  |24.8|90.9 

++++++++++++++++++++++++++++++++

mCN-anilide-

C7H5N2  mw:117.046 Anion CAS: Z-72611-44-0 fg:47 cnt:673

HOF(A.)=  93.0/1.4 D+AH          | BDE(A-H)= 91.8/1.0 SDEA 93BOR/ZHA 

HOF(AH)=  53.3/1.0 GpAd 93SP     |

DacidS=24.4/1.0 Stat |  S(A-)=85.1/1.4 Acid |  S(AH)=86.7/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 345.7/2.0 IMRE | HOF(A-)=40.6/2.3 Acid p:9

DacidH(AH)= 353.0/2.0 G+TS EA(ev)= 2.274

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcnphnh.zaf]

CBS-QB3    |42.5   |354.6|347.2| 2.295|53.6   |95.3   |24.7|93.8 

G3MP2B3    |37.5   |353.9|346.5| 2.500|50.8   |95.1   |24.9|96.4 

G3MP2B3+   |37.2   |353.8|346.3| 2.507|50.6   |94.9   |25.0|96.4 

G4MP2      |38.2   |353.8|346.4| 2.385|51.6   |93.1   |25.0|93.7 

M062X/Def2T|39.3   |354.6|347.2| 2.316|49.5   |92.7   |24.8|95.3 

B3/6-311++G|57.8   |353.6|346.2| 2.272|71.5   |110.1  |24.9|90.8 

++++++++++++++++++++++++++++++++

7-azaindol-7-ide-

C7H5N2  mw:117.046 Anion CAS: Z-131862-49-2 fg:51 cnt:11294

HOF(AH)=  51.0/3.0  88LIE/       |

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25KAN/BRE3   Datum: EA=3() eV LPEI [21751(6) cm-1] p:9

dipole-bound state at 160(10) cm-1.

----

20NOB/MAR    Datum: EA=2.697(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [7azindol.zaf]

CBS-QB3    |30.8   |348.2|340.7| 2.742|48.3   |94.1   |25.2|97.9 

G3MP2B3    |28.3   |348.5|341.0| 2.843|47.0   |93.9   |25.1|99.0 

G3MP2B3+   |28.1   |348.4|340.9| 2.847|46.8   |93.8   |25.2|99.1 

G4MP2      |28.4   |348.4|340.9| 2.742|47.1   |91.7   |25.2|96.7 

M062X/Def2T|27.9   |349.6|342.1| 2.715|43.0   |90.6   |25.3|99.7 

B3/6-311++G|49.9   |349.5|342.0| 2.665|67.7   |111.4  |25.2|95.9 

++++++++++++++++++++++++++++++++

6-azaindolide-

C7H5N2  mw:117.046 Anion CAS: Z-132145-68-7 fg:51 cnt:11295

----

20NOB/MAR    Datum: EA=2.830(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [6azindol.zaf]

CBS-QB3    |29.3   |342.2|334.8| 2.889|52.8   |96.0   |24.9|95.4 

G3MP2B3    |26.8   |342.4|335.0| 2.974|51.7   |95.6   |24.8|96.0 

G3MP2B3+   |26.6   |342.3|334.9| 2.977|51.5   |95.4   |24.9|96.0 

M062X/Def2T|26.7   |343.5|336.1| 2.870|47.8   |92.9   |25.0|97.2 

B3/6-311++G|48.5   |343.3|335.9| 2.784|72.5   |112.8  |24.9|92.4 

++++++++++++++++++++++++++++++++

5-azaindolide-

C7H5N2  mw:117.046 Anion CAS: Z-152955-53-8 fg:51 cnt:11296

----

20NOB/MAR    Datum: EA=2.76(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [5azindol.zaf]

CBS-QB3    |29.1   |342.6|335.1| 2.810|52.2   |94.0   |24.9|93.8 

G3MP2B3    |26.5   |342.8|335.4| 2.899|50.9   |93.5   |24.8|94.7 

G3MP2B3+   |26.4   |342.8|335.4| 2.903|50.8   |93.4   |24.9|94.7 

M062X/Def2T|26.3   |344.0|336.6| 2.779|47.0   |90.5   |25.0|95.6 

B3/6-311++G|48.2   |343.6|336.2| 2.712|71.9   |110.8  |24.9|91.1 

++++++++++++++++++++++++++++++++

oCN-anilide-

C7H5N2  mw:117.046 Anion CAS: Z-152857-84-6 fg:47 cnt:11593

----

11TAF/       Datum: DacidG= 343.9/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ocnphnh.zaf]

CBS-QB3    |38.0   |351.8|344.4| 2.412|51.9   |93.6   |24.7|93.8 

G3MP2B3    |32.9   |351.3|343.9| 2.631|48.8   |93.5   |24.8|96.8 

G4MP2      |33.6   |351.2|343.8| 2.519|49.6   |91.7   |24.9|94.2 

M062X/Def2T|33.8   |351.6|344.2| 2.516|46.9   |92.4   |24.7|97.6 

B3/6-311++G|52.8   |350.6|343.2| 2.430|69.4   |108.8  |24.8|91.5 

++++++++++++++++++++++++++++++++

benzoimidazol-2-onide-

C7H5N2O  mw:133.041 Anion CAS: Z-99045-57-5 fg:48 cnt:11464

DacidS=25.1/2.0 CIDC | 

----

22DAV/TIR    Datum: DacidH(AH)= 345.3/2.2 CIDC p:8

DacidG(AH)= 337.9/2.2 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bimidazo.zaf]

CBS-QB3    |-38.5  |343.8|336.3| 2.716|-16.6  |24.1   |25.3|92.7 

G3MP2B3    |-39.4  |343.7|336.0| 2.873|-15.9  |26.7   |26.0|94.8 

G3MP2B3+   |-39.6  |343.6|335.8| 2.878|-16.0  |26.6   |26.2|94.8 

G4MP2      |-38.8  |343.7|336.0| 2.736|-15.3  |24.2   |25.8|91.6 

M062X/Def2T|-42.3  |344.8|337.1| 2.703|-22.4  |19.9   |25.6|94.4 

B3/6-311++G|-16.1  |344.3|336.5| 2.645|6.9    |44.8   |26.2|90.0 

++++++++++++++++++++++++++++++++

pyrido[2,3]pyrazine-.

C7H5N3  mw:131.049 Anion CAS: Z-72682-65-6 fg:105 cnt:2280

----

89DIL/KEB2   Datum: EA=1.00(9) eV IMRE [23.1(20) kcal] p:8

.DELTA.eaG(423 K) = -22.5 kcal/mol; .DELTA.eaS =-1.5, taken as that of anthracene, from 87KEB/CHO. 1,4,5-triazanaphthalene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrpyraz.zzf]

CBS-QB3    |51.9   |     |     | 1.032|       |75.6   |    |     

G3MP2B3    |51.9   |     |     | 0.997|       |74.7   |    |     

G3MP2B3+   |51.8   |     |     | 0.998|       |74.6   |    |     

M062X/Def2T|49.7   |     |     | 0.941|       |71.2   |    |     

B3/6-311++G|69.2   |     |     | 1.115|       |94.7   |    |     

++++++++++++++++++++++++++++++++

PhCO-

C7H5O  mw:105.035 Anion CAS: Z-78944-74-8 fg:85 cnt:7464

HOF(A.)=  26.0/1.2 D+AH          | BDE(A-H)= 86.9/1.0  82MCM/GOL     

HOF(AH)=  -8.8/0.7  94PED/       |

DacidS=26.0/3.0 Stat | 

----

84KLE/NIB2   Datum: DacidG= 379.9/4.0 IMRB | HOF(A-)=13.2/4.2 Acid p:7

DacidH(AH)= 387.7/4.1 G+TS EA(ev)= 0.557

----

20AME/ART    Datum: DacidH(AH)= 396.6/4.6 EIAE p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phco-l.zaf]

CBS-QB3    |14.6   |388.6|379.8| 0.734|-8.2   |31.2   |29.3|91.5 

G3MP2B3    |10.7   |388.5|379.8| 0.778|-10.6  |28.3   |29.3|91.0 

G3MP2B3+   |10.5   |388.4|380.1| 0.777|-10.7  |28.2   |27.9|91.0 

G4MP2      |10.9   |387.8|379.1| 0.684|-9.8   |26.3   |29.1|88.2 

M062X/Def2T|14.4   |390.2|381.9| 0.565|-11.1  |27.2   |28.0|90.4 

B3/6-311++G|32.3   |387.9|379.6| 0.699|11.7   |48.2   |27.8|88.6 

++++++++++++++++++++++++++++++++

mCH:-phenoxide-

C7H5O  mw:105.035 Anion CAS: Z-198477-61-1 fg:33 cnt:4302

DacidS=23.0/1.0 Stat | 

----

97HU_/HIL    Datum: DacidG= 336.1/2.5 CIDC p:7

DacidH(AH)= 343.0/2.5 G+TS

Calculations imply singlet carbene in anion, triplet in phenol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mchpho-s.zaf]

CBS-QB3    |43.3   |335.8|328.6|      |73.2   |       |24.3|     

G3MP2B3    |39.2   |336.1|328.9| 3.021|70.2   |108.9  |24.5|90.8 

G3MP2B3+   |39.1   |336.1|328.8| 3.109|70.2   |111.0  |24.6|92.9 

G4MP2      |40.0   |336.1|328.8| 2.909|71.0   |107.1  |24.6|88.2 

M062X/Def2T|43.7   |337.9|330.6| 3.008|70.5   |113.4  |24.6|95.0 

B3/6-311++G|59.1   |334.1|326.8| 2.879|92.3   |125.7  |24.7|85.5 

++++++++++++++++++++++++++++++++

PhCOS-

C7H5OS  mw:137.007 Anion CAS: Z-35542-25-7 fg:56 cnt:6931

DacidS=23.7/3.0 Calc | 

----

07EYE/BIE    Datum: DacidG= 323.0/5.0 IMRB p:8

DacidH(AH)= 330.1/5.1 G+TS

Acid: PhC(=O)SH. Between HCl, HBr.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcos.zaf]

CBS-QB3    |-46.5  |330.7|323.7| 3.099|-11.4  |25.1   |23.2|88.6 

G3MP2B3    |-48.8  |331.5|324.5| 3.082|-13.1  |22.4   |23.3|87.6 

G3MP2B3+   |-49.0  |331.5|324.4| 3.083|-13.3  |22.2   |23.7|87.6 

G4MP2      |-47.9  |331.8|324.9| 2.959|-12.5  |20.5   |23.4|85.2 

M062X/Def2T|-46.4  |332.0|325.5| 2.948|-13.8  |21.7   |21.9|87.6 

B3/6-311++G|-19.3  |331.2|324.1| 2.944|16.7   |48.7   |23.8|84.1 

++++++++++++++++++++++++++++++++

benzoquinone-CH2-

C7H5O2  mw:121.030 Anion CAS: A-553-97-9 fg:74 cnt:11723

HOF(AH)= -37.1/2.0 Est3 88LIA/BAR|
###### the following are "below the line": evaluated as not accurate ####

----

24CHE/PEL    Datum: DacidH(AH)= 352.8/2.3 EIAE | HOF(A-)=-50.0/3.1 Acid p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bqj.zaf]

CBS-QB3    |-56.8  |346.7|339.8| 2.280|-37.8  |-4.2   |23.1|85.7 

G3MP2B3    |-60.4  |346.8|339.8| 2.526|-39.9  |-2.1   |23.2|90.0 

G3MP2B3+   |-60.6  |346.7|339.6| 2.540|-40.1  |-2.0   |23.8|90.2 

G4MP2      |-58.7  |346.8|339.9| 2.365|-38.4  |-4.1   |23.3|86.3 

M062X/Def2T|-56.4  |345.1|338.0| 2.312|-36.9  |-3.1   |23.9|85.9 

B3/6-311++G|-36.5  |343.1|336.0| 2.377|-12.3  |18.3   |23.8|82.8 

++++++++++++++++++++++++++++++++

pCHO-phenoxide-

C7H5O2  mw:121.030 Anion CAS: Z-18938-17-5 fg:33 cnt:581

HOF(A.)=  -8.7/2.2 D+AH          | BDE(A-H)= 90.9/2.0 Est2           

HOF(AH)= -47.5/1.0  03SLA/LIE    |

DacidS=23.0/2.0 Stat |  S(A-)=88.4/2.2 Acid |  S(AH)=91.4/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 326.1/2.0 IMRE | HOF(A-)=-80.2/2.3 Acid p:9

DacidH(AH)= 333.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pchopho.zaf]

CBS-QB3    |-84.8  |332.9|325.6| 2.962|-52.0  |-16.4  |24.6|87.7 

G3MP2B3    |-87.2  |333.4|326.0| 3.170|-53.4  |-14.0  |24.7|91.5 

G3MP2B3+   |-87.4  |333.3|325.9| 3.178|-53.5  |-14.0  |24.8|91.6 

G4MP2      |-85.8  |333.5|326.1| 3.042|-52.1  |-15.5  |24.9|88.7 

M062X/Def2T|-87.6  |332.6|325.2| 3.073|-55.5  |-16.6  |24.8|91.0 

B3/6-311++G|-65.5  |329.2|321.8| 3.098|-27.4  |6.0    |24.8|85.6 

++++++++++++++++++++++++++++++++

mCHO-phenoxide-

C7H5O2  mw:121.030 Anion CAS: Z-38144-52-4 fg:33 cnt:579

HOF(A.)= -13.1/4.1 D+AH          | BDE(A-H)= 90.0/4.0 Est2 98BOR/MAR 

HOF(AH)= -51.0/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=89.7/1.4 Acid |  S(AH)=92.7/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 333.6/2.0 IMRE | HOF(A-)=-76.2/2.3 Acid p:9

DacidH(AH)= 340.5/2.0 G+TS EA(ev)= 2.736

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mchopho.zaf]

CBS-QB3    |-77.6  |339.4|331.9| 2.710|-51.2  |-15.0  |25.0|88.3 

G3MP2B3    |-79.8  |339.7|332.3| 2.892|-52.3  |-13.1  |25.0|91.3 

G3MP2B3+   |-80.0  |339.7|332.2| 2.897|-52.5  |-13.2  |24.9|91.4 

G4MP2      |-78.6  |339.6|332.1| 2.766|-51.0  |-14.7  |25.1|88.4 

M062X/Def2T|-78.8  |339.8|332.4| 2.726|-53.9  |-15.9  |24.8|90.1 

B3/6-311++G|-56.4  |336.6|329.2| 2.733|-25.7  |6.7    |24.9|84.5 

++++++++++++++++++++++++++++++++

benzoate-

C7H5O2  mw:121.030 Anion CAS: Z-766-76-7 fg:35 cnt:646

HOF(A.)= -12.9/3.0 D+AH          | BDE(A-H)= 109.5/5.7 D-EA          

HOF(AH)= -70.3/0.5  94PED/       |

DacidS=23.7/3.0 Stat |  S(A-)=86.0/3.6 Acid |  S(AH)=88.3/2.0  69STU/WES

----

00WAN/NIC3   Datum: EA=3.60(10) eV LPES p:9

----

81FUJ/MCI #  Datum: DacidG= 333.0/2.0 IMRE | HOF(A-)=-95.9/2.3 Acid p:9

DacidH(AH)= 340.1/2.2 G+TS

----

05WOO/WAN    Datum: EA=<3.59(5) eV LPES p:8

Implies Bond Dissociation Energy <109.3/3.3.

----

78CUM/KEB    Datum: DacidG= 332.9/2.0 IMRE p:8

DacidH(AH)= 340.0/2.2 G+TS

Recalculated from data in paper; error in Table vs. ladder.

----

89CAL/REN    Datum: DacidG= 333.1/2.0 IMRE p:7

DacidH(AH)= 340.2/2.2 G+TS

----

20ZAW/WIE    Datum: DacidH(AH)= 334.8/4.2 EIAE p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phco2.zaf]

W1U        |-98.6  |340.4|333.3|      |-73.1  |       |23.8|     

CBS-QB3    |-97.4  |339.4|331.8| 3.633|-71.1  |-13.6  |25.5|109.6

G3MP2B3    |-99.1  |340.4|333.3| 3.646|-72.3  |-14.9  |24.0|109.5

G3MP2B3+   |-99.2  |340.4|332.7| 3.647|-72.4  |-15.0  |25.7|109.5

G4MP2      |-98.0  |340.2|332.6| 3.542|-71.0  |-16.2  |25.4|106.9

M062X/Def2T|-98.1  |340.8|333.1| 3.679|-74.2  |-13.1  |25.6|113.1

B3/6-311++G|-73.3  |339.1|331.9| 3.471|-45.1  |6.8    |24.3|104.1

++++++++++++++++++++++++++++++++

CO..Cp(CO)V-

C7H5O2V  mw:171.973 Anion CAS: Z-223448-69-9 fg:22 cnt:4878

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

99SUN/SQU    Datum: DaffH= 43.5/3.8 CIDT | HOF(A-)=-13.7 AfIN p:8

++++++++++++++++++++++++++++++++

pOH-benzoate-

C7H5O3  mw:137.024 Anion CAS: Z-456-23-5 fg:35 cnt:7433 BDE(A-H)= 109.5/2.0 Est2          

HOF(AH)= -116.3/0.6  03SLA/LIE   |

DacidS=24.0/3.0 Stat | 

----

09TIA/WAN    Datum: EA=3.75(10) eV LPES p:9

DacidG(AH)= 329.5/3.2 H-TS| DacidH(AH)= 336.6/3.1 D-EA

Vertical Detachment Energy:4.0(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pohba.zaf]

CBS-QB3    |-140.5 |340.1|332.4| 3.601|-114.9 |-57.5  |25.9|109.5

G3MP2B3    |-141.1 |341.2|333.5| 3.614|-115.1 |-57.8  |25.8|109.5

G3MP2B3+   |-141.3 |341.1|333.4| 3.616|-115.3 |-57.9  |26.1|109.5

G4MP2      |-139.6 |341.0|333.3| 3.486|-113.4 |-59.2  |25.7|106.3

M062X/Def2T|-141.3 |341.9|334.1| 3.623|-118.5 |-57.7  |26.3|112.9

B3/6-311++G|-111.3 |340.2|332.4| 3.419|-84.2  |-32.4  |26.1|103.9

++++++++++++++++++++++++++++++++

oOH-benzoate-

C7H5O3  mw:137.024 Anion CAS: Z-63-36-5 fg:35 cnt:1281

HOF(A.)= -60.7/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -118.1/0.3  94PED/      |

DacidS=26.0/3.0 Stat |  S(A-)=96.9/3.2 Acid |  S(AH)=96.9/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 317.8/2.0 IMRE | HOF(A-)=-158.2/2.2 Acid p:9

DacidH(AH)= 325.6/2.2 G+TS EA(ev)= 4.230

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oohba.zaf]

CBS-QB3    |-158.7 |321.4|314.4|      |-114.4 |       |23.6|     

G3MP2B3    |-159.2 |327.9|320.4| 3.586|-119.8 |-76.3  |25.0|95.6 

G3MP2B3+   |-158.9 |328.2|320.7| 3.572|-120.0 |-76.4  |25.1|95.7 

G4MP2      |-157.3 |327.8|320.4| 3.440|-118.0 |-77.9  |25.1|92.2 

M062X/Def2T|-160.5 |327.6|320.2| 3.456|-123.3 |-80.6  |24.5|94.9 

B3/6-311++G|-128.9 |327.3|319.8| 3.361|-88.9  |-51.2  |25.0|89.8 

++++++++++++++++++++++++++++++++

pCO2H-phenoxide-

C7H5O3  mw:137.024 Anion CAS: Z-178042-54-1 fg:33 cnt:1274

HOF(A.)= -80.3/4.3 D+AH          | BDE(A-H)= 88.0/3.1 D-EA           

HOF(AH)= -116.3/0.6  03SLA/LIE   |

DacidS=23.5/2.0 Stat |  S(A-)=91.7/2.2 Acid |  S(AH)=94.2/1.0 GpAd 93SP

----

09TIA/WAN    Datum: EA=2.85(10) eV LPES p:9

Vertical Detachment Energy:3.0(1) eV.

----

77MCM/KEB    Datum: DacidG= 328.9/2.0 IMRE | HOF(A-)=-146.0/2.2 Acid p:9

DacidH(AH)= 335.9/2.1 G+TS

This is probably the phenolic site acidity, not the carboxylic.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pco2hpho.zaf]

CBS-QB3    |-142.8 |337.9|330.3| 3.076|-114.9 |-71.8  |25.6|95.2 

G3MP2B3    |-144.0 |338.3|330.7| 3.270|-115.1 |-68.5  |25.5|98.7 

G3MP2B3+   |-144.3 |338.2|330.1| 3.282|-115.3 |-68.6  |27.1|98.8 

G4MP2      |-142.2 |338.4|330.7| 3.117|-113.4 |-70.3  |25.6|95.2 

M062X/Def2T|-145.1 |338.2|330.5| 3.148|-118.5 |-72.4  |25.8|98.3 

B3/6-311++G|-116.1 |335.4|326.0| 3.161|-84.2  |-43.3  |31.3|93.0 

++++++++++++++++++++++++++++++++

mOH-benzoate-

C7H5O3  mw:137.024 Anion CAS: Z-10476-50-3 fg:35 cnt:1268

HOF(A.)= -54.3/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -111.7/0.4  03SLA/LIE   |

DacidS=23.5/2.0 Stat |  S(A-)=93.1/2.2 Acid |  S(AH)=95.6/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 331.6/2.0 IMRE | HOF(A-)=-138.8/2.1 Acid p:9

DacidH(AH)= 338.6/2.1 G+TS EA(ev)= 3.664

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mohba.zaf]

CBS-QB3    |-142.3 |337.3|329.8|      |-113.9 |       |25.1|     

G3MP2B3    |-142.9 |338.0|330.9| 3.732|-113.8 |-56.8  |23.8|109.1

G3MP2B3+   |-143.1 |338.1|330.5| 3.732|-113.9 |-56.9  |25.4|109.1

G4MP2      |-141.2 |338.0|330.5| 3.600|-112.0 |-58.1  |25.2|106.0

M062X/Def2T|-143.1 |338.5|331.0| 3.756|-116.9 |-56.3  |25.3|112.7

B3/6-311++G|-112.9 |336.7|329.1| 3.557|-82.3  |-30.8  |25.5|103.6

++++++++++++++++++++++++++++++++

2-carboxy-4-hydroxy-phenoxide-

C7H5O4  mw:153.019 Anion CAS: A-490-79-9 fg:33 cnt:4744

HOF(AH)= -155.6/2.0 GpAd 93SP    |

DacidS=25.0/3.0 Calc | 

----

99BRE/KNO    Datum: DacidG= 317.7/2.7 IMRB | HOF(A-)=-196.1/3.5 Acid p:8

DacidH(AH)= 325.2/2.8 G+TS

Acid: 2,5-dihydroxy benzoic acid.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2co2hq-c.zaf]

G3MP2B3    |-198.9 |327.8|320.5| 3.324|-159.6 |-122.3 |24.8|89.4 

G4MP2      |-196.4 |327.8|320.5| 3.147|-157.1 |-123.9 |24.7|85.3 

M062X/Def2T|-201.8 |326.7|319.4| 3.185|-163.9 |-128.4 |24.5|87.6 

B3/6-311++G|-165.4 |326.1|318.7| 3.135|-124.3 |-93.1  |24.8|83.3 

++++++++++++++++++++++++++++++++

2,6-diOH-4-CO2H-PhO-

C7H5O5  mw:169.014 Anion CAS: Z-164737-97-7 fg:33 cnt:11561

HOF(AH)= -197.7/2.0 GpAd 93SP    |

----

22ZHU/MAR2   Datum: EA=2.90(5) eV LPES p:8

Vertical Detachment Energy:3.36(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o2ohbah.zaf]

CBS-QB3    |-246.8 |321.6|315.0| 2.933|-202.7 |-179.2 |22.3|75.7 

G3MP2B3    |-244.7 |322.3|315.7| 3.081|-199.8 |-173.7 |22.2|78.3 

M062X/Def2T|-247.0 |322.9|316.2| 2.857|-205.3 |-181.1 |22.7|76.3 

B3/6-311++G|-208.2 |319.0|312.1| 2.930|-160.0 |-140.7 |23.2|71.4 

++++++++++++++++++++++++++++++++

PhCH-

C7H6  mw:90.048 Anion CAS: Z-186358-91-8 fg:117 cnt:4825

HOF(A.)= 103.8/2.8 D+AH          | BDE(A-H)= 106.2/2.2 D-EA          

HOF(AH)=  50.3/1.0  90HIP/TRO    |

DacidS=27.4/2.0 Stat | 

----

99SEB/HIL    Datum: DacidG= 383.8/2.0 IMRB | HOF(A-)=76.6/2.3 Acid p:8

DacidH(AH)= 392.0/2.1 G+TS

Between naphthalene, furan.

----

99SEB/HIL    Datum: EA=1.207(30) eV CIDC p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phch.zaf]

CBS-QB3    |83.5   |     |     | 1.408|       |115.9  |    |     

G3MP2B3    |79.8   |395.9|387.6| 1.307|51.1   |109.7  |27.6|110.7

G3MP2B3+   |79.9   |396.1|388.2| 1.292|51.0   |109.6  |26.3|110.7

G4MP2      |77.6   |     |     | 1.369|       |109.0  |    |     

M062X/Def2T|81.4   |396.9|388.8| 1.011|49.2   |104.7  |27.4|107.6

B3/6-311++G|95.7   |397.1|389.2| 1.206|65.9   |123.5  |26.3|109.6

++++++++++++++++++++++++++++++++

1,5-dehydroquadricyclane-.

C7H6  mw:90.048 Anion CAS: Z-871483-95-3 fg:102 cnt:6714 BDE(A-H)= 88.0/5.6 D-EA           

HOF(AH)= 140.5/1.2 d+ah          |

DacidS=26.0/3.0 Stat | 

----

05HOE/KAT    Datum: EA=0.6(1) eV IMRB p:8

----

05HOE/KAT    Datum: DacidG= 380.0/5.0 IMRB | HOF(A-)=162.5/5.2 Acid p:7

DacidH(AH)= 387.8/5.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [quadcycl.zzf]

G3MP2B3    |146.1  |391.1|383.3| 1.332|122.1  |176.9  |26.3|106.9

B3/6-311++G|169.4  |389.1|381.3| 2.318|147.5  |222.9  |26.4|127.5

++++++++++++++++++++++++++++++++

oBr-C6H4CH2-

C7H6Br  mw:168.966 Anion CAS: Z-153647-73-5 fg:74 cnt:3598

HOF(A.)=  55.9/3.4 D+AH          | BDE(A-H)= 90.2/3.1 D-EA           

HOF(AH)=  17.8/1.0 GpAd 93SP     |

DacidS=23.8/2.0 Stat |  S(A-)=85.6/2.2 Acid |  S(AH)=87.8/1.0 GpAd 93SP

----

99KIM/WEN    Datum: EA=1.308(8) eV LPES p:9

----

94WEN/WIE    Datum: DacidG= 366.5/3.0 IMRB | HOF(A-)=25.7/3.2 Acid p:8

DacidH(AH)= 373.6/3.1 G+TS

Between MeOCH2CH2OH and tBuCH2OH, near CH2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obrphj.zaf]

CBS-QB3    |22.3   |375.3|367.7| 1.315|12.8   |52.4   |25.6|91.8 

G3MP2B3    |20.6   |373.8|365.6| 1.524|14.1   |55.6   |27.5|93.6 

G3MP2B3+   |21.0   |373.7|366.1| 1.528|14.6   |56.1   |25.3|93.7 

G4MP2      |21.0   |373.6|366.0| 1.420|14.5   |53.5   |25.7|91.1 

M062X/Def2T|22.5   |373.4|365.9| 1.328|13.8   |53.0   |25.1|91.3 

B3/6-311++G|45.5   |373.2|365.6| 1.294|39.6   |75.2   |25.4|87.7 

++++++++++++++++++++++++++++++++

mBr-C6H4CH2-

C7H6Br  mw:168.966 Anion CAS: Z-153647-74-6 fg:74 cnt:3599

HOF(A.)=  55.2/3.4 D+AH          | BDE(A-H)= 90.1/3.1 D-EA           

HOF(AH)=  17.2/1.0 GpAd 93SP     |

DacidS=23.8/2.0 Stat |  S(A-)=85.6/2.2 Acid |  S(AH)=87.8/1.0 GpAd 93SP

----

99KIM/WEN    Datum: EA=1.307(8) eV LPES p:9

----

94WEN/WIE    Datum: DacidG= 366.5/3.0 IMRB | HOF(A-)=25.1/3.2 Acid p:8

DacidH(AH)= 373.6/3.1 G+TS

Between MeOCH2CH2OH and tBuCH2OH, near CH2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mbrphj.zaf]

CBS-QB3    |22.2   |374.6|367.9| 1.316|13.4   |52.3   |22.4|91.0 

G3MP2B3    |21.0   |373.4|365.7| 1.511|14.7   |55.6   |25.9|92.9 

G3MP2B3+   |20.9   |373.3|366.3| 1.520|14.8   |55.7   |23.4|93.0 

G4MP2      |21.4   |373.3|366.2| 1.407|15.3   |53.6   |23.8|90.4 

M062X/Def2T|22.3   |372.3|365.5| 1.338|14.7   |52.9   |22.9|90.4 

B3/6-311++G|44.0   |372.3|366.0| 1.311|39.0   |74.1   |21.2|87.2 

++++++++++++++++++++++++++++++++

pBr-C6H4CH2-

C7H6Br  mw:168.966 Anion CAS: Z-153647-75-7 fg:74 cnt:3600

HOF(A.)=  53.6/3.4 D+AH          | BDE(A-H)= 88.5/3.1 D-EA           

HOF(AH)=  17.2/1.0 GpAd 93SP     |

DacidS=24.5/2.0 Stat |  S(A-)=84.9/2.2 Acid |  S(AH)=86.4/1.0 GpAd 93SP

----

99KIM/WEN    Datum: EA=1.229(8) eV LPES p:9

----

94WEN/WIE    Datum: DacidG= 366.5/3.0 IMRB | HOF(A-)=25.3/3.2 Acid p:8

DacidH(AH)= 373.8/3.1 G+TS

Between MeOCH2CH2OH and tBuCH2OH, near CH2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbrphj.zaf]

CBS-QB3    |24.2   |376.2|369.8| 1.226|13.8   |52.2   |21.4|90.5 

G3MP2B3    |22.7   |374.9|367.9| 1.429|14.9   |55.4   |23.7|92.5 

G3MP2B3+   |22.6   |     |     | 1.439|       |55.6   |    |     

G4MP2      |23.1   |374.8|368.1| 1.324|15.5   |53.4   |22.6|90.0 

M062X/Def2T|23.8   |373.7|367.2| 1.258|14.8   |52.6   |21.7|89.9 

B3/6-311++G|45.6   |373.7|367.6| 1.228|39.2   |73.8   |20.7|86.7 

++++++++++++++++++++++++++++++++

PhCHBr-

C7H6Br  mw:168.966 Anion CAS: Z-190324-11-9 fg:74 cnt:4516

HOF(AH)=  16.0/0.7  76ASH/       |

DacidS=24.1/2.0 Stat |  S(A-)=88.9/2.2 Acid |  S(AH)=90.8/1.0 GpAd 93SP

----

97POU/NAS    Datum: DacidG= 364.9/2.0 IMRB | HOF(A-)=22.4/2.2 Acid p:8

DacidH(AH)= 372.1/2.1 G+TS

Acidity comparable to MeCN, between HF and tBuCH(Me)OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phchbr.zaf]

CBS-QB3    |22.4   |376.1|368.5|      |12.0   |       |25.5|     

G3MP2B3    |21.8   |373.0|365.7| 1.438|16.0   |54.8   |24.3|90.9 

G3MP2B3+   |21.2   |372.4|364.6| 1.474|16.0   |54.9   |26.2|91.0 

G4MP2      |22.1   |372.6|365.0| 1.334|16.7   |52.6   |25.5|88.1 

M062X/Def2T|21.7   |370.8|362.9| 1.317|15.6   |51.8   |26.3|88.3 

B3/6-311++G|43.7   |372.5|364.7| 1.266|38.5   |72.6   |26.2|86.2 

++++++++++++++++++++++++++++++++

PhCHO..Br-

C7H6BrO  mw:184.961

Core ion CAS: Z-24959-67-9 Solvent: 100-52-7 fg:483 cnt:2631

HOF(solv)=  -8.8/0.7 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 4.7/1.0 IMRE | HOF(A-)=-70.3/1.4 AfIN p:8

DaffH(X..Y-)= 10.7/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phchobr.zcf]

G3MP2B3    |-74.8  | 11.7|  5.9| 19.6|-10.6  |-52.5  

G3MP2B3+   |-74.8  | 11.6|  5.1| 21.9|-10.7  |-52.5  

G4MP2      |-73.3  | 11.4|  5.8| 18.9|-9.8   |-52.1  

M062X/Def2T|-73.7  | 13.6|  7.3| 21.1|-11.1  |-49.0  

B3/6-311++G|-54.4  |  9.9|  3.5| 21.5|11.7   |-56.1  

++++++++++++++++++++++++++++++++

mCHO-phenol..Br-

C7H6BrO2  mw:200.956

Core ion CAS: Z-24959-67-9 Solvent: 100-83-4 fg:483 cnt:2606

HOF(solv)= -51.0/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 15.5/1.0 IMRE | HOF(A-)=-124.2/1.6 AfIN p:8

DaffH(X..Y-)= 22.4/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [malphobr.zcf]

G3MP2B3    |-131.4 | 26.6| 19.6| 23.5|-52.3  |-52.5  

G4MP2      |-129.2 | 26.2| 19.3| 23.2|-51.0  |-52.1  

M062X/Def2T|-132.0 | 29.1| 22.4| 22.5|-53.9  |-49.0  

B3/6-311++G|-106.6 | 24.8| 17.4| 24.9|-25.7  |-56.1  

++++++++++++++++++++++++++++++++

pCHO-phenol..Br-

C7H6BrO2  mw:200.956

Core ion CAS: Z-24959-67-9 Solvent: 123-08-0 fg:483 cnt:2607

HOF(solv)= -47.5/1.0 neut 03SLA/LIE

----

90PAU/KEB2   Datum: DaffG= 16.1/1.0 IMRE | HOF(A-)=-121.3/1.6 AfIN p:8

DaffH(X..Y-)= 23.0/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [palphobr.zcf]

G3MP2B3    |-133.7 | 27.8| 20.7| 23.8|-53.4  |-52.5  

G4MP2      |-131.5 | 27.3| 20.3| 23.5|-52.1  |-52.1  

M062X/Def2T|-135.0 | 30.6| 23.4| 23.9|-55.5  |-49.0  

B3/6-311++G|-110.0 | 26.5| 19.0| 25.1|-27.4  |-56.1  

++++++++++++++++++++++++++++++++

C6H5COOH..Br-

C7H6BrO2  mw:200.956

Core ion CAS: Z-24959-67-9 Solvent: 65-85-0 fg:483 cnt:2638

HOF(solv)= -70.3/0.5 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 9.8/1.0 IMRE | HOF(A-)=-136.9/1.3 AfIN p:8

DaffH(X..Y-)= 15.8/1.2 G+TS

.DELTA.affG measured at 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phco2hbr.zcf]

G3MP2B3    |-142.9 | 18.1| 11.7| 21.7|-72.3  |-52.5  

G4MP2      |-140.8 | 17.7| 11.2| 22.0|-71.0  |-52.1  

M062X/Def2T|-143.6 | 20.5| 14.0| 21.6|-74.2  |-49.0  

B3/6-311++G|-117.9 | 16.6| 10.0| 22.3|-45.1  |-56.1  

++++++++++++++++++++++++++++++++

pCl-C6H4CH2-

C7H6Cl  mw:125.016 Anion CAS: Z-88861-05-6 fg:74 cnt:800

HOF(A.)=  40.1/2.5 D+AH          | BDE(A-H)= 87.4/2.1 D-EA           

HOF(AH)=   4.7/1.0 GpAd 93SP     |

DacidS=24.0/2.0 Stat |  S(A-)=82.2/2.2 Acid |  S(AH)=84.2/1.0 GpAd 93SP

----

99KIM/WEN    Datum: EA=1.174(8) eV LPES p:9

----

83CAL/BAR #  Datum: DacidG= 366.8/2.0 IMRE | HOF(A-)=13.0/2.3 Acid p:9

DacidH(AH)= 374.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclphj.zaf]

CBS-QB3    |16.0   |377.6|371.1| 1.164|4.2    |42.6   |21.7|90.5 

G3MP2B3    |12.0   |376.3|369.2| 1.370|2.8    |43.3   |23.9|92.5 

G3MP2B3+   |11.6   |     |     | 1.382|       |43.2   |    |     

G4MP2      |12.1   |376.3|370.1| 1.258|3.0    |40.9   |20.9|90.0 

M062X/Def2T|12.8   |375.6|368.9| 1.177|2.0    |39.8   |22.5|89.9 

B3/6-311++G|36.9   |375.1|369.2| 1.172|29.2   |63.7   |19.5|86.7 

++++++++++++++++++++++++++++++++

mCl-C6H4CH2-

C7H6Cl  mw:125.016 Anion CAS: Z-88861-06-7 fg:74 cnt:799

HOF(A.)=  42.4/2.5 D+AH          | BDE(A-H)= 89.8/2.1 D-EA           

HOF(AH)=   4.7/1.0 GpAd 93SP     |

DacidS=24.0/2.0 Stat |  S(A-)=83.6/2.2 Acid |  S(AH)=85.6/1.0 GpAd 93SP

----

99KIM/WEN    Datum: EA=1.272(8) eV LPES p:9

----

83CAL/BAR #  Datum: DacidG= 366.9/2.0 IMRE | HOF(A-)=13.1/2.3 Acid p:9

DacidH(AH)= 374.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphj.zaf]

CBS-QB3    |13.9   |375.7|369.1| 1.265|4.0    |42.9   |22.1|91.0 

G3MP2B3    |9.8    |374.4|367.2| 1.471|2.6    |43.5   |24.2|93.0 

G3MP2B3+   |9.6    |374.3|368.1| 1.479|2.5    |43.4   |21.0|93.1 

G4MP2      |9.9    |374.3|367.5| 1.363|2.8    |41.1   |22.8|90.4 

M062X/Def2T|10.8   |373.7|366.7| 1.281|1.8    |40.2   |23.5|90.5 

B3/6-311++G|34.8   |373.1|366.5| 1.277|29.0   |64.0   |22.2|87.2 

++++++++++++++++++++++++++++++++

pCH2Cl-phenide-

C7H6Cl  mw:125.016 Anion CAS: N-855410-16-1 fg:87 cnt:3034

HOF(A.)=  65.9/0.9 D+AH          |

HOF(AH)=   4.5/0.7  94PED/       |

DacidS=26.0/1.0 Stat | 

----

95WEN/SQU2   Datum: DacidH(AH)= 396.6/1.6 Bran | HOF(A-)=35.4/1.8 Acid p:8

DacidG(AH)= 388.9/1.6 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcljph.zaf]

CBS-QB3    |36.2   |395.1|387.2| 1.499|6.8    |70.6   |26.6|115.9

G3MP2B3    |32.8   |394.6|386.8| 1.593|5.4    |69.4   |26.2|116.1

G3MP2B3+   |32.2   |394.1|386.3| 1.619|5.3    |69.4   |26.1|116.2

G4MP2      |32.8   |394.5|386.8| 1.453|5.5    |66.1   |25.9|112.8

M062X/Def2T|35.5   |395.5|388.7| 1.245|4.7    |64.1   |22.9|111.5

B3/6-311++G|55.7   |392.5|384.8| 1.468|30.4   |89.4   |26.1|111.1

++++++++++++++++++++++++++++++++

oCl-C6H4CH2-

C7H6Cl  mw:125.016 Anion CAS: Z-153647-72-4 fg:74 cnt:3597

HOF(A.)=  43.2/3.4 D+AH          | BDE(A-H)= 89.0/3.1 D-EA           

HOF(AH)=   5.3/1.0 GpAd 93SP     |

DacidS=23.8/2.0 Stat |  S(A-)=83.4/2.2 Acid |  S(AH)=85.6/1.0 GpAd 93SP

----

99KIM/WEN    Datum: EA=1.257(8) eV LPES p:9

----

94WEN/WIE    Datum: DacidG= 366.5/3.0 IMRB | HOF(A-)=13.2/3.2 Acid p:8

DacidH(AH)= 373.6/3.1 G+TS

Between MeOCH2CH2OH and tBuCH2OH, near CH2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oclphj.zaf]

CBS-QB3    |13.7   |376.3|368.7| 1.262|3.2    |42.6   |25.6|91.5 

G3MP2B3    |9.6    |374.9|366.6| 1.472|1.9    |43.3   |27.7|93.5 

G3MP2B3+   |9.4    |374.8|367.2| 1.479|1.8    |43.3   |25.4|93.6 

G4MP2      |9.7    |374.8|367.2| 1.363|2.0    |40.9   |25.6|91.0 

M062X/Def2T|10.9   |374.6|367.0| 1.257|1.0    |39.8   |25.4|90.9 

B3/6-311++G|35.8   |374.1|366.6| 1.251|28.9   |64.5   |25.4|87.7 

++++++++++++++++++++++++++++++++

PhCHCl-

C7H6Cl  mw:125.016 Anion CAS: Z-159600-65-4 fg:74 cnt:4515 BDE(A-H)=<84.2  14DIX/KHU2        

HOF(AH)=   4.5/2.0 GpAd 93SP     |

DacidS=23.7/1.0 Stat | 

----

14DIX/KHU2   Datum: EA=<1.12 eV PVMI p:9

----

97POU/NAS    Datum: DacidG= 364.9/2.0 IMRB | HOF(A-)=10.8/4.5 Acid p:8

DacidH(AH)= 372.0/2.0 G+TS DaffH(X..Y-)= 92.0/4.5 A-IN

----

97POU/NAS    Datum: DaffH= 38.5/2.4 CIDT p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phchcl.zaf]

CBS-QB3    |15.3   |374.2|366.5| 1.182|6.8    |42.2   |25.9|87.6 

G3MP2B3    |11.6   |373.4|365.9| 1.366|5.4    |42.8   |25.3|89.5 

G3MP2B3+   |11.3   |373.2|365.5| 1.378|5.3    |42.8   |25.9|89.6 

G4MP2      |11.6   |373.3|365.7| 1.251|5.5    |40.1   |25.4|86.8 

M062X/Def2T|11.5   |371.6|364.9| 1.196|4.7    |38.8   |22.2|86.3 

B3/6-311++G|36.2   |373.1|365.4| 1.176|30.4   |63.0   |25.9|84.7 

++++++++++++++++++++++++++++++++

mCl-C6H4CH2O-

C7H6ClO  mw:141.011 Anion CAS: Z-497914-64-4 fg:32 cnt:6590

HOF(A.)=  21.3/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -31.1/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=90.8/2.8 Acid |  S(AH)=94.8/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 357.3/2.0 IMRE | HOF(A-)=-32.9/2.3 Acid p:9

DacidH(AH)= 363.9/2.1 G+TS EA(ev)= 2.352

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclbzo.zaf]

G3MP2B3    |-34.8  |364.2|357.4| 2.393|-31.7  |20.6   |22.7|104.4

G3MP2B3+   |-35.2  |363.8|358.1| 2.410|-31.8  |20.5   |19.1|104.4

G4MP2      |-34.3  |364.1|357.5|      |-31.2  |       |22.2|     

M062X/Def2T|-33.1  |364.6|357.9| 2.174|-33.0  |17.2   |22.5|102.4

M062X/Def2T|-33.2  |364.6|357.8| 2.176|-33.1  |17.2   |22.7|102.4

B3/6-311++G|-7.6   |360.3|354.3| 2.310|-0.7   |45.8   |20.1|98.5 

++++++++++++++++++++++++++++++++

pCl-C6H4CH2O-

C7H6ClO  mw:141.011 Anion CAS: Z-106085-80-7 fg:32 cnt:6591

HOF(A.)=  21.3/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -31.1/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=89.4/2.8 Acid |  S(AH)=93.4/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 357.8/2.0 IMRE | HOF(A-)=-32.4/2.3 Acid p:9

DacidH(AH)= 364.4/2.1 G+TS EA(ev)= 2.330

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclbzo.zaf]

G3MP2B3    |-34.4  |364.4|357.7| 2.383|-31.6  |20.7   |22.5|104.4

G3MP2B3+   |-34.9  |364.1|357.6| 2.398|-31.8  |20.6   |21.8|104.4

G4MP2      |-34.0  |364.3|357.7|      |-31.1  |       |22.3|     

M062X/Def2T|-32.8  |364.9|358.3|      |-33.0  |       |22.0|     

M062X/Def2T|-32.9  |364.7|357.6|      |-32.9  |       |23.8|     

B3/6-311++G|-7.1   |360.8|354.3| 2.287|-0.6   |45.7   |21.7|98.5 

++++++++++++++++++++++++++++++++

mF-C6H4CH2-

C7H6F  mw:109.046 Anion CAS: Z-72611-56-4 fg:74 cnt:789

HOF(A.)=   2.5/2.5 D+AH          | BDE(A-H)= 88.8/2.1 D-EA           

HOF(AH)= -34.3/1.0 GpAd 93SP     |

DacidS=24.0/2.0 Stat |  S(A-)=80.8/2.2 Acid |  S(AH)=82.8/1.0 GpAd 93SP

----

99KIM/WEN    Datum: EA=1.173(8) eV LPES p:9

----

83CAL/BAR #  Datum: DacidG= 368.2/2.0 IMRE | HOF(A-)=-24.6/2.3 Acid p:9

DacidH(AH)= 375.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphj.zaf]

CBS-QB3    |-22.6  |377.8|370.9| 1.158|-34.6  |3.9    |23.2|90.6 

G3MP2B3    |-27.2  |376.4|368.9| 1.370|-36.4  |4.2    |25.3|92.7 

G3MP2B3+   |-27.3  |376.4|369.6| 1.375|-36.5  |4.2    |22.8|92.8 

G4MP2      |-26.5  |376.1|369.3| 1.274|-35.4  |2.7    |22.7|90.2 

M062X/Def2T|-27.3  |375.6|368.9| 1.190|-38.2  |0.0    |22.5|90.3 

B3/6-311++G|-5.7   |374.9|368.3| 1.197|-13.3  |21.7   |22.3|87.1 

++++++++++++++++++++++++++++++++

pF-C6H4CH2-

C7H6F  mw:109.046 Anion CAS: Z-72611-63-3 fg:74 cnt:790

HOF(A.)=   0.3/2.3 D+AH          | BDE(A-H)= 87.6/2.1 D-EA           

HOF(AH)= -35.2/0.3  94PED/       |

DacidS=24.0/2.0 Stat |  S(A-)=79.1/2.0 Acid |  S(AH)=81.1/0.3  69STU/WES

----

99KIM/WEN    Datum: EA=0.937(8) eV LPES p:9

----

83CAL/BAR #  Datum: DacidG= 372.4/2.0 IMRE | HOF(A-)=-21.4/2.1 Acid p:9

DacidH(AH)= 379.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfphj.zaf]

CBS-QB3    |-16.8  |383.3|376.7| 0.922|-34.4  |4.2    |22.2|90.7 

G3MP2B3    |-20.9  |382.3|375.4| 1.119|-36.0  |4.6    |23.2|92.7 

G3MP2B3+   |-21.2  |382.1|376.2| 1.132|-36.1  |4.6    |19.8|92.8 

G4MP2      |-20.2  |381.9|375.2| 1.022|-34.9  |3.1    |22.4|90.1 

M062X/Def2T|-20.9  |381.5|374.9| 0.927|-37.8  |0.2    |22.2|90.1 

B3/6-311++G|-0.1   |380.0|373.3| 0.969|-12.9  |21.9   |22.6|86.9 

++++++++++++++++++++++++++++++++

oF-C6H4CH2-

C7H6F  mw:109.046 Anion CAS: Z-197852-51-0 fg:74 cnt:4622 BDE(A-H)= 87.0/3.0 Est2           

DacidS=24.0/2.0 Stat | 

----

99KIM/WEN    Datum: EA=1.091(8) eV LPES p:9

DacidG(AH)= 368.3/3.1 H-TS| DacidH(AH)= 375.4/2.5 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ofphj.zaf]

CBS-QB3    |-21.1  |379.9|372.6| 1.092|-35.3  |3.9    |24.6|91.3 

G3MP2B3    |-25.5  |378.7|371.3| 1.294|-36.9  |4.1    |24.8|93.2 

G3MP2B3+   |-25.5  |378.7|371.3| 1.295|-37.0  |4.2    |24.9|93.3 

G4MP2      |-24.7  |378.2|370.8| 1.200|-35.8  |2.7    |24.9|90.6 

M062X/Def2T|-25.0  |378.5|371.2| 1.086|-38.8  |-0.2   |24.2|90.7 

B3/6-311++G|-3.7   |377.2|369.8| 1.112|-13.6  |21.8   |24.8|87.4 

++++++++++++++++++++++++++++++++

2-Me-4-F-nitrobenzene-.

C7H6FNO2  mw:155.039 Anion CAS: N-446-33-3 fg:107 cnt:431

HOF(A.)= -38.0/1.0 GpAd 93SP     |

----

85FUK/MCI    Datum: EA=1.01(5) eV IMRE [23.3(11) kcal] | HOF(A-)=-61.3/1.5 R-EA p:9

.DELTA.eaG(355 K) = -22.7 kcal/mol; .DELTA.eaS =-1.6, estimated from data in 86CHO/HEI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2r4fnb.zzf]

CBS-QB3    |-65.0  |     |     | 1.053|       |-40.9  |    |     

G3MP2B3    |-59.2  |     |     | 0.883|       |-39.0  |    |     

G3MP2B3+   |-59.3  |     |     | 0.875|       |-39.4  |    |     

G4MP2      |-62.3  |     |     | 1.085|       |-37.5  |    |     

M062X/Def2T|-65.2  |     |     | 1.067|       |-40.8  |    |     

B3/6-311++G|-39.3  |     |     | 1.316|       |-9.2   |    |     

++++++++++++++++++++++++++++++++

pF-C6H4CH2O-

C7H6FO  mw:125.041 Anion CAS: Z-497914-57-5 fg:32 cnt:6593

HOF(A.)= -17.7/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -70.1/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=88.0/2.8 Acid |  S(AH)=92.0/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 359.4/2.0 IMRE | HOF(A-)=-69.8/2.3 Acid p:9

DacidH(AH)= 366.0/2.1 G+TS EA(ev)= 2.261

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfbzo.zaf]

G3MP2B3    |-71.6  |366.1|359.4| 2.307|-70.5  |-18.3  |22.5|104.3

G3MP2B3+   |-72.0  |365.8|359.2| 2.320|-70.6  |-18.4  |22.2|104.3

G4MP2      |-70.4  |365.9|359.1|      |-69.1  |       |22.5|     

M062X/Def2T|-70.8  |366.7|360.6| 2.084|-72.8  |-22.5  |20.4|102.4

M062X/Def2T|-70.8  |366.6|359.6| 2.089|-72.7  |-22.5  |23.4|102.3

B3/6-311++G|-47.6  |362.3|355.7| 2.214|-42.7  |3.6    |22.2|98.4 

++++++++++++++++++++++++++++++++

oF-C6H3OMe-

C7H6FO  mw:125.041 Anion CAS: A-321-28-8 fg:87 cnt:1368

HOF(AH)= -63.7/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat |  S(A-)=92.2/2.2 Acid |  S(AH)=92.2/1.0 GpAd 93SP

----

83ING/NIB    Datum: DacidG= 379.0/5.0 IMRB | HOF(A-)=-42.6/5.1 Acid p:8

DacidH(AH)= 386.8/5.0 G+TS

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 376 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ofphorc6.zaf]

CBS-QB3    |-42.9  |383.6|375.9|      |-60.7  |       |25.8|     

G3MP2B3    |-44.4  |383.5|375.8| 1.993|-60.7  |1.5    |25.9|114.3

G3MP2B3+   |-44.3  |383.7|376.2|      |-60.8  |       |25.0|     

G4MP2      |-42.8  |383.0|375.4|      |-58.7  |       |25.6|     

M062X/Def2T|-45.0  |384.8|376.9| 1.626|-65.1  |-7.5   |26.5|109.7

B3/6-311++G|-17.7  |384.9|376.8| 1.773|-35.3  |23.2   |27.0|110.6

++++++++++++++++++++++++++++++++

mF-C6H3OMe-

C7H6FO  mw:125.041 Anion CAS: A-456-49-5 fg:87 cnt:1366

HOF(AH)= -63.7/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat |  S(A-)=92.2/2.2 Acid |  S(AH)=92.2/1.0 GpAd 93SP

----

83ING/NIB #  Datum: DacidG= 372.0/3.0 IMRB | HOF(A-)=-49.6/3.2 Acid p:8

DacidH(AH)= 379.8/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphor.zaf]

CBS-QB3    |-52.3  |378.5|370.4|      |-65.1  |       |27.4|     

G3MP2B3    |-53.7  |378.9|370.8| 2.361|-65.5  |0.7    |27.3|118.2

G3MP2B3+   |-53.6  |379.1|371.2|      |-65.5  |       |26.7|     

G4MP2      |-52.3  |378.6|370.5| 2.212|-63.8  |-1.3   |27.1|114.5

M062X/Def2T|-54.8  |380.2|372.6| 2.010|-70.3  |-8.4   |25.5|114.0

B3/6-311++G|-27.5  |378.5|370.4| 2.162|-38.7  |22.3   |26.9|113.2

++++++++++++++++++++++++++++++++

mF-C6H4CH2O-

C7H6FO  mw:125.041 Anion CAS: Z-497914-63-3 fg:32 cnt:6592

HOF(A.)= -17.7/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -70.1/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=89.4/2.8 Acid |  S(AH)=93.4/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 358.2/2.0 IMRE | HOF(A-)=-71.0/2.3 Acid p:9

DacidH(AH)= 364.8/2.1 G+TS EA(ev)= 2.313

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfbzo-s.zaf]

G3MP2B3    |-72.9  |365.2|358.5| 2.347|-70.9  |-18.6  |22.5|104.4

G3MP2B3+   |-73.3  |364.9|358.4| 2.360|-71.0  |-18.7  |21.9|104.4

G4MP2      |-71.7  |365.0|358.4|      |-69.5  |       |22.2|     

M062X/Def2T|-72.2  |365.8|359.1| 2.156|-73.3  |-21.6  |22.3|103.8

M062X/Def2T|-71.8  |365.9|358.9| 2.129|-73.0  |-22.6  |23.6|102.5

B3/6-311++G|-48.9  |361.5|354.9| 2.256|-43.1  |3.3    |22.0|98.5 

++++++++++++++++++++++++++++++++

pF-C6H3OMe-

C7H6FO  mw:125.041 Anion CAS: A-459-60-9 fg:87 cnt:1367

HOF(AH)= -63.7/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat |  S(A-)=90.8/2.2 Acid |  S(AH)=90.8/1.0 GpAd 93SP

----

83ING/NIB    Datum: DacidG= 379.0/5.0 IMRB | HOF(A-)=-42.6/5.1 Acid p:8

DacidH(AH)= 386.8/5.0 G+TS

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 389 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfanis-m.zaf]

CBS-QB3    |-44.9  |385.0|376.8|      |-64.2  |       |27.4|     

G3MP2B3    |-46.4  |385.0|376.8| 2.013|-64.2  |-0.1   |27.4|116.3

G3MP2B3+   |-46.3  |385.2|377.2|      |-64.3  |       |26.9|     

G4MP2      |-44.8  |384.8|376.7| 1.856|-62.4  |-2.0   |27.2|112.5

M062X/Def2T|-47.5  |386.2|378.1| 1.641|-69.0  |-9.7   |27.3|111.4

B3/6-311++G|-14.1  |390.7|382.9| 1.523|-37.6  |21.0   |26.3|110.7

++++++++++++++++++++++++++++++++

3-CF3-bicyclo[1.1.1]pentane-1-CO2-

C7H6F3O2  mw:179.033 Anion CAS: Z-224584-25-2 fg:38 cnt:6616 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 329.2/2.0 CIDC p:8

DacidH(AH)= 336.4/2.0 G+TS EA(ev)= 3.913

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qbcpco2.zaf]

CBS-QB3    |-243.2 |334.9|327.3| 3.795|-212.4 |-155.3 |25.5|109.3

G3MP2B3    |-240.9 |335.9|328.5| 3.901|-209.7 |-150.7 |24.7|111.1

G3MP2B3+   |-241.0 |335.9|328.1| 3.903|-209.7 |-150.6 |26.1|111.2

G4MP2      |-238.9 |335.8|328.1| 3.774|-207.6 |-151.5 |26.0|108.2

M062X/Def2T|-241.7 |336.5|328.2| 3.214|-213.5 |-166.7 |27.8|98.9 

B3/6-311++G|-192.5 |333.6|325.6| 3.716|-158.9 |-106.5 |26.8|104.5

++++++++++++++++++++++++++++++++

(CF3)2CHOH..uracil-.

C7H6F6N2O3  mw:280.029

Core ion CAS: Z-42052-10-8 Solvent: 920-66-1 fg:320 cnt:6692

HOF(solv)=-370.0/3.0 Est3          

----

05HAR/RAK    Datum: EA=1.5(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

butadiene-Fe(CO)3-.

C7H6FeO3  mw:193.967 Anion CAS: Z-81277-11-4 fg:102 cnt:2151

----

93SHA/KEB    Datum: EA=0.898(87) eV [20.7(20) kcal] p:8

DaffH(AH)=  35.2 dEA

.DELTA.eaG(373 K)= -24.6 kcal/mol; .DELTA.eaS=-10.2 eu.

----

92DIL/KEB    Datum: DaffG= 11.6/2.0 TDEq p:7

DaffH(X..Y-)= 20.0/2.0 TDEq

Affinity is for CO loss.

----

87WAN/SQU    Datum: DacidG= 339.3/3.0 IMRB p:7

Protonation by HCO2H, not by EtCO2H.

----

92DIL/KEB    Datum: EA=0.915(43) eV [21.1(10) kcal] p:5

Entropy of electron attachment: +10/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vvfeco3.zz0]

CBS-QB3    |-94.8  |     |     | 0.116|       |-92.9  |    |     

M062X/Def2T|-61.2  |326.8|317.9| 1.420|-23.3  |-29.9  |29.8|45.5 

B3/6-311++G|-73.7  |323.6|315.8| 1.296|-30.0  |-44.8  |26.1|37.3 

++++++++++++++++++++++++++++++++

trimethylenemethane-Fe(CO)3-.

C7H6FeO3  mw:193.967 Anion CAS: N-12078-33-0 fg:22 cnt:2727

----

93SHA/KEB    Datum: EA=0.911(87) eV [21.0(20) kcal] p:8

.DELTA.eaG(343 K)= -17.0 kcal/mol; .DELTA.eaS estimated as -10 eu.

----

87WAN/SQU    Datum: DacidG= 343.5/3.5 IMRB p:7

Protonated by phenol, not H2S.

++++++++++++++++++++++++++++++++

PhCHI-

C7H6I  mw:216.952 Anion CAS: Z-190324-13-1 fg:74 cnt:4517

HOF(AH)=  25.0/1.0  76ASH/       |

DacidS=24.4/1.0 Stat |  S(A-)=91.5/1.4 Acid |  S(AH)=93.1/1.0 GpAd 93SP

----

97POU/NAS    Datum: DacidG= 364.5/2.0 IMRB | HOF(A-)=31.1/2.3 Acid p:8

DacidH(AH)= 371.8/2.0 G+TS

Between tBuCH(Me)OH, FCH2CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phchi.za0]

M062X/Def2T|34.7   |369.7|361.6| 1.417|29.7   |67.0   |27.1|89.4 

++++++++++++++++++++++++++++++++

oI-C6H4CH2-

C7H6I  mw:216.952 Anion CAS: Z-153647-76-8 fg:74 cnt:3601

HOF(A.)=  65.6/2.4 D+AH          | BDE(A-H)= 86.0/2.0 Est2 80PRY/    

HOF(AH)=  31.7/1.4  94PED/       |

DacidS=23.8/2.0 Stat |  S(A-)=88.2/2.2 Acid |  S(AH)=90.4/1.0 GpAd 93SP

----

94WEN/WIE    Datum: DacidG= 365.0/3.0 IMRB | HOF(A-)=38.2/3.4 Acid p:8

DacidH(AH)= 372.1/3.1 G+TS EA(ev)= 1.193

Between MeCN and FCH2CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oiphj.za0]

M062X/Def2T|37.0   |372.2|364.9| 1.380|29.4   |68.7   |24.8|91.3 

++++++++++++++++++++++++++++++++

mI-C6H4CH2-

C7H6I  mw:216.952 Anion CAS: Z-153647-77-9 fg:74 cnt:3602

HOF(A.)=  65.8/2.4 D+AH          | BDE(A-H)= 86.0/2.0 Est2 80PRY/    

HOF(AH)=  31.9/1.4  94PED/       |

DacidS=23.8/2.0 Stat |  S(A-)=88.2/2.2 Acid |  S(AH)=90.4/1.0 GpAd 93SP

----

94WEN/WIE    Datum: DacidG= 365.0/3.0 IMRB | HOF(A-)=38.3/3.4 Acid p:8

DacidH(AH)= 372.1/3.1 G+TS EA(ev)= 1.193

Between MeCN and FCH2CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [miphj.za0]

M062X/Def2T|37.1   |371.7|365.0| 1.366|30.1   |68.5   |22.3|90.4 

++++++++++++++++++++++++++++++++

pI-C6H4CH2-

C7H6I  mw:216.952 Anion CAS: Z-153647-78-0 fg:74 cnt:3603

HOF(A.)=  63.0/2.4 D+AH          | BDE(A-H)= 86.0/2.0 Est2 80PRY/    

HOF(AH)=  29.1/1.4  94PED/       |

DacidS=24.5/2.0 Stat |  S(A-)=87.5/2.2 Acid |  S(AH)=89.0/1.0 GpAd 93SP

----

94WEN/WIE    Datum: DacidG= 365.0/3.0 IMRB | HOF(A-)=35.7/3.4 Acid p:8

DacidH(AH)= 372.3/3.1 G+TS EA(ev)= 1.184

Between MeCN and FCH2CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [piphj.za0]

M062X/Def2T|37.8   |372.2|365.4| 1.322|30.3   |68.1   |22.7|89.9 

++++++++++++++++++++++++++++++++

PhCH=NO-

C7H6NO  mw:120.045 Anion CAS: Z-86603-98-7 fg:39 cnt:622

HOF(A.)=  57.3/2.8 D+AH          | BDE(A-H)= 83.9/2.0 SDEA 04PRA/BLA 

HOF(AH)=  25.5/2.0 Est3 90STE/CHI|

DacidS=23.2/3.0 Stat |  S(A-)=81.2/4.2 Acid |  S(AH)=84.0/3.0 Est

----

79BAR/SCO #  Datum: DacidG= 345.9/2.0 IMRE | HOF(A-)=12.6/3.0 Acid p:9

DacidH(AH)= 352.8/2.2 G+TS EA(ev)= 1.938

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yxno-e.zaf]

CBS-QB3    |14.8   |353.8|346.6| 1.957|26.8   |60.0   |24.1|85.3 

G3MP2B3    |12.1   |354.5|347.4| 1.949|24.8   |57.1   |24.0|84.4 

G3MP2B3+   |11.8   |354.4|347.1| 1.969|24.6   |57.2   |24.4|84.7 

G4MP2      |12.1   |354.1|346.9| 1.842|25.1   |54.6   |24.1|81.6 

M062X/Def2T|13.2   |353.1|345.9| 1.799|24.8   |54.8   |24.1|82.1 

B3/6-311++G|29.9   |349.6|342.4| 1.932|47.5   |74.4   |24.4|79.0 

++++++++++++++++++++++++++++++++

pCHO-anilide-

C7H6NO  mw:120.045 Anion CAS: Z-72611-51-9 fg:47 cnt:692

HOF(A.)=  34.7/2.2 D+AH          | BDE(A-H)= 94.7/2.0 Est2 93BOR/ZHA 

HOF(AH)=  -7.9/1.0 GpAd 93SP     |

DacidS=24.4/2.0 Stat |  S(A-)=90.9/2.2 Acid |  S(AH)=92.5/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 342.3/2.0 IMRE | HOF(A-)=-24.0/2.3 Acid p:9

DacidH(AH)= 349.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pchophnh.zaf]

CBS-QB3    |-24.9  |349.8|342.7| 2.433|-9.0   |31.3   |24.0|92.4 

G3MP2B3    |-28.6  |349.3|342.1| 2.633|-10.7  |32.2   |24.1|95.0 

G3MP2B3+   |-28.9  |349.2|342.0| 2.640|-10.9  |32.1   |24.2|95.0 

G4MP2      |-27.8  |349.4|342.2| 2.505|-10.1  |30.0   |24.2|92.2 

M062X/Def2T|-27.8  |349.9|342.6| 2.509|-13.0  |30.1   |24.2|95.2 

B3/6-311++G|-9.1   |347.9|340.6| 2.522|10.3   |49.1   |24.2|90.9 

++++++++++++++++++++++++++++++++

HN=C(Ph)O-

C7H6NO  mw:120.045 Anion CAS: Z-38518-80-8 fg:48 cnt:1239

HOF(A.)=  30.8/4.2 D+AH          | BDE(A-H)= 107.0/3.0 SDEA 90BOR/HAR

HOF(AH)= -24.1/3.0  82TOR/SAB    |

DacidS=23.5/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 347.0/2.0 IMRE | HOF(A-)=-35.8/3.7 Acid p:9

DacidH(AH)= 354.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phconh.zaf]

CBS-QB3    |-35.2  |353.6|346.4| 3.085|-23.1  |36.2   |24.1|111.4

G3MP2B3    |-37.8  |353.7|346.5| 3.113|-24.3  |34.2   |24.2|110.6

G3MP2B3+   |-37.9  |353.8|346.6| 3.099|-24.5  |33.8   |24.0|110.4

G4MP2      |-37.2  |353.6|346.4| 2.984|-23.6  |31.8   |24.1|107.6

M062X/Def2T|-36.0  |355.1|347.9| 2.970|-26.4  |32.8   |24.0|111.3

B3/6-311++G|-15.1  |354.1|346.9| 2.932|-1.9   |52.7   |24.0|106.7

++++++++++++++++++++++++++++++++

pNO-C6H4CH2-

C7H6NO  mw:120.045 Anion CAS: Z-1259409-64-7 fg:74 cnt:798

HOF(AH)=  43.7/1.0  75CHO/GOL    |

DacidS=22.4/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 345.1/2.0 IMRE | HOF(A-)=29.8/2.3 Acid p:9

DacidH(AH)= 351.8/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnophj.zaf]

CBS-QB3    |25.7   |351.8|345.9| 2.289|39.6   |78.5   |19.8|91.0 

G3MP2B3    |21.7   |350.9|344.4| 2.665|37.9   |83.2   |21.9|97.3 

G3MP2B3+   |21.4   |350.8|344.6| 2.673|37.8   |83.1   |20.8|97.4 

G4MP2      |22.0   |351.2|345.2| 2.509|38.0   |79.9   |20.1|94.0 

M062X/Def2T|24.2   |350.9|344.5| 2.189|38.0   |74.7   |21.2|88.8 

B3/6-311++G|40.4   |347.1|340.9| 2.264|60.6   |92.6   |20.8|84.2 

++++++++++++++++++++++++++++++++

mNO-C6H4CH2-

C7H6NO  mw:120.045 Anion CAS: A-620-26-8 fg:74 cnt:797

HOF(A.)=  77.6/3.2 D+AH          | BDE(A-H)= 86.0/3.0 Est2 80PRY/    

HOF(AH)=  43.7/1.0  75CHO/GOL    |

DacidS=22.4/2.0 Stat | 

----

87TAF/TOP    Datum: DacidG= 361.1/2.0 IMRE | HOF(A-)=45.8/2.3 Acid p:9

DacidH(AH)= 367.8/2.1 G+TS EA(ev)= 1.380

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnophj.zaf]

CBS-QB3    |44.5   |370.5|364.2|      |39.8   |       |21.1|     

G3MP2B3    |41.7   |370.8|364.2| 1.747|38.2   |81.9   |21.9|95.8 

G3MP2B3+   |39.9   |369.1|362.8| 1.820|38.0   |81.8   |21.2|95.9 

G4MP2      |40.2   |369.0|362.7| 1.677|38.4   |78.8   |21.2|92.6 

M062X/Def2T|44.3   |370.5|363.4| 1.410|38.6   |76.8   |23.6|90.3 

B3/6-311++G|62.2   |368.3|361.5| 1.493|61.1   |96.5   |22.9|87.5 

++++++++++++++++++++++++++++++++

oNH2-benzoate-

C7H6NO2  mw:136.040 Anion CAS: Z-1462-61-9 fg:35 cnt:1270

HOF(A.)= -13.8/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -71.2/0.5  77NAB/SAB    |

DacidS=23.7/3.0 Stat |  S(A-)=95.8/3.2 Acid |  S(AH)=98.1/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 330.2/2.0 IMRE | HOF(A-)=-99.6/2.3 Acid p:9

DacidH(AH)= 337.3/2.2 G+TS EA(ev)= 3.722

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [onh2ba.zaf]

CBS-QB3    |-102.3 |337.1|329.9|      |-73.7  |       |24.1|     

G3MP2B3    |-103.3 |338.0|330.7| 3.789|-74.1  |-15.5  |24.5|110.6

G3MP2B3+   |-103.3 |338.0|330.8| 3.168|-74.2  |-30.4  |24.1|95.9 

G4MP2      |-102.2 |337.9|330.7| 3.024|-72.9  |-32.5  |24.2|92.5 

M062X/Def2T|-103.0 |339.4|332.1| 3.001|-77.7  |-33.9  |24.4|95.8 

B3/6-311++G|-77.1  |338.1|330.9| 2.980|-47.9  |-8.4   |24.1|91.5 

++++++++++++++++++++++++++++++++

2-CO2-pyridinium-N-CH2-

C7H6NO2  mw:136.040 Anion CAS: Z-554417-72-0 fg:35 cnt:6331

DacidS=26.0/3.0 Stat | 

----

03WAN/DAC2   Datum: EA=2.555(10) eV LPES p:9

From 2-(CO2-)-N-CH2CO2-pyridinium. The stated EA is for carbanion site. Structure may be 2-carbanion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oco2jpyr.zaf]

CBS-QB3    |-50.1  |351.4|344.4| 2.573|-35.8  |9.3    |23.5|97.2 

G3MP2B3    |-51.6  |351.2|344.2| 2.749|-35.6  |11.8   |23.6|99.6 

G3MP2B3+   |-51.8  |351.5|344.4| 2.746|-36.2  |11.5   |23.8|99.8 

G4MP2      |-50.7  |350.7|343.7| 2.602|-34.2  |9.4    |23.4|95.7 

M062X/Def2T|-50.4  |352.0|344.0| 2.464|-37.7  |6.5    |26.9|96.3 

B3/6-311++G|-25.5  |351.8|344.8| 2.486|-10.1  |31.9   |23.7|94.0 

++++++++++++++++++++++++++++++++

3-CN-bicyclo[1.1.1]pentane-1-CO2-

C7H6NO2  mw:136.040 Anion CAS: Z-406947-41-9 fg:38 cnt:6618 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 326.1/2.0 CIDC p:8

DacidH(AH)= 333.3/2.0 G+TS EA(ev)= 4.048

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncbcpco2.zaf]

CBS-QB3    |-44.6  |332.2|324.4| 3.994|-11.1  |47.5   |26.2|110.7

G3MP2B3    |-46.0  |333.2|325.8| 4.006|-12.0  |46.5   |24.9|110.6

G3MP2B3+   |-46.1  |333.2|325.5| 4.005|-12.2  |46.3   |26.1|110.6

G4MP2      |-44.7  |333.1|325.4| 3.880|-10.7  |44.8   |26.0|107.6

M062X/Def2T|-43.2  |333.7|325.6| 4.045|-12.1  |50.3   |27.1|114.5

B3/6-311++G|-10.1  |331.3|323.5| 3.852|25.8   |78.7   |26.4|105.0

++++++++++++++++++++++++++++++++

pNH2-benzoate-

C7H6NO2  mw:136.040 Anion CAS: Z-2906-28-7 fg:35 cnt:1189

HOF(A.)= -12.9/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -70.3/1.0  77NAB/SAB    |

DacidS=23.5/2.0 Stat |  S(A-)=92.8/2.2 Acid |  S(AH)=95.3/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 336.4/2.0 IMRE | HOF(A-)=-92.6/2.3 Acid p:9

DacidH(AH)= 343.4/2.1 G+TS EA(ev)= 3.456

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnh2ba.zaf]

CBS-QB3    |-94.8  |342.7|335.0|      |-71.8  |       |26.0|     

G3MP2B3    |-95.9  |343.6|336.3| 3.502|-72.3  |-15.1  |24.5|109.3

G3MP2B3+   |-96.0  |343.6|335.8| 3.501|-72.4  |-15.2  |26.2|109.3

G4MP2      |-94.9  |343.4|335.7| 3.374|-71.2  |-17.1  |25.9|106.2

M062X/Def2T|-95.5  |345.0|337.1| 3.459|-75.8  |-15.6  |26.4|112.3

B3/6-311++G|-69.8  |343.6|335.9| 3.240|-46.2  |5.0    |26.2|103.3

++++++++++++++++++++++++++++++++

oNO2-C6H4CH2-

C7H6NO2  mw:136.040 Anion CAS: Z-295356-07-9 fg:74 cnt:1597

HOF(AH)=  12.7/1.0  77PED/RYL    |

DacidS=25.0/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 348.6/2.0 IMRE | HOF(A-)=3.1/2.3 Acid p:8

DacidH(AH)= 356.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ono2phj.zaf]

CBS-QB3    |-2.0   |356.9|349.8| 2.123|6.9    |47.1   |23.8|92.2 

G3MP2B3    |-3.3   |356.2|348.8| 2.360|7.6    |51.2   |25.1|95.7 

G3MP2B3+   |-3.6   |356.4|349.4| 2.315|7.2    |49.9   |23.3|94.7 

G4MP2      |-2.9   |356.0|349.2| 2.248|8.2    |49.0   |22.7|92.8 

M062X/Def2T|-1.7   |355.1|348.1| 2.124|7.9    |47.3   |23.3|91.5 

B3/6-311++G|19.4   |352.1|345.2| 2.193|34.5   |70.1   |23.2|87.6 

++++++++++++++++++++++++++++++++

6-CO2-N-Me-pyridinium-2-ide-

C7H6NO2  mw:136.040 Anion CAS: Z-554417-71-9 fg:87 cnt:6328

DacidS=26.0/3.0 Stat | 

----

03WAN/DAC2   Datum: EA=3.38(5) eV LPES p:9

From 2,6-di(CO2-)-N-Me-pyridinium. The stated EA is for carbanion site.

----

03WAN/DAC2   Datum: EA=4.00(10) eV LPES p:9

From 2,6-di(CO2-)-N-Me-pyridinium. The stated EA is for carboxylate site. Vertical Detachment Energy:4.6(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rpyr6c2.zaf]

CBS-QB3    |-50.0  |351.5|343.8| 3.397|-35.8  |28.5   |26.0|116.3

G3MP2B3    |-51.5  |351.3|343.3| 3.494|-35.6  |29.1   |26.9|116.9

G3MP2B3+   |-52.0  |351.4|343.8| 3.490|-36.2  |28.6   |25.4|116.9

G4MP2      |-50.3  |351.1|343.3| 3.339|-34.2  |26.8   |26.1|113.1

M062X/Def2T|-50.5  |351.8|344.1| 3.199|-37.7  |23.4   |25.9|113.1

B3/6-311++G|-24.7  |352.7|345.1| 3.214|-10.1  |49.6   |25.4|111.7

++++++++++++++++++++++++++++++++

3-aza(+)-Me-5-CO2(-)-phenide

C7H6NO2  mw:136.040 Anion CAS: Z-72409-67-7 fg:87 cnt:5076 BDE(A-H)= 113.5/3.0 Est2          

DacidS=26.0/3.0 Stat | 

----

00WAN/BRO    Datum: EA=2.905(20) eV LPES p:8

DacidH(AH)= 360.1/2.5 D-EA

ArCO2-: adiabatic electron affinity = 3.8(1) eV.

----

00BRO/KAS2   Datum: DacidG= 338.2/5.0 IMRB p:7

DacidH(AH)= 346.0/5.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mco2rpyr.zaf]

CBS-QB3    |-33.3  |362.0|354.4| 2.929|-29.6  |34.2   |25.4|115.9

G3MP2B3    |-34.0  |362.3|355.0| 2.989|-29.1  |34.9   |24.5|116.1

G3MP2B3+   |-34.1  |362.3|354.8| 2.983|-29.2  |34.7   |25.2|116.0

G4MP2      |-33.2  |362.1|354.9| 2.840|-28.2  |32.3   |24.1|112.6

M062X/Def2T|-33.1  |363.1|355.2| 2.726|-31.5  |29.7   |26.4|113.3

B3/6-311++G|-8.4   |362.8|355.5| 2.736|-3.9   |54.7   |24.7|110.7

++++++++++++++++++++++++++++++++

mNH2-benzoate-

C7H6NO2  mw:136.040 Anion CAS: Z-2906-33-4 fg:35 cnt:1262

HOF(A.)= -11.7/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -69.1/1.0  77NAB/SAB    |

DacidS=23.5/2.0 Stat |  S(A-)=94.2/2.2 Acid |  S(AH)=96.7/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 334.5/2.0 IMRE | HOF(A-)=-93.3/2.3 Acid p:9

DacidH(AH)= 341.5/2.1 G+TS EA(ev)= 3.538

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnh2ba.zaf]

CBS-QB3    |-95.6  |340.9|333.3|      |-70.7  |       |25.5|     

G3MP2B3    |-96.7  |341.6|334.3| 3.587|-71.0  |-13.9  |24.3|109.3

G3MP2B3+   |-96.7  |336.4|328.8| 3.584|-65.9  |-14.0  |25.3|104.0

G4MP2      |-95.7  |341.4|333.8| 3.456|-69.9  |-15.9  |25.6|106.1

M062X/Def2T|-96.3  |342.4|334.8| 3.594|-74.0  |-13.3  |25.8|112.8

B3/6-311++G|-70.5  |340.9|333.1| 3.379|-44.1  |7.5    |25.9|103.7

++++++++++++++++++++++++++++++++

4-CO2-pyridinium-N-CH2-

C7H6NO2  mw:136.040 Anion CAS: Z-554417-86-6 fg:35 cnt:6322

DacidS=26.0/3.0 Stat | 

----

03WAN/DAC2   Datum: EA=3.35(10) eV LPES p:9

Rearrangment product from 3,4-di(CO2-)-N-Me-pyridinium. The stated EA is for carboxylate site. Vertical Detachment Energy:3.77(10) eV.

----

03WAN/DAC2   Datum: EA=2.955(10) eV LPES p:9

Rearrangment product from 2,4-di(CO2-)-N-Me-pyridinium. The stated EA is for carbanion site.

----

03WAN/DAC2   Datum: EA=3.85(10) eV LPES p:9

From 4-(CO2-)-N-CH2CO2-pyridinium. The stated EA is for carboxylate site. Vertical Detachment Energy:4.22(10) eV.

----

03WAN/DAC2   Datum: EA=2.96(1) eV LPES p:9

From 4-(CO2-)-N-CH2CO2-pyridinium. The stated EA is for carbanion site.

----

03WAN/DAC2   Datum: EA=2.96(1) eV LPES p:9

Rearrangment product from 3,4-di(CO2-)-N-Me-pyridinium. The stated EA is for carbanion site.

----

03WAN/DAC2   Datum: EA=3.45(10) eV LPES p:9

Rearrangment product from 2,4-di(CO2-)-N-Me-pyridinium. The stated EA is for carboxylate site. Vertical Detachment Energy:3.95(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jpyr4co2.zaf]

CBS-QB3    |-51.8  |341.6|333.6| 3.030|-27.7  |18.1   |26.8|98.0 

G3MP2B3    |-52.7  |343.0|335.1| 3.113|-28.5  |19.3   |26.2|99.9 

G3MP2B3+   |-53.1  |342.8|334.8| 3.131|-28.7  |19.2   |27.0|100.0

G4MP2      |-52.0  |342.7|334.8| 2.976|-27.5  |16.9   |26.3|96.5 

M062X/Def2T|-52.4  |343.8|334.4| 2.891|-31.5  |14.0   |31.5|97.6 

B3/6-311++G|-28.4  |342.1|334.0| 2.816|-3.2   |36.7   |27.1|92.0 

++++++++++++++++++++++++++++++++

pNO2-C6H4CH2-

C7H6NO2  mw:136.040 Anion CAS: Z-72409-67-7 fg:74 cnt:805

HOF(AH)=   7.4/0.9  94PED/       |

DacidS=24.0/1.4 Stat |  S(A-)=90.0/5.2 Acid |  S(AH)=92.0/5.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 345.3/2.0 IMRE | HOF(A-)=-5.8/2.2 Acid p:9

DacidH(AH)= 352.5/2.0 G+TS

----

78CUM/KEB    Datum: DacidG= 345.9/2.0 IMRE p:8

DacidH(AH)= 353.1/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pno2phj.zaf]

CBS-QB3    |-7.1   |353.9|347.9| 2.175|4.8    |43.1   |19.9|90.4 

G3MP2B3    |-8.4   |353.4|347.1| 2.348|5.4    |45.8   |21.2|92.5 

G3MP2B3+   |-8.7   |353.4|347.4| 2.357|5.1    |45.7   |19.9|92.6 

G4MP2      |-7.9   |353.5|347.5| 2.200|5.8    |42.8   |19.9|89.2 

M062X/Def2T|-7.9   |351.2|345.2| 2.219|5.6    |43.3   |20.2|89.8 

B3/6-311++G|12.3   |348.3|342.9| 2.309|31.3   |65.6   |18.2|86.4 

++++++++++++++++++++++++++++++++

5-CO2-N-Me-pyridinium-3-ide-

C7H6NO2  mw:136.040 Anion CAS: Z-301310-47-4 fg:87 cnt:6330

DacidS=26.0/3.0 Stat | 

----

03WAN/DAC2   Datum: EA=2.82(5) eV LPES p:9

From 3,5-di(CO2-)-N-Me-pyridinium. The stated EA is for carbanion site.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [5co3pyrr.zaf]

G3MP2B3    |-34.0  |362.3|354.9| 2.988|-29.1  |34.9   |24.6|116.1

G3MP2B3+   |-34.1  |362.3|354.8| 2.983|-29.2  |34.7   |25.1|116.0

M062X/Def2T|-33.1  |363.1|355.3| 2.719|-31.5  |29.7   |26.3|113.3

B3/6-311++G|-8.4   |362.8|355.5| 2.736|-3.9   |54.7   |24.6|110.7

++++++++++++++++++++++++++++++++

3-CO2-pyridinium-N-CH2-

C7H6NO2  mw:136.040 Anion CAS: Z-554417-82-2 fg:35 cnt:6314

DacidS=26.0/3.0 Stat | 

----

03WAN/DAC2   Datum: EA=3.80(10) eV LPES p:9

Rearrangment product from 3,5-di(CO2-)-N-Me-pyridinium. The stated EA is for carboxylate site. Vertical Detachment Energy:4.2(1) eV.

----

03WAN/DAC2   Datum: EA=2.905(10) eV LPES p:9

Rearrangment product from 2,3-di(CO2-)-N-Me-pyridinium. The stated EA is for the carbanion site.

----

03WAN/DAC2   Datum: EA=2.905(10) eV LPES p:9

Rearrangment product from 2,5-di(CO2-)-N-Me-pyridinium. The stated EA is for carbanion site.

----

03WAN/DAC2   Datum: EA=2.905(10) eV LPES p:9

Rearrangment product from 3,5-di(CO2-)-N-Me-pyridinium. The stated EA is for carbanion site.

----

03WAN/DAC2   Datum: EA=2.905(10) eV LPES p:9

From 3-(CO2-)-N-CH2CO2-pyridinium. The stated EA is for carbanion site.

----

03WAN/DAC2   Datum: EA=3.70(10) eV LPES p:9

Rearrangment product from 2,5-di(CO2-)-N-Me-pyridinium. The stated EA is for carboxylate site. Vertical Detachment Energy:4.2(1) eV.

----

03WAN/DAC2   Datum: EA=3.94(10) eV LPES p:9

From 3-(CO2-)-N-CH2CO2-pyridinium. The stated EA is for carboxylate site. Vertical Detachment Energy:4.10(10) eV.

----

03WAN/DAC2   Datum: EA=3.80(10) eV LPES p:9

Rearrangment product from 2,3-di(CO2-)-N-Me-pyridinium. The stated EA is for carboxylate site. Vertical Detachment Energy:4.12(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3co2pyrj.zaf]

CBS-QB3    |-51.5  |343.8|335.5| 2.950|-29.6  |16.2   |27.7|97.9 

G3MP2B3    |-52.6  |343.7|337.3| 3.054|-29.1  |17.9   |21.5|99.0 

G3MP2B3+   |-52.9  |343.5|336.4| 3.076|-29.2  |17.9   |23.7|99.1 

G4MP2      |-51.8  |343.5|337.1| 2.912|-28.2  |15.3   |21.5|95.6 

M062X/Def2T|-52.4  |337.2|329.3| 2.843|-25.0  |13.1   |26.7|90.1 

B3/6-311++G|-27.9  |335.5|327.3| 2.865|4.0    |38.0   |27.4|86.2 

++++++++++++++++++++++++++++++++

mNO2-C6H4CH2-

C7H6NO2  mw:136.040 Anion CAS: Z-72611-57-5 fg:74 cnt:804

HOF(A.)=  41.3/3.1 D+AH          | BDE(A-H)= 86.0/3.0 Est2 80PRY/    

HOF(AH)=   7.4/0.9  77PED/RYL    |

DacidS=24.0/2.0 Stat | 

----

83CAL/BAR #  Datum: DacidG= 355.7/2.0 IMRE | HOF(A-)=4.6/2.3 Acid p:9

DacidH(AH)= 362.9/2.1 G+TS EA(ev)= 1.593

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mno2phj.zaf]

CBS-QB3    |7.6    |368.6|361.6| 1.591|4.8    |44.2   |23.2|91.5 

G3MP2B3    |5.6    |367.4|360.6| 1.793|5.5    |46.8   |22.7|93.5 

G3MP2B3+   |5.4    |367.3|360.4| 1.799|5.3    |46.7   |23.2|93.5 

G4MP2      |5.9    |367.1|360.4| 1.652|6.0    |43.9   |22.6|90.0 

M062X/Def2T|7.3    |366.0|358.6| 1.627|6.0    |44.7   |24.6|90.8 

B3/6-311++G|29.7   |365.2|358.6| 1.638|31.7   |67.3   |22.1|87.6 

++++++++++++++++++++++++++++++++

2-Me-4-NO2-phenoxide-

C7H6NO3  mw:152.035 Anion CAS: Z-88409-44-3 fg:33 cnt:1070

HOF(A.)=   6.5/3.2 D+AH          | BDE(A-H)= 92.6/3.0 Est2           

HOF(AH)= -34.0/1.0 GpAd 93SP     |

DacidS=25.5/3.0 Stat | 

----

81FUJ/MCI #  Datum: DacidG= 321.0/2.0 IMRE | HOF(A-)=-71.1/2.4 Acid p:9

DacidH(AH)= 328.6/2.2 G+TS EA(ev)= 3.363

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2r4npho.zaf]

CBS-QB3    |-77.7  |327.6|320.3| 3.209|-39.6  |-3.6   |24.2|88.1 

G3MP2B3    |-76.5  |328.5|321.2| 3.386|-37.8  |1.8    |24.5|91.7 

G3MP2B3+   |-76.8  |328.5|321.2| 3.391|-38.0  |1.6    |24.4|91.7 

G4MP2      |-75.4  |328.6|321.2| 3.213|-36.8  |-1.1   |24.6|87.8 

M062X/Def2T|-77.5  |326.3|318.9| 3.339|-39.1  |-0.3   |24.7|90.8 

B3/6-311++G|-52.2  |322.6|315.3| 3.363|-7.5   |25.5   |24.4|85.2 

++++++++++++++++++++++++++++++++

3-Me-4-NO2-phenoxide-

C7H6NO3  mw:152.035 Anion CAS: Z-119061-84-6 fg:33 cnt:1069

HOF(A.)=   7.9/3.2 D+AH          | BDE(A-H)= 94.0/3.0 Est2           

HOF(AH)= -34.0/1.0 GpAd 93SP     |

DacidS=24.4/2.0 Stat | 

----

81FUJ/MCI #  Datum: DacidG= 322.6/2.0 IMRE | HOF(A-)=-69.8/2.3 Acid p:9

DacidH(AH)= 329.9/2.1 G+TS EA(ev)= 3.371

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3r4npho.zaf]

CBS-QB3    |-74.0  |328.4|321.4| 3.253|-36.7  |1.1    |23.5|89.9 

G3MP2B3    |-72.9  |329.2|322.4| 3.417|-35.0  |6.0    |22.9|93.1 

G4MP2      |-71.9  |329.1|322.1| 3.248|-33.8  |3.2    |23.4|89.1 

M062X/Def2T|-73.6  |327.4|320.0| 3.383|-36.3  |4.5    |24.8|92.9 

B3/6-311++G|-48.1  |323.7|316.9| 3.394|-4.5   |30.4   |22.7|87.0 

++++++++++++++++++++++++++++++++

pNO2-C6H4CH2O-

C7H6NO3  mw:152.035 Anion CAS: Z-185749-52-4 fg:32 cnt:6586

HOF(A.)=  24.7/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -27.7/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat | 

----

05MAT/MUS    Datum: DacidG= 350.3/2.0 IMRE | HOF(A-)=-36.5/2.3 Acid p:9

DacidH(AH)= 356.9/2.1 G+TS EA(ev)= 2.656

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnibzo.zaf]

CBS-QB3    |-36.0  |360.3|353.9| 2.553|-30.6  |23.0   |21.7|105.7

G3MP2B3    |-38.1  |358.1|352.5| 2.677|-29.1  |23.8   |19.0|105.0

G4MP2      |-37.4  |358.0|352.0|      |-28.3  |       |20.3|     

M062X/Def2T|-36.8  |357.2|350.5| 2.520|-29.3  |21.6   |22.3|103.0

M062X/Def2T|-32.2  |361.7|354.1| 2.343|-29.2  |21.9   |25.6|103.2

B3/6-311++G|-13.9  |351.7|345.1| 2.717|1.7    |48.9   |22.1|99.3 

++++++++++++++++++++++++++++++++

PhCO2H..NO3-

C7H6NO5  mw:184.025

Core ion CAS: Z-14797-55-8 Solvent: 65-85-0 fg:498 cnt:11714

----

24YUA/ZHA    Datum: EA=5.1(1) eV LPES p:8

Vertical Detachment Energy: 5.5 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [bahno3.zcf]

CBS-QB3    |-169.4 | 20.7| 12.5| 27.7|-71.1  |-77.5  | 4.725

G3MP2B3    |-165.6 | 20.5| 12.7| 26.3|-72.3  |-72.8  | 4.685

G3MP2B3+   |-165.6 | 20.2| 12.5| 25.7|-72.4  |-73.0  | 4.690

G4MP2      |-164.1 | 19.9| 11.7| 27.3|-71.0  |-73.2  | 4.489

M062X/Def2T|-166.7 | 20.7| 13.0| 26.0|-74.2  |-71.8  | 4.983

B3/6-311++G|-135.8 |     |     |     |       |       | 4.666

++++++++++++++++++++++++++++++++

oOH-PhCO2H..NO3-

C7H6NO6  mw:200.020

Core ion CAS: Z-14797-55-8 Solvent: 69-72-7 fg:498 cnt:11715

----

24YUA/ZHA    Datum: EA=4.9(1) eV LPES p:8

Vertical Detachment Energy: 5.5 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [baoohno3.zcf]

G3MP2B3    |-209.4 | 16.8|  8.7| 27.0|-119.8 |-72.8  | 5.125

B3/6-311++G|-174.9 |     |     |     |       |       | 4.606

++++++++++++++++++++++++++++++++

mOH-PhCO2H..NO3-

C7H6NO6  mw:200.020

Core ion CAS: Z-14797-55-8 Solvent: 99-06-9 fg:498 cnt:11716

----

24YUA/ZHA    Datum: EA=5.2(1) eV LPES p:8

Vertical Detachment Energy: 5.6 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [bamohno3.zcf]

G3MP2B3    |-212.9 | 26.4| 17.5| 29.7|-113.8 |-72.8  | 4.186

B3/6-311++G|-178.9 |     |     |     |       |       | 4.055

++++++++++++++++++++++++++++++++

pOH-PhCO2H..NO3-

C7H6NO6  mw:200.020

Core ion CAS: Z-14797-55-8 Solvent: 99-96-7 fg:498 cnt:11717

----

24YUA/ZHA    Datum: EA=4.9(1) eV LPES p:8

Vertical Detachment Energy: 5.3 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [bapohno3.zcf]

G3MP2B3    |-214.2 | 26.2| 17.8| 28.3|-115.1 |-72.8  | 5.706

B3/6-311++G|-181.4 |     |     |     |       |       | 4.734

++++++++++++++++++++++++++++++++

2-Me-1,3-dinitrobenzene-.

C7H6N2O4  mw:182.033 Anion CAS: Z-34505-41-4 fg:107 cnt:464

HOF(A.)=   4.4/1.0 GpAd 93SP     |

----

85FUK/MCI    Datum: EA=1.47(5) eV IMRE [33.9(11) kcal] | HOF(A-)=-29.5/1.5 R-EA p:9

.DELTA.eaG(355 K) = -32.8 kcal/mol; .DELTA.eaS =-3.2, estimated from data in 86CHO/HEI.
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.55(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2r13dnb.zzf]

CBS-QB3    |-30.0  |     |     | 1.483|       |4.1    |    |     

G3MP2B3    |-22.3  |     |     | 1.315|       |8.0    |    |     

G3MP2B3+   |-22.6  |     |     | 1.299|       |7.3    |    |     

G4MP2      |-26.5  |     |     | 1.551|       |9.2    |    |     

M062X/Def2T|-25.5  |     |     | 1.558|       |10.2   |    |     

B3/6-311++G|-1.1   |     |     | 1.916|       |43.0   |    |     

++++++++++++++++++++++++++++++++

4-Me-1,2-dinitrobenzene-.

C7H6N2O4  mw:182.033 Anion CAS: Z-34470-96-7 fg:107 cnt:2421

HOF(A.)=   4.4/1.0 GpAd 93SP     |

----

89MOC/GRI    Datum: EA=<1.77(5) eV PD   | HOF(A-)=>-36.4/1.5 R-EA p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4rono2nb.zzf]

CBS-QB3    |24.1   |     |     |-0.754|       |6.8    |    |     

G3MP2B3    |-16.2  |     |     | 1.150|       |10.4   |    |     

M062X/Def2T|-26.4  |     |     | 1.736|       |13.6   |    |     

B3/6-311++G|-1.6   |     |     | 2.022|       |45.2   |    |     

++++++++++++++++++++++++++++++++

3-Me-1,2-dinitrobenzene-.

C7H6N2O4  mw:182.033 Anion CAS: Z-110891-84-4 fg:107 cnt:2422

HOF(A.)=   4.4/1.0 GpAd 93SP     |

----

89MOC/GRI    Datum: EA=<1.77(5) eV PD   | HOF(A-)=>-36.4/1.5 R-EA p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3r12dnb.zzf]

CBS-QB3    |-29.4  |     |     | 1.552|       |6.6    |    |     

G3MP2B3    |-23.4  |     |     | 1.450|       |10.3   |    |     

G3MP2B3+   |-26.3  |     |     | 1.568|       |9.9    |    |     

M062X/Def2T|-24.0  |     |     | 1.629|       |13.6   |    |     

B3/6-311++G|1.6    |     |     | 1.928|       |46.2   |    |     

++++++++++++++++++++++++++++++++

4-Me-1,3-dinitrobenzene-.

C7H6N2O4  mw:182.033 Anion CAS: Z-34505-40-3 fg:107 cnt:2423

HOF(A.)=   7.9/0.8  94PED/       |

----

89MOC/GRI    Datum: EA=<1.60(5) eV PD   | HOF(A-)=>-29.0/1.4 R-EA p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4r13dnb.zzf]

CBS-QB3    |-34.5  |     |     | 1.535|       |0.8    |    |     

G3MP2B3    |-26.9  |     |     | 1.386|       |4.9    |    |     

M062X/Def2T|-30.6  |     |     | 1.598|       |6.2    |    |     

B3/6-311++G|-7.0   |     |     | 1.895|       |38.5   |    |     

++++++++++++++++++++++++++++++++

(HCN)6..CN-

C7H6N7  mw:188.069 fg:485 cnt:3849

HOF(solv)=  31.6/1.0 neut 89GUR/VEY S(A-)=94.3/1.0 |  S(AH)=

----

88MEO/CYB    Datum: DaffG= 2.4/2.2 TDAs | HOF(A-)=127.1/3.9 AfIN p:8

DaffH(X..Y-)= 8.5/1.0 TDAs

++++++++++++++++++++++++++++++++

benzaldehyde-.

C7H6O  mw:106.042 Anion CAS: Z-34473-57-9 fg:109 cnt:376

HOF(A.)=  -8.8/0.7  94PED/       | BDE(A-H)= 14.9/2.1 R-AH           

HOF(AH)=  28.4/2.0 d+ah          |

----

15BUO/ZHA    Datum: EA=0.35(5) eV LPES | HOF(A-)=-16.8/1.3 R-EA p:9

DacidH(AH)= 320.5/2.4 D-EA

----

83ZLA/LEE    Datum: EA=0.39(5) eV ECD  p:6

----

75WEN/KAO    Datum: EA=0.430(5) eV ECD  p:5

----

67WEN/CHE    Datum: EA=0.421(10) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcho.zzf]

CBS-QB3    |-16.6  |317.8|311.2| 0.368|31.4   |-8.2   |22.1|12.5 

G3MP2B3    |-18.5  |320.0|313.4| 0.350|28.7   |-10.6  |22.1|12.9 

G3MP2B3+   |-18.6  |320.1|313.6| 0.347|28.5   |-10.7  |21.9|12.9 

G4MP2      |-20.6  |320.1|314.0| 0.474|26.5   |-9.8   |20.4|15.9 

M062X/Def2T|-19.5  |318.8|312.6| 0.370|26.3   |-11.1  |21.0|14.7 

B3/6-311++G|-1.3   |318.5|313.0| 0.567|47.5   |11.7   |18.3|16.3 

++++++++++++++++++++++++++++++++

o-CH2(.)-PhO-

C7H6O  mw:106.042 Anion CAS: Z-2248682-18-8 fg:33 cnt:10771 BDE(A-H)= 55.9/4.3 D-EA 18NEL/GIC 

----

18NEL/GIC    Datum: EA=1.217(12) eV LPES p:8

Singlet neutral ground state; triplet is 1.535(19) eV up.

----

18NEL/GIC    Datum: DacidH(AH)= 341.4/4.3 IMRB p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ojpho.zaf]

CBS-QB3    |-14.8  |347.5|340.7| 1.295|3.4    |15.0   |23.0|63.7 

G3MP2B3    |-17.1  |345.6|338.7| 1.235|4.5    |11.4   |23.1|58.9 

G3MP2B3+   |-17.1  |345.6|338.6| 1.230|4.4    |11.2   |23.5|58.9 

G4MP2      |-18.7  |345.6|338.8| 1.352|2.9    |12.5   |23.0|61.7 

M062X/Def2T|-16.9  |345.8|338.9| 1.311|2.0    |13.3   |23.2|63.4 

B3/6-311++G|1.3    |346.2|339.3| 1.454|22.3   |34.7   |23.4|64.6 

++++++++++++++++++++++++++++++++

m-CH2(.)-PhO-

C7H6O  mw:106.042 Anion CAS: Z-41876-34-0 fg:33 cnt:10772 BDE(A-H)= 86.9/3.0 D-EA 18NEL/GIC 

----

18NEL/GIC    Datum: EA=2.227(8) eV LPES p:8

Triplet neutral ground state; singlet is 0.191(10) eV up.

----

18NEL/GIC    Datum: DacidH(AH)= 349.1/3.0 IMRB p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mjpho.zaf]

CBS-QB3    |-8.8   |351.6|344.7| 2.186|5.3    |41.5   |23.3|88.3 

G3MP2B3    |-11.1  |349.7|342.8| 2.347|6.4    |43.0   |23.2|88.7 

G3MP2B3+   |-11.1  |349.7|342.8| 2.347|6.3    |42.9   |23.3|88.7 

G4MP2      |-12.8  |349.6|342.7| 2.404|4.7    |42.5   |23.4|90.0 

M062X/Def2T|-9.6   |350.6|343.7| 2.174|4.4    |40.4   |23.3|88.1 

B3/6-311++G|7.0    |350.3|343.4| 2.183|24.0   |57.3   |23.2|85.4 

++++++++++++++++++++++++++++++++

p-CH2(.)-PhO-

C7H6O  mw:106.042 Anion CAS: Z-41876-33-9 fg:33 cnt:10773 BDE(A-H)= 53.1/4.3 D-EA 18NEL/GIC 

----

18NEL/GIC    Datum: EA=1.096(7) eV LPES p:8

Singlet neutral ground state; triplet is 2.002(10) eV up.

----

18NEL/GIC    Datum: DacidH(AH)= 341.4/4.3 IMRB p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pjpho.zzf]

CBS-QB3    |-16.0  |345.2|339.2| 1.211|4.5    |11.8   |20.3|59.4 

G3MP2B3    |-17.4  |344.1|338.0| 1.107|5.7    |8.0    |20.6|54.4 

G3MP2B3+   |-17.5  |344.1|338.5| 1.102|5.6    |7.8    |19.1|54.3 

G4MP2      |-19.1  |344.1|338.2| 1.226|3.9    |9.0    |20.0|57.2 

M062X/Def2T|-17.3  |344.0|338.3| 1.208|3.4    |10.5   |19.2|59.2 

B3/6-311++G|0.1    |344.3|338.4| 1.375|23.0   |31.6   |19.9|60.7 

++++++++++++++++++++++++++++++++

6(.)-2-Me-PhO-

C7H6O  mw:106.042 Anion CAS: N-2248682-22-4 fg:33 cnt:10774

----

18NEL/GIC    Datum: EA=2.197(6) eV LPES p:8

Triplet neutral ground state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [6dorpho.zzf]

CBS-QB3    |13.9   |376.2|368.6| 2.203|3.4    |64.7   |25.5|113.4

G3MP2B3    |9.5    |372.2|364.6| 2.430|4.5    |65.6   |25.4|113.2

G3MP2B3+   |9.5    |372.2|364.6| 2.431|4.4    |65.5   |25.6|113.2

G4MP2      |7.6    |371.8|364.3| 2.483|2.9    |64.8   |25.4|114.0

M062X/Def2T|10.5   |373.1|365.6| 2.213|2.0    |62.1   |25.0|112.1

B3/6-311++G|30.4   |375.4|367.8| 2.274|22.3   |81.3   |25.5|111.1

++++++++++++++++++++++++++++++++

4(.)-2-Me-PhO-

C7H6O  mw:106.042 Anion CAS: N-2248682-24-6 fg:33 cnt:10775

----

18NEL/GIC    Datum: EA=2.118(7) eV LPES p:8

Triplet neutral ground state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4dorpho.zzf]

CBS-QB3    |15.5   |377.8|369.8| 2.053|3.4    |62.6   |26.8|111.3

G3MP2B3    |11.5   |374.2|366.1| 2.263|4.5    |63.5   |27.1|111.1

G3MP2B3+   |11.4   |374.1|365.9| 2.266|4.4    |63.4   |27.7|111.1

G4MP2      |9.4    |373.7|363.4| 2.329|2.9    |62.8   |34.6|112.0

M062X/Def2T|11.3   |373.9|366.5| 2.067|2.0    |59.6   |25.0|109.6

B3/6-311++G|31.4   |376.3|368.1| 2.160|22.3   |79.4   |27.6|109.2

++++++++++++++++++++++++++++++++

2(.)-4-Me-PhO-

C7H6O  mw:106.042 Anion CAS: N-2248682-23-5 fg:33 cnt:10776

----

18NEL/GIC    Datum: EA=2.177(6) eV LPES p:8

Triplet neutral ground state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2dprpho.zzf]

G3MP2B3    |13.6   |375.2|366.9| 2.299|5.7    |66.6   |27.8|113.0

G3MP2B3+   |13.4   |375.0|367.6| 2.308|5.6    |66.5   |24.9|113.1

G4MP2      |11.6   |374.8|366.8| 2.353|3.9    |65.8   |26.8|113.9

M062X/Def2T|13.3   |374.6|366.8| 2.137|3.4    |63.1   |26.3|111.8

B3/6-311++G|32.4   |376.7|368.9| 2.215|23.0   |81.9   |26.0|111.0

++++++++++++++++++++++++++++++++

3(.)-4-Me-PhO-

C7H6O  mw:106.042 Anion CAS: N-2248682-25-7 fg:33 cnt:10777

----

18NEL/GIC    Datum: EA=2.305(5) eV LPES p:8

Triplet neutral ground state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3dprpho.zzf]

CBS-QB3    |12.2   |373.4|366.0| 2.273|4.5    |64.6   |25.0|112.2

G3MP2B3    |9.4    |370.9|363.6| 2.372|5.7    |64.1   |24.7|110.5

G3MP2B3+   |9.1    |370.7|363.9| 2.381|5.6    |64.0   |23.0|110.5

G4MP2      |7.6    |370.8|363.6| 2.425|3.9    |63.5   |24.3|111.7

M062X/Def2T|9.3    |370.6|363.5| 2.330|3.4    |63.6   |23.6|112.3

B3/6-311++G|27.6   |371.9|364.7| 2.348|23.0   |80.2   |23.9|109.3

++++++++++++++++++++++++++++++++

Me-p-benzoquinone-.

C7H6O2  mw:122.037 Anion CAS: Z-3998-67-2 fg:113 cnt:382

HOF(A.)= -37.1/2.0 Est1 88LIE/   |

----

85FUK/MCI    Datum: EA=1.85(5) eV IMRE [42.7(11) kcal] | HOF(A-)=-79.8/2.3 R-EA p:9

.DELTA.eaG(355 K) = -41.3 kcal/mol; .DELTA.eaS =-4.0, estimated from data in 88HEI/CHO.

----

17BUL/VER    Datum: EA=1.8(1) eV LPES p:8

----

88HEI/CHO    Datum: EA=1.85(6) eV IMRE [42.7(14) kcal] p:8

.DELTA.eaG(423 K) = -41.1 kcal/mol; .DELTA.eaS(estimated) = -4.0 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rbquin.zzf]

CBS-QB3    |-82.0  |     |     | 1.912|       |-37.8  |    |     

G3MP2B3    |-82.5  |     |     | 1.844|       |-39.9  |    |     

G3MP2B3+   |-82.8  |     |     | 1.847|       |-40.1  |    |     

G4MP2      |-84.1  |     |     | 1.980|       |-38.4  |    |     

M062X/Def2T|-83.6  |     |     | 1.967|       |-38.2  |    |     

B3/6-311++G|-61.4  |     |     | 2.122|       |-12.3  |    |     

++++++++++++++++++++++++++++++++

2,5-diOH-benzoic acid-. (DHB)

C7H6O4  mw:154.027 Anion CAS: Z-388609-65-2 fg:102 cnt:10036

HOF(A.)= -155.6/3.0  93SP        |

----

07LIP/EUS    Datum: EA=0.42(5) eV LPES p:8

Vertical Detachment Energy:0.73(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [25ohba-h.zzf]

CBS-QB3    |-172.0 |     |     | 0.496|       |-161.0 |    |     

G3MP2B3    |-168.2 |     |     | 0.395|       |-159.6 |    |     

G3MP2B3+   |-168.3 |     |     | 0.396|       |-159.7 |    |     

G4MP2      |-170.4 |     |     | 0.595|       |-157.1 |    |     

M062X/Def2T|-171.3 |     |     | 0.404|       |-162.4 |    |     

B3/6-311++G|-137.6 |     |     | 0.603|       |-124.3 |    |     

++++++++++++++++++++++++++++++++

quadricyclan-2-ide-

C7H7  mw:91.055 Anion CAS: Z-177552-58-8 fg:88 cnt:3581

HOF(A.)= 136.7/1.1 D+AH          | BDE(A-H)= 109.3/0.8 D-EA          

HOF(AH)=  81.1/0.6  94PED/       |

DacidS=27.4/0.1 Stat | 

----

96GUN/KAR    Datum: EA=0.868(6) eV LPES p:9

DacidH(AH)= 402.9/1.0 D-EA

Assignment of 1- and 2- isomers uncertain.

----

96LEE/DEP    Datum: DacidG= 394.7/0.8 IMRE p:8

DacidH(AH)= 402.9/0.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qcycl2.zaf]

CBS-QB3    |119.4  |402.7|394.8| 0.921|82.5   |140.6  |26.5|110.2

G3MP2B3    |114.7  |401.9|393.6| 1.013|79.9   |138.0  |27.8|110.1

G3MP2B3+   |114.4  |402.0|394.1| 1.011|79.6   |137.7  |26.4|110.1

G4MP2      |113.4  |401.4|393.6| 0.921|79.1   |134.6  |26.4|107.5

M062X/Def2T|115.4  |405.1|397.3| 0.748|74.9   |132.5  |26.2|109.7

B3/6-311++G|146.5  |404.3|396.4| 0.794|109.5  |164.7  |26.3|107.3

++++++++++++++++++++++++++++++++

cycloheptatrienide-

C7H7  mw:91.055 Anion CAS: Z-34464-18-1 fg:80 cnt:836

HOF(A.)= <62.6/3.3 D+AH          | BDE(A-H)=<71.5/2.1 D-EA           

HOF(AH)=  43.2/0.5  94PED/       |

DacidS=20.1/2.6 Stat |  S(A-)=69.5/2.6 Acid |  S(AH)=75.4/0.3  69BEN/CRU

----

96GUN/KAR    Datum: EA=<0.43 eV LPES p:9

DacidG(AH)= 374.2/1.4 H-TS| DacidH(AH)= 377.1/2.0 D-EA

Vertical Detachment Energy:0.64 eV.

----

79BAR/SCO #  Datum: DacidG= 369.2/2.0 IMRE | HOF(A-)=52.7/2.2 Acid p:8

DacidH(AH)= 375.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cht.zaf]

W1U        |56.6   |379.6|370.7| 0.360|42.8   |64.9   |29.8|74.2 

CBS-QB3    |61.5   |379.9|371.1|      |47.3   |       |29.8|     

G3MP2B3    |54.5   |379.0|369.7| 0.500|42.7   |66.0   |31.3|75.4 

G3MP2B3+   |54.1   |378.8|370.1| 0.510|42.5   |65.9   |29.5|75.5 

G4MP2      |54.9   |378.9|369.9| 0.436|43.1   |64.9   |30.2|73.9 

M062X/Def2T|59.9   |379.9|371.0| 0.310|44.8   |67.1   |29.8|74.5 

B3/6-311++G|75.1   |377.4|368.6| 0.288|65.0   |81.8   |29.5|68.9 

++++++++++++++++++++++++++++++++

norbornadienide-

C7H7  mw:91.055 Anion CAS: Z-177552-60-2 fg:86 cnt:864

HOF(A.)= 120.9/2.1 D+AH          | BDE(A-H)= 71.5/3.3 D-EA           

HOF(AH)=  57.4/1.0  80ROG/CHO    |

DacidS=27.4/3.0 Stat | 

----

96GUN/KAR    Datum: EA=1.286(6) eV LPES p:9

----

86LEE/SQU    Datum: DacidG= 391.3/1.5 IMRB | HOF(A-)=91.2/2.0 Acid p:6

DacidH(AH)= 399.5/1.8 G+TS

Between EtNH2, nPrNH2.
###### the following are "below the line": evaluated as not accurate ####

----

81WRI/BEA    Datum: DacidG= 389.0/5.0 IMRB p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbd2.zaf]

CBS-QB3    |92.3   |398.4|390.6|      |59.6   |       |26.4|     

G3MP2B3    |86.1   |397.6|389.8| 1.569|55.6   |122.1  |26.4|118.6

G3MP2B3+   |85.9   |397.7|389.9| 1.586|55.4   |122.4  |26.3|119.1

G4MP2      |85.9   |397.2|389.4| 1.307|55.9   |116.0  |26.3|112.2

M062X/Def2T|96.4   |400.2|392.4| 1.146|60.9   |122.7  |26.2|114.0

B3/6-311++G|117.7  |398.5|390.7| 1.294|86.5   |147.5  |26.3|113.1

++++++++++++++++++++++++++++++++

quadricyclan-1-ide-

C7H7  mw:91.055 Anion CAS: Z-177552-59-9 fg:88 cnt:3580

HOF(A.)= 140.5/1.2 D+AH          | BDE(A-H)= 111.5/0.8 D-EA          

HOF(AH)=  81.1/0.6  94PED/       |

DacidS=27.5/0.1 Stat | 

----

96GUN/KAR    Datum: EA=0.962(6) eV LPES | HOF(A-)=118.3/1.2 R-EA p:9

Assignment of 1- and 2- isomers uncertain.

----

96LEE/DEP    Datum: DacidG= 394.7/0.8 IMRE | HOF(A-)=118.3/1.0 Acid p:8

DacidH(AH)= 402.9/0.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qcycl1.zaf]

CBS-QB3    |118.6  |401.9|394.1| 1.045|82.5   |142.7  |26.3|112.3

G3MP2B3    |114.0  |401.3|393.0| 1.118|79.9   |139.8  |27.6|111.9

G3MP2B3+   |113.7  |401.2|393.4| 1.123|79.6   |139.5  |26.3|112.0

G4MP2      |112.7  |400.8|393.0| 1.028|79.1   |136.4  |26.2|109.4

M062X/Def2T|113.9  |403.7|395.9| 0.881|74.9   |134.2  |26.2|111.3

B3/6-311++G|145.3  |403.0|395.2| 0.930|109.5  |166.7  |26.3|109.3

++++++++++++++++++++++++++++++++

HCCCH2CH2CH2CC-

C7H7  mw:91.055 Anion CAS: Z-177552-61-3 fg:84 cnt:3583

HOF(A.)= 175.6/5.0 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)=  94.7/0.5  58BEN/BUS    |

DacidS=27.4/1.0 Stat |  S(A-)=92.1/1.4 Acid |  S(AH)=90.7/1.0 GpAd 93SP

----

96GUN/KAR    Datum: EA=3.046(6) eV LPES p:9

DacidH(AH)= 376.4/2.5 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccj3cc.zaf]

CBS-QB3    |111.0  |378.2|370.5| 3.051|98.5   |181.4  |26.0|135.0

G3MP2B3    |104.6  |378.1|370.6| 3.183|93.7   |178.2  |25.4|136.6

G3MP2B3+   |104.5  |378.2|370.5| 3.207|93.5   |178.6  |25.7|137.1

G4MP2      |105.1  |377.7|370.1| 2.943|94.6   |173.1  |25.5|130.6

M062X/Def2T|108.6  |378.6|370.9| 2.859|94.7   |174.5  |25.7|132.0

B3/6-311++G|126.7  |378.1|370.4| 2.983|115.8  |195.6  |25.7|131.8

++++++++++++++++++++++++++++++++

HCCCH2CH2CH=C=CH-

C7H7  mw:91.055 Anion CAS: A-2396-63-6 fg:82 cnt:3582

HOF(AH)=  94.7/0.5  58BEN/BUS    |

----

96GUN/KAR    Datum: EA=1.140(6) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hccj2xcc.zaf]

CBS-QB3    |110.4  |377.6|369.5| 1.070|98.5   |135.2  |27.3|88.7 

G3MP2B3    |103.5  |377.0|368.9| 1.163|93.7   |130.4  |27.2|88.9 

G3MP2B3+   |103.2  |376.9|368.8| 1.173|93.5   |130.4  |27.2|88.9 

G4MP2      |104.3  |376.9|368.8| 1.084|94.6   |129.5  |27.1|87.0 

M062X/Def2T|106.2  |376.2|367.5| 1.074|94.7   |131.0  |29.2|88.4 

B3/6-311++G|122.0  |373.4|365.4| 1.114|115.8  |147.8  |26.9|84.0 

++++++++++++++++++++++++++++++++

PhCH2-

C7H7  mw:91.055 Anion CAS: Z-18860-15-6 fg:74 cnt:785

HOF(A.)=  50.3/1.0  90HIP/TRO    | BDE(A-H)= 90.3/1.0 R-AH           

HOF(AH)=  12.1/0.1  94PED/       |

DacidS=23.8/1.4 Stat |  S(A-)=74.4/1.4 Acid |  S(AH)=76.6/0.2  69BEN/CRU

----

92GUN/GIL    Datum: EA=0.912(6) eV LPES p:9

DacidG(AH)= 376.1/0.5 H-TS| DacidH(AH)= 382.9/1.4 D-EA

99KIM/WEN, with LN2 cooling of the ion, gives the same electron affinity.

----

79BAR/SCO #  Datum: DacidG= 373.7/2.0 IMRE | HOF(A-)=27.2/2.0 Acid p:8

DacidH(AH)= 380.8/2.0 G+TS EA(ev)= 1.003

----

01GAL/DEC    Datum: DacidG= 372.1/2.0 IMRE p:7

DacidH(AH)= 379.2/2.0 G+TS

----

84DRZ/BRA2   Datum: EA=0.863(13) eV [19.9(3) kcal] p:7

----

75RIC/STE    Datum: EA=<0.885(65) eV [20.4(15) kcal] p:7

----

90GRA/SQU    Datum: DacidH(AH)= 377.0/3.5 CIDT p:6

----

82MAC/RAK    Datum: DacidG= 374.8/2.2 kfkr p:6

DacidH(AH)= 381.9/2.2 G+TS

Anchored on HCCH from the D-EA cycle.

----

71BOH/YOU    Datum: DacidG= 377.4/7.0 IMRB p:6

DacidH(AH)= 384.5/7.0 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

72PAG/       Datum: EA=1.08 eV SI   [25.0 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

69PAG/GOO    Datum: EA=0.759 eV SI   [17.5 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

68GAI/PAG    Datum: EA=0.798 eV SI   [18.4 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yj.zaf]

W1U        |27.3   |382.9|376.9| 0.909|10.2   |48.0   |20.4|89.9 

CBS-QB3    |31.9   |383.7|377.1| 0.899|14.0   |52.5   |22.3|90.6 

G3MP2B3    |26.0   |382.2|376.1| 1.100|11.0   |51.1   |20.4|92.2 

M062X/Def2T|28.3   |381.8|375.2| 0.949|11.2   |50.7   |22.1|91.6 

B3/6-311++G|45.3   |381.4|375.4| 0.835|31.2   |65.9   |19.8|86.9 

++++++++++++++++++++++++++++++++

C6D5CD2-

C7D7  mw:98.099 Anion CAS: N-2154-55-4 fg:74 cnt:6467

DacidS=23.5/1.0 Stat | 

----

96ELL/DAV    Datum: DacidG= 377.2/0.3 IMRE p:9

DacidH(AH)= 384.2/0.4 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6d5cd2.zaf]

CBS-QB3    |22.2   |386.4|379.6| 0.881|2.0    |42.3   |22.9|92.4 

G3MP2B3    |16.6   |384.8|378.2| 1.082|-0.6   |41.3   |22.1|94.0 

G3MP2B3+   |16.4   |384.8|379.0| 1.088|-0.7   |41.2   |19.4|94.1 

G4MP2      |16.2   |384.5|377.7| 1.009|-0.7   |39.2   |22.8|92.0 

M062X/Def2T|20.0   |384.3|377.6| 0.898|0.9    |40.5   |22.3|92.2 

B3/6-311++G|35.9   |383.9|378.2| 0.889|19.6   |56.1   |19.4|89.0 

++++++++++++++++++++++++++++++++

oMe-nitrobenzene..Br-

C7H7BrNO2  mw:215.967

Core ion CAS: Z-24959-67-9 Solvent: 88-72-2 fg:483 cnt:2639

HOF(solv)=  12.7/1.0 neut 77PED/RYL

----

91PAU/KEB    Datum: DaffG= 6.1/1.0 IMRE | HOF(A-)=-50.9/1.6 AfIN p:8

DaffH(X..Y-)= 12.7/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ornbbr.zcf]

G3MP2B3    |-58.8  | 13.9|  7.8| 20.6|7.6    |-52.5  

G4MP2      |-57.4  | 13.6|  7.6| 20.2|8.2    |-52.1  

M062X/Def2T|-56.7  | 15.8|  9.8| 20.1|8.1    |-49.0  

B3/6-311++G|-33.3  | 11.7|  5.2| 21.9|34.5   |-56.1  

++++++++++++++++++++++++++++++++

mMe-nitrobenzene..Br-

C7H7BrNO2  mw:215.967

Core ion CAS: Z-24959-67-9 Solvent: 99-08-1 fg:483 cnt:2640

HOF(solv)=   7.4/0.9 neut 77PED/RYL

----

91PAU/KEB    Datum: DaffG= 6.5/1.0 IMRE | HOF(A-)=-56.6/1.5 AfIN p:8

DaffH(X..Y-)= 13.1/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mrnbbr.zcf]

G3MP2B3    |-62.1  | 15.1|  8.7| 21.6|5.5    |-52.5  

G4MP2      |-60.9  | 14.8|  8.6| 20.7|6.0    |-52.1  

M062X/Def2T|-60.2  | 17.2| 11.1| 20.7|6.0    |-49.0  

B3/6-311++G|-37.7  | 13.3|  5.9| 25.0|31.7   |-56.1  

++++++++++++++++++++++++++++++++

pMe-nitrobenzene..Br-

C7H7BrNO2  mw:215.967

Core ion CAS: Z-24959-67-9 Solvent: 99-99-0 fg:483 cnt:2641

HOF(solv)=   7.4/0.9 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 6.8/1.0 IMRE | HOF(A-)=-56.9/1.5 AfIN p:8

DaffH(X..Y-)= 13.4/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prnbbr.zcf]

G3MP2B3    |-61.8  | 14.7|  8.2| 21.8|5.4    |-52.5  

G4MP2      |-60.7  | 14.4|  8.1| 21.0|5.8    |-52.1  

M062X/Def2T|-60.2  | 16.8| 10.5| 21.1|5.6    |-49.0  

B3/6-311++G|-37.6  | 12.8|  5.1| 25.8|31.3   |-56.1  

++++++++++++++++++++++++++++++++

pMe-nitrobenzene..Cl-

C7H7ClNO2  mw:172.017

Core ion CAS: Z-16887-00-6 Solvent: 99-99-0 fg:482 cnt:1505

HOF(solv)=   7.4/0.9 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 7.5 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prnbcl.zcf]

G3MP2B3    |-67.4  | 16.6| 10.6| 20.2|5.4    |-56.1  

G3MP2B3+   |-67.5  | 16.5| 10.1| 21.5|5.1    |-56.1  

G4MP2      |-66.0  | 16.8| 10.3| 22.1|5.8    |-55.0  

M062X/Def2T|-63.1  | 20.2| 13.7| 22.0|5.6    |-48.4  

B3/6-311++G|-41.2  |  4.7|  9.0| 22.1|31.3   |-56.9  

++++++++++++++++++++++++++++++++

(HCN)7..Cl-

C7H7ClN7  mw:224.046 fg:482 cnt:3856

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 1.0/2.2 TDAs | HOF(A-)=131.0/3.7 AfIN p:8

DaffH(X..Y-)= 7.9/1.0 TDAs

++++++++++++++++++++++++++++++++

PhCH2F..F-

C7H7F2  mw:129.052

Core ion CAS: Z-16984-48-8 Solvent: 350-50-5 fg:481 cnt:1048

HOF(solv)= -29.5/2.0 GpAd 93SP     

----

83LAR/MCM    Datum: DaffG= 16.5/2.0 IMRE | HOF(A-)=-113.3/2.9 AfIN p:7

DaffH(X..Y-)= 24.4/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phjf2.zcf]

CBS-QB3    |-113.7 | 24.7| 16.5| 27.5|-30.0  |-59.0  

G3MP2B3    |-115.3 | 23.4| 15.1| 27.7|-31.9  |-60.1  

G3MP2B3+   |-116.2 | 24.0| 16.6| 24.6|-32.1  |-60.1  

G4MP2      |-114.1 | 21.1| 12.6| 28.5|-31.0  |-62.0  

M062X/Def2T|-110.4 | 31.3| 23.9| 24.7|-33.2  |-45.9  

B3/6-311++G|-94.5  | 13.6| 16.7| 24.5|-9.0   |-61.5  

++++++++++++++++++++++++++++++++

SiF4..pMe-nitrobenzene-.

C7H7F4NO2Si  mw:241.019

Core ion CAS: Z-34509-96-1 Solvent: 7783-61-1 fg:307 cnt:5002

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 15.6/0.6 TDAs | HOF(A-)=-435.6/3.7 AfIN p:8

DaffH(X..Y-)= 35.0/3.0 TDAs

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifprnb.zcf]

G3MP2B3    |-427.7 | 31.2| 21.5| 32.5|-383.0 |-13.4  

G4MP2      |-435.3 | 32.3| 20.9| 38.4|-386.0 |-17.0  

M062X/Def2T|-438.3 | 35.4| 23.7| 39.4|-385.9 |-17.0  

B3/6-311++G|-363.3 | 31.7| 20.6| 37.0|-335.0 |3.4    

++++++++++++++++++++++++++++++++

SiF4..mMe-nitrobenzene-.

C7H7F4NO2Si  mw:241.019

Core ion CAS: Z-34505-29-8 Solvent: 7783-61-1 fg:307 cnt:4993

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 15.2/0.6 IMRE | HOF(A-)=-401.4/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifmrnb.zcf]

G3MP2B3    |-428.4 | 30.7| 20.8| 33.1|-383.0 |-14.7  

M062X/Def2T|-438.6 | 34.8| 22.6| 40.9|-385.9 |-17.9  

++++++++++++++++++++++++++++++++

SiF4..oMe-nitrobenzene-.

C7H7F4NO2Si  mw:241.019

Core ion CAS: Z-34505-30-1 Solvent: 7783-61-1 fg:307 cnt:4994

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 15.7/0.6 IMRE | HOF(A-)=-394.6/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifornb.zcf]

G3MP2B3    |-425.9 | 31.4| 21.7| 32.7|-383.0 |-11.5  

M062X/Def2T|-435.9 | 35.1| 23.2| 39.8|-385.9 |-14.9  

B3/6-311++G|-360.1 | 32.0| 20.6| 38.4|-335.0 |6.9    

++++++++++++++++++++++++++++++++

CF3CF2CH2OH..uracil-.

C7H7F5N2O3  mw:262.038

Core ion CAS: Z-42052-10-8 Solvent: 422-05-9 fg:320 cnt:6691

HOF(solv)=-313.2/0.7 neut 94PED/   

----

05HAR/RAK    Datum: EA=1.3(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(HCN)7..I-

C7H7IN7  mw:315.981 fg:484 cnt:3868

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 1.5/2.2 TDAs | HOF(A-)=102.0/3.7 AfIN p:8

DaffH(X..Y-)= 7.4/1.0 TDAs

++++++++++++++++++++++++++++++++

pMe-nitrobenzene-.

C7H7NO2  mw:137.048 Anion CAS: Z-34509-96-1 fg:107 cnt:406

HOF(A.)=   7.4/0.9  94PED/       |

----

86CHO/HEI    Datum: EA=0.954(87) eV [22.0(20) kcal] | HOF(A-)=-14.6/2.2 R-EA p:9

.DELTA.eaG(423 K) = -21.2 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

85FUK/MCI    Datum: EA=0.971(48) eV [22.4(11) kcal] p:8

.DELTA.eaG(355 K) = -21.7 kcal/mol; .DELTA.eaS =-2.0, estimated from data in 86CHO/HEI.

----

99HUH/KAN    Datum: EA=0.932(87) eV [21.5(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

92CHE/CHE    Datum: EA=0.96(3) eV ECD  p:6

----

89MOC/GRI    Datum: EA=<1.10(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prnb.zzf]

CBS-QB3    |-17.3  |     |     | 0.961|       |4.8    |    |     

G3MP2B3    |-13.4  |     |     | 0.822|       |5.4    |    |     

G3MP2B3+   |-13.6  |     |     | 0.821|       |5.1    |    |     

G4MP2      |-17.0  |     |     | 0.992|       |5.8    |    |     

M062X/Def2T|-17.0  |     |     | 0.984|       |5.6    |    |     

B3/6-311++G|3.4    |     |     | 1.218|       |31.3   |    |     

++++++++++++++++++++++++++++++++

oMe-nitrobenzene-.

C7H7NO2  mw:137.048 Anion CAS: Z-34505-30-1 fg:107 cnt:405

HOF(A.)=  12.7/1.0  77PED/RYL    |

----

86CHO/HEI    Datum: EA=0.924(87) eV [21.3(20) kcal] | HOF(A-)=-8.6/2.2 R-EA p:9

.DELTA.eaG(423 K) = -20.7 kcal/mol; .DELTA.eaS = -1.6 eu.

----

85FUK/MCI    Datum: EA=0.954(48) eV [22.0(11) kcal] p:8

.DELTA.eaG(355 K) = -21.4 kcal/mol; .DELTA.eaS =-1.6, estimated from data in 86CHO/HEI.

----

92CHE/CHE    Datum: EA=0.88(3) eV ECD  p:6
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.24(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ornb.zzf]

CBS-QB3    |-15.3  |     |     | 0.969|       |6.9    |    |     

G3MP2B3    |-11.5  |     |     | 0.835|       |7.6    |    |     

G3MP2B3+   |-11.6  |     |     | 0.824|       |7.2    |    |     

M062X/Def2T|-14.9  |     |     | 0.994|       |7.9    |    |     

B3/6-311++G|6.9    |     |     | 1.205|       |34.5   |    |     

++++++++++++++++++++++++++++++++

mMe-nitrobenzene-.

C7H7NO2  mw:137.048 Anion CAS: Z-34505-29-8 fg:107 cnt:403

HOF(A.)=   7.4/0.9  77PED/RYL    |

----

86CHO/HEI    Datum: EA=0.989(87) eV [22.8(20) kcal] | HOF(A-)=-15.4/2.2 R-EA p:9

.DELTA.eaG(423 K) = -22.1 kcal/mol; .DELTA.eaS(estimated) = -1.7 eu.

----

85FUK/MCI    Datum: EA=0.984(48) eV [22.7(11) kcal] p:8

.DELTA.eaG(355 K) = -22.1 kcal/mol; .DELTA.eaS =-1.7, estimated from data in 86CHO/HEI.

----

92CHE/CHE    Datum: EA=0.97(3) eV ECD  p:6

----

88HAN/BRA    Datum: EA=0.928 eV IMRB [21.4 kcal] p:6
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.18(5) eV PD   p:4

----

83ZLA/LEE    Datum: EA=0.80(10) eV ECD  p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mrnb.zzf]

CBS-QB3    |-18.5  |     |     | 1.017|       |4.8    |    |     

G3MP2B3    |-14.7  |     |     | 0.878|       |5.5    |    |     

G3MP2B3+   |-14.8  |     |     | 0.872|       |5.3    |    |     

M062X/Def2T|-17.9  |     |     | 1.047|       |6.0    |    |     

B3/6-311++G|2.7    |     |     | 1.264|       |31.7   |    |     

++++++++++++++++++++++++++++++++

PhCH2NO2-.

C7H7NO2  mw:137.048 Anion CAS: Z-38170-48-8 fg:102 cnt:4614

HOF(A.)=   7.3/0.7 GpAd 94PED/   |
###### the following are "below the line": evaluated as not accurate ####

----

99CHE/WEL    Datum: EA=0.65(1) eV ECD  p:4

This may be an ion-radical complex.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phjno2.zzf]

CBS-QB3    |-2.3   |     |     | 0.429|       |7.5    |    |     

G3MP2B3    |-0.5   |     |     | 0.358|       |7.6    |    |     

G3MP2B3+   |-0.7   |     |     | 0.361|       |7.5    |    |     

G4MP2      |-4.0   |     |     | 0.526|       |8.0    |    |     

M062X/Def2T|-0.1   |     |     | 0.385|       |8.7    |    |     

B3/6-311++G|19.3   |     |     | 0.665|       |34.5   |    |     

++++++++++++++++++++++++++++++++

mOMe-nitrobenzene-.

C7H7NO3  mw:153.043 Anion CAS: Z-42206-54-2 fg:107 cnt:976

HOF(A.)= -21.3/1.0 GpAd 93SP     |

----

86CHO/HEI    Datum: EA=1.04(9) eV IMRE [24.0(20) kcal] | HOF(A-)=-45.3/2.2 R-EA p:9

.DELTA.eaG(423 K) = -23.4 kcal/mol; .DELTA.eaS(estimated) = -1.7 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3ornb.zzf]

CBS-QB3    |-50.4  |     |     | 1.065|       |-26.0  |    |     

G3MP2B3    |-45.1  |     |     | 0.935|       |-23.7  |    |     

G3MP2B3+   |-45.2  |     |     | 0.930|       |-23.9  |    |     

G4MP2      |-48.5  |     |     | 1.130|       |-22.5  |    |     

M062X/Def2T|-51.3  |     |     | 1.098|       |-26.1  |    |     

B3/6-311++G|-24.1  |     |     | 1.318|       |6.1    |    |     

++++++++++++++++++++++++++++++++

pOMe-nitrobenzene-.

C7H7NO3  mw:153.043 Anion CAS: Z-34473-10-4 fg:107 cnt:975

HOF(A.)= -21.3/1.0 GpAd 93SP     |

----

86CHO/KEB    Datum: EA=0.911(87) eV [21.0(20) kcal] | HOF(A-)=-42.3/2.2 R-EA p:9

.DELTA.eaG(423 K) = -20.3 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

99HUH/KAN    Datum: EA=0.872(87) eV [20.1(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4ornb.zzf]

CBS-QB3    |-46.8  |     |     | 0.899|       |-26.3  |    |     

G3MP2B3    |-41.0  |     |     | 0.737|       |-24.2  |    |     

G3MP2B3+   |-41.2  |     |     | 0.736|       |-24.4  |    |     

G4MP2      |-44.4  |     |     | 0.935|       |-23.0  |    |     

M062X/Def2T|-47.5  |     |     | 0.885|       |-27.2  |    |     

B3/6-311++G|-20.6  |     |     | 1.116|       |4.9    |    |     

++++++++++++++++++++++++++++++++

pOMe-nitrobenzene..NO2-

C7H7N2O5  mw:199.036

Core ion CAS: Z-14797-65-0 Solvent: 100-17-4 fg:488 cnt:1813

HOF(solv)= -21.3/1.0 GpAd 93SP     

----

86GRI/CHO    Datum: DaffG= 12.6/2.0 TDAs | HOF(A-)=-86.0/2.2 AfIN p:9

DaffH(X..Y-)= 20.5/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pornbno2.zcf]

G3MP2B3    |-87.6  | 18.9|  9.7| 30.9|-24.2  |-44.4  

G4MP2      |-86.0  | 18.0|  8.6| 31.3|-23.0  |-45.0  

M062X/Def2T|-86.3  | 21.5| 12.5| 30.0|-27.2  |-37.6  

B3/6-311++G|-48.9  |  9.4|  2.9| 21.9|4.9    |-44.3  

++++++++++++++++++++++++++++++++

pOMe-phenide-

C7H7O  mw:107.050 Anion CAS: Z-77748-44-8 fg:87 cnt:2836

HOF(A.)=  45.2/3.0 D+AH          |

HOF(AH)= -16.2/0.2  94PED/       |

DacidS=26.0/2.0 Stat |  S(A-)=86.2/2.2 Acid |  S(AH)=86.2/1.0 GpAd 93SP

----

92DAH/KAS    Datum: DacidG= 394.0/3.0 IMRB | HOF(A-)=19.8/3.1 Acid p:7

DacidH(AH)= 401.8/3.1 G+TS EA(ev)= 1.099

Acid: anisole. Between o-OMe-phenide and Me2NH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [porph.zaf]

CBS-QB3    |18.5   |400.8|392.2|      |-16.6  |       |28.6|     

G3MP2B3    |15.6   |400.9|392.3| 1.337|-18.1  |46.2   |28.8|116.4

G3MP2B3+   |15.6   |401.0|392.2|      |-18.3  |       |29.5|     

G4MP2      |16.5   |400.8|392.2|      |-17.2  |       |28.9|     

M062X/Def2T|18.2   |403.9|395.4| 0.931|-21.0  |39.4   |28.4|112.5

B3/6-311++G|40.2   |401.9|393.3| 1.097|5.6    |65.3   |28.9|111.8

++++++++++++++++++++++++++++++++

PhCH2O-

C7H7O  mw:107.050 Anion CAS: Z-45581-66-6 fg:30 cnt:543

HOF(A.)=  28.4/2.0 D+AH          | BDE(A-H)= 106.0/2.1 D-EA          

HOF(AH)= -24.0/0.3  94PED/       |

DacidS=22.6/1.4 A-AH |  S(A-)=84.0/1.0 Isoe 93SP |  S(AH)=87.4/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 363.4/2.0 IMRE | HOF(A-)=-19.5/2.2 Acid p:9

DacidH(AH)= 370.2/2.0 G+TS EA(ev)= 2.088 DaffH(X..Y-)= 45.5/2.2 A-IN

----

85MOY/DOD    Datum: EA=2.14(1) eV LPD  [49.4(3) kcal] p:8

DacidH(AH)= 368.7/2.0 D-EA

Derived Bond Dissociation Energy: 105.8/2.8 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bzo.zaf]

CBS-QB3    |91.0   |     |     | 2.179|       |31.4   |    |     

G3MP2B3    |-21.7  |368.9|362.2| 2.177|-23.4  |28.7   |22.6|104.2

G3MP2B3+   |-22.1  |368.6|362.0| 2.189|-23.6  |28.5   |22.1|104.2

G4MP2      |-21.3  |368.7|362.0| 2.061|-22.8  |26.5   |22.3|101.4

M062X/Def2T|-18.9  |369.6|362.9| 1.949|-23.8  |26.3   |22.4|102.2

B3/6-311++G|-0.1   |365.6|359.1| 2.058|1.5    |47.5   |22.1|98.1 

++++++++++++++++++++++++++++++++

oMe-phenoxide-

C7H7O  mw:107.050 Anion CAS: Z-20217-30-5 fg:33 cnt:569

HOF(A.)=   2.5/0.7 D+AH          | BDE(A-H)= 85.8/0.3  17NEL/GIC     

HOF(AH)= -31.2/0.6  07RIC/BER    |

DacidS=25.0/3.0 Stat |  S(A-)=84.6/3.2 Acid |  S(AH)=85.6/1.0 GpAd 93SP

----

17NEL/GIC    Datum: EA=2.1991(14) eV SEVI p:9

DacidH(AH)= 348.7/0.8 D-EA

----

81FUJ/MCI #  Datum: DacidG= 342.0/2.0 IMRE | HOF(A-)=-47.4/2.3 Acid p:9

DacidH(AH)= 349.5/2.2 G+TS EA(ev)= 2.166

----

25KIM/KIM    Datum: EA=2(12) eV LPD  [2.1977(12) eV] p:8

DBS at 66(15) cm-1.

----

75RIC/STE2   Datum: EA=<2.36(6) eV PD   p:8

----

77MCM/KEB    Datum: DacidG= 342.7/2.0 IMRE p:7

DacidH(AH)= 350.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [orpho.zaf]

CBS-QB3    |-46.9  |348.6|341.1| 2.182|-29.8  |3.4    |25.2|85.3 

G3MP2B3    |-50.0  |348.8|341.4| 2.363|-31.7  |4.5    |25.1|88.3 

G3MP2B3+   |-50.2  |348.8|341.4| 2.367|-31.8  |4.4    |25.0|88.4 

G4MP2      |-49.3  |348.8|341.2| 2.263|-31.0  |2.9    |25.4|86.0 

M062X/Def2T|-48.4  |349.0|341.6| 2.185|-32.8  |2.0    |24.8|86.9 

B3/6-311++G|-27.2  |346.9|339.4| 2.145|-6.8   |22.3   |25.0|81.3 

++++++++++++++++++++++++++++++++

mMe-phenoxide-

C7H7O  mw:107.050 Anion CAS: Z-20227-79-6 fg:33 cnt:568

HOF(A.)=   4.3/0.6 D+AH          | BDE(A-H)= 87.8/0.3  17NEL/GIC     

HOF(AH)= -31.4/0.5  07RIC/BER    |

DacidS=23.0/1.0 Stat |  S(A-)=82.3/1.0 Acid |  S(AH)=85.3/0.3  69STU/WES

----

17NEL/GIC    Datum: EA=2.2177(14) eV SEVI | HOF(A-)=-46.9/0.9 Acid p:9

DacidG(AH)= 343.4/0.4 H-TS| DacidH(AH)= 350.3/0.8 D-EA

----

81FUJ/MCI #  Datum: DacidG= 342.7/2.0 IMRE | HOF(A-)=-47.6/2.1 Acid p:9

DacidH(AH)= 349.6/2.0 G+TS EA(ev)= 2.248

----

25KIM/KIM    Datum: EA=2(20) eV LPD  [2.2174(20) eV] p:8

Dipole Bound State at 123(18) cm-1.

----

06ANG/ERV    Datum: DacidH(AH)= 348.2/1.2 CIDC p:8

----

77MCM/KEB    Datum: DacidG= 343.8/2.0 IMRE p:7

DacidH(AH)= 350.7/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mrpho.zaf]

CBS-QB3    |-45.2  |349.6|342.7| 2.189|-29.1  |5.3    |23.2|86.5 

G3MP2B3    |-48.4  |349.8|342.6| 2.380|-31.1  |6.4    |24.3|89.6 

G3MP2B3+   |-48.7  |349.8|342.8| 2.386|-31.3  |6.3    |23.3|89.7 

G4MP2      |-47.8  |349.6|342.1| 2.279|-30.3  |4.7    |25.4|87.1 

M062X/Def2T|-46.7  |350.2|342.7| 2.216|-32.2  |4.4    |25.1|88.7 

B3/6-311++G|-26.2  |347.8|340.7| 2.177|-6.7   |24.0   |23.8|82.8 

++++++++++++++++++++++++++++++++

oOMe-phenide-

C7H7O  mw:107.050 Anion CAS: Z-77748-29-9 fg:87 cnt:2834

HOF(A.)=  45.2/3.0 D+AH          |

HOF(AH)= -16.2/0.2  94PED/       |

DacidS=24.6/2.0 Stat |  S(A-)=84.8/2.2 Acid |  S(AH)=86.2/1.0  76BEN

----

92DAH/KAS    Datum: DacidG= 391.0/3.0 IMRB | HOF(A-)=16.4/3.1 Acid p:7

DacidH(AH)= 398.3/3.1 G+TS EA(ev)= 1.247

Acid: anisole. Between HO- and m,p-methoxyphenide.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oorph.zaf]

CBS-QB3    |8.2    |390.5|382.3| 1.630|-16.6  |45.7   |27.6|114.4

G3MP2B3    |5.5    |390.9|382.6| 1.707|-18.1  |44.8   |27.6|115.0

G3MP2B3+   |5.6    |391.0|383.0| 1.700|-18.3  |44.8   |26.9|115.1

G4MP2      |6.3    |390.7|382.5| 1.576|-17.2  |42.6   |27.3|111.9

M062X/Def2T|6.8    |392.5|384.4| 1.345|-21.0  |37.9   |27.1|111.0

B3/6-311++G|29.9   |391.6|383.6| 1.469|5.6    |63.8   |26.9|110.3

++++++++++++++++++++++++++++++++

mOMe-phenide-

C7H7O  mw:107.050 Anion CAS: Z-77748-37-9 fg:87 cnt:2835

HOF(A.)=  45.1/3.0 D+AH          |

HOF(AH)= -16.2/0.2  94PED/       |

DacidS=24.6/2.0 Stat | 

----

92DAH/KAS    Datum: DacidG= 394.0/3.0 IMRB | HOF(A-)=19.4/3.1 Acid p:7

DacidH(AH)= 401.3/3.1 G+TS EA(ev)= 1.117

Acid: anisole. Between o-methoxyphenide and Me2NH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [morph.zaf]

CBS-QB3    |17.6   |399.9|391.2|      |-16.6  |       |29.1|     

G3MP2B3    |14.3   |399.6|391.0| 1.318|-18.1  |44.5   |28.9|114.7

G3MP2B3+   |14.3   |399.8|391.1| 1.313|-18.3  |44.4   |29.0|114.8

G4MP2      |15.2   |399.6|390.9|      |-17.2  |       |28.9|     

M062X/Def2T|16.6   |402.3|393.7| 0.935|-21.0  |37.9   |28.8|111.0

B3/6-311++G|39.1   |400.8|392.0| 1.084|5.6    |63.9   |29.5|110.4

++++++++++++++++++++++++++++++++

pMe-phenoxide-

C7H7O  mw:107.050 Anion CAS: Z-22113-51-5 fg:33 cnt:570

HOF(A.)=   2.1/0.8 D+AH          | BDE(A-H)= 85.1/0.3  17NEL/GIC     

HOF(AH)= -30.9/0.7  07RIC/BER    |

DacidS=23.0/1.0 Stat |  S(A-)=80.1/1.0 Acid |  S(AH)=83.1/0.3  69STU/WES

----

17NEL/GIC    Datum: EA=2.1199(14) eV SEVI p:9

DacidH(AH)= 349.8/0.8 D-EA

----

81FUJ/MCI #  Datum: DacidG= 343.4/2.0 IMRE | HOF(A-)=-46.3/2.2 Acid p:9

DacidH(AH)= 350.3/2.0 G+TS EA(ev)= 2.101

----

25KIM/KIM    Datum: EA=2(11) eV LPD  [2.1196(11) eV] p:8

DBS at 154(14) cm-1.

----

79BAR/SCO #  Datum: DacidG= 343.4/2.0 IMRE p:8

DacidH(AH)= 350.3/2.0 G+TS

----

77MCM/KEB    Datum: DacidG= 344.7/2.0 IMRE p:7

DacidH(AH)= 351.6/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prpho.zaf]

CBS-QB3    |-44.0  |350.4|343.6| 2.102|-28.6  |4.5    |22.9|85.3 

G3MP2B3    |-47.0  |350.7|344.0| 2.282|-30.5  |5.7    |22.5|88.3 

G3MP2B3+   |-47.3  |350.6|343.1| 2.294|-30.7  |5.6    |25.2|88.4 

G4MP2      |-46.3  |350.6|343.1| 2.178|-29.8  |3.9    |25.4|85.8 

M062X/Def2T|-45.2  |351.0|343.8| 2.104|-31.5  |3.4    |24.3|87.0 

B3/6-311++G|-24.9  |348.4|340.8| 2.154|-6.1   |23.0   |25.5|81.2 

++++++++++++++++++++++++++++++++

mOH-C6H4CH2-

C7H7O  mw:107.050 Anion CAS: N-155174-22-4 fg:74 cnt:8980

HOF(AH)= -31.4/0.5  07RIC/BER    |

----

17NEL/GIC    Datum: EA=1.0240(80) eV SEVI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mohphj.zaf]

CBS-QB3    |-13.2  |381.6|374.5| 0.995|-29.1  |9.3    |23.8|90.5 

G3MP2B3    |-18.1  |380.2|372.9| 1.205|-31.1  |9.3    |24.5|92.5 

G3MP2B3+   |-18.2  |380.2|373.2| 1.210|-31.3  |9.2    |23.4|92.6 

G4MP2      |-17.6  |379.9|372.6| 1.108|-30.3  |7.6    |24.4|90.0 

M062X/Def2T|-16.7  |380.2|372.4| 1.005|-32.2  |6.1    |26.0|90.4 

B3/6-311++G|5.6    |379.6|372.6| 1.004|-6.7   |28.4   |23.4|87.2 

++++++++++++++++++++++++++++++++

mOMe-phenoxide-

C7H7O2  mw:123.045 Anion CAS: Z-40529-20-2 fg:33 cnt:584

HOF(A.)= -23.1/1.4 D+AH          | BDE(A-H)= 88.7/1.0  98BOR/MAR     

HOF(AH)= -59.7/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=92.0/1.4 Acid |  S(AH)=95.0/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 341.1/2.0 IMRE | HOF(A-)=-77.4/2.3 Acid p:9

DacidH(AH)= 348.0/2.0 G+TS EA(ev)= 2.358

----

77MCM/KEB    Datum: DacidG= 341.9/2.0 IMRE p:8

DacidH(AH)= 348.8/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [morpho.zaf]

CBS-QB3    |-77.5  |348.0|340.5| 2.216|-59.8  |-26.5  |25.3|85.5 

G3MP2B3    |-79.2  |348.4|340.8| 2.399|-60.4  |-23.9  |25.5|88.6 

G4MP2      |-77.8  |348.3|340.7| 2.274|-59.0  |-25.4  |25.7|85.7 

M062X/Def2T|-80.5  |348.7|341.1| 2.263|-64.5  |-28.3  |25.3|88.3 

B3/6-311++G|-53.5  |346.3|338.7| 2.211|-32.5  |-2.5   |25.6|82.1 

++++++++++++++++++++++++++++++++

oOMe-phenoxide-

C7H7O2  mw:123.045 Anion CAS: Z-54976-95-3 fg:33 cnt:1185

HOF(A.)= -27.1/1.4 D+AH          | BDE(A-H)= 84.7/1.0  98BOR/MAR     

HOF(AH)= -59.7/1.0 GpAd 93SP     |

DacidS=23.0/3.0 Stat |  S(A-)=92.0/3.2 Acid |  S(AH)=95.0/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 342.5/2.0 IMRE | HOF(A-)=-76.0/2.4 Acid p:7

DacidH(AH)= 349.4/2.2 G+TS EA(ev)= 2.121

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oorpho.zaf]

CBS-QB3    |-77.0  |349.9|342.4| 2.193|-61.1  |-26.4  |25.2|86.8 

G3MP2B3    |-78.3  |350.1|342.7| 2.357|-61.2  |-23.9  |25.0|89.4 

G3MP2B3+   |-78.5  |350.0|342.4| 2.364|-61.3  |-23.9  |25.5|89.4 

G4MP2      |-76.7  |350.1|342.6| 2.226|-59.6  |-25.3  |25.2|86.4 

M062X/Def2T|-79.0  |350.6|343.0| 2.138|-64.9  |-29.7  |25.5|87.3 

B3/6-311++G|-52.1  |348.3|340.7| 2.156|-33.1  |-2.4   |25.4|82.8 

++++++++++++++++++++++++++++++++

pOMe-phenoxide-

C7H7O2  mw:123.045 Anion CAS: Z-29368-59-0 fg:33 cnt:585

HOF(A.)= -28.3/1.4 D+AH          | BDE(A-H)= 83.5/1.0  98BOR/MAR     

HOF(AH)= -59.7/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=90.6/1.4 Acid |  S(AH)=93.6/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 343.5/2.0 IMRE | HOF(A-)=-75.0/2.3 Acid p:9

DacidH(AH)= 350.4/2.0 G+TS EA(ev)= 2.026

----

77MCM/KEB    Datum: DacidG= 344.2/2.0 IMRE p:8

DacidH(AH)= 351.1/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [propho.zaf]

CBS-QB3    |-73.6  |350.6|342.8| 1.976|-58.4  |-28.1  |26.0|82.4 

G3MP2B3    |-74.8  |350.8|342.9| 2.139|-58.4  |-25.6  |26.5|84.9 

G3MP2B3+   |-75.1  |350.7|342.8| 2.150|-58.6  |-25.6  |26.5|85.1 

G4MP2      |-73.4  |350.7|342.8| 2.012|-57.0  |-27.2  |26.5|81.9 

M062X/Def2T|-75.4  |351.6|344.2| 1.915|-62.4  |-31.3  |24.7|83.2 

B3/6-311++G|-49.5  |348.2|340.2| 1.948|-30.5  |-4.8   |26.7|77.8 

++++++++++++++++++++++++++++++++

pSOMe-phenoxide-

C7H7O2S  mw:155.017 Anion CAS: Z-951794-74-4 fg:33 cnt:603

HOF(AH)= -50.7/1.0 GpAd 93SP     |

DacidS=23.0/2.0 Stat | 

----

81FUJ/MCI #  Datum: DacidG= 330.6/2.0 IMRE | HOF(A-)=-78.9/2.3 Acid p:9

DacidH(AH)= 337.5/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [psorpho.zaf]

CBS-QB3    |-74.5  |336.5|328.8| 2.807|-45.2  |-9.8   |26.1|87.6 

G3MP2B3    |-75.5  |336.7|329.0| 3.016|-45.0  |-6.0   |25.8|91.1 

G3MP2B3+   |-75.6  |336.7|329.2| 3.018|-45.1  |-5.9   |25.2|91.2 

G4MP2      |-76.1  |336.6|328.8| 2.863|-45.5  |-10.1  |26.0|87.5 

M062X/Def2T|-73.0  |336.6|328.9| 2.842|-44.9  |-7.4   |25.8|89.7 

B3/6-311++G|-29.3  |334.2|326.8| 2.814|3.8    |35.6   |25.0|83.9 

++++++++++++++++++++++++++++++++

mSOMe-phenoxide-

C7H7O2S  mw:155.017 Anion CAS: N-154286-43-8 fg:33 cnt:602

HOF(A.)= -11.4/4.1 D+AH          | BDE(A-H)= 91.4/4.0 Est2 98BOR/MAR 

HOF(AH)= -50.7/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat | 

----

81FUJ/MCI #  Datum: DacidG= 334.3/2.0 IMRE | HOF(A-)=-75.2/2.3 Acid p:9

DacidH(AH)= 341.2/2.0 G+TS EA(ev)= 2.767

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [msorpho.zaf]

CBS-QB3    |-72.6  |338.1|330.7| 2.751|-45.0  |-9.1   |25.0|88.0 

G3MP2B3    |-73.6  |339.4|331.4| 2.947|-45.8  |-5.7   |26.9|92.2 

G3MP2B3+   |-73.6  |338.4|330.8| 2.950|-44.8  |-5.6   |25.5|91.3 

G4MP2      |-74.0  |338.3|330.6| 2.792|-45.2  |-9.6   |25.9|87.7 

M062X/Def2T|-70.7  |338.5|331.0| 3.563|-44.5  |11.5   |25.3|108.1

B3/6-311++G|-26.1  |338.2|330.4| 2.687|3.0    |35.9   |26.2|85.0 

++++++++++++++++++++++++++++++++

PhSO2CH2-

C7H7O2S  mw:155.017 Anion CAS: Z-32116-28-2 fg:72 cnt:780

HOF(A.)= -13.7/1.2 D+AH          | BDE(A-H)= 99.0/1.0 SDEA 95ZHA/ZHA 

HOF(AH)= -60.6/0.7  94PED/       |

DacidS=24.7/1.0 Stat |  S(A-)=93.2/1.4 Acid |  S(AH)=94.5/1.0 GpAd 93SP

----

78CUM/KEB    Datum: DacidG= 355.3/2.0 IMRE | HOF(A-)=-63.6/2.2 Acid p:8

DacidH(AH)= 362.7/2.0 G+TS EA(ev)= 2.166

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phso2j.zaf]

CBS-QB3    |-57.7  |363.0|355.6| 2.408|-55.0  |-1.9   |25.0|105.1

G3MP2B3    |-56.8  |363.1|355.4| 2.432|-52.8  |-0.5   |25.7|104.4

G3MP2B3+   |-56.7  |363.2|355.5| 2.431|-52.7  |-0.4   |25.9|104.4

G4MP2      |-59.7  |362.9|355.5| 2.269|-55.5  |-7.0   |25.0|100.5

M062X/Def2T|-51.9  |363.1|355.5| 2.311|-50.3  |1.5    |25.6|103.9

B3/6-311++G|10.2   |363.7|356.0| 2.334|13.7   |64.3   |25.8|102.6

++++++++++++++++++++++++++++++++

H2O..benzoate-

C7H7O3  mw:139.040

Core ion CAS: Z-766-76-7 Solvent: 7732-18-5 fg:235 cnt:3201

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.1/0.3 IMRE | HOF(A-)=-72.9/0.3 AfIN p:8

DaffH(X..Y-)= 15.1/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phco2w.zcf]

G3MP2B3    |-172.7 | 16.0|  6.9| 30.6|-57.6  |-99.1  

G3MP2B3+   |-172.9 | 16.1|  7.4| 29.1|-57.6  |-99.2  

G4MP2      |-171.0 | 15.5|  6.4| 30.4|-57.5  |-98.0  

M062X/Def2T|-169.9 | 18.2|  9.5| 29.1|-53.6  |-98.1  

B3/6-311++G|-143.7 | 16.2|  7.9| 27.8|-54.2  |-73.3  

++++++++++++++++++++++++++++++++

pSO2Me-phenoxide-

C7H7O3S  mw:171.012 Anion CAS: Z-178042-56-3 fg:33 cnt:607

HOF(A.)= -63.9/2.2 D+AH          | BDE(A-H)= 94.0/1.9  98BOR/MAR     

HOF(AH)= -105.8/1.0 GpAd 93SP    |

DacidS=23.0/2.0 Stat |  S(A-)=99.9/2.2 Acid |  S(AH)=102.9/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 324.2/2.0 IMRE | HOF(A-)=-140.4/2.3 Acid p:9

DacidH(AH)= 331.1/2.1 G+TS EA(ev)= 3.319

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pso2rpho.zaf]

CBS-QB3    |-133.7 |330.8|323.4| 3.185|-98.7  |-60.1  |24.9|90.7 

G3MP2B3    |-131.5 |331.2|323.7| 3.369|-95.5  |-53.7  |25.0|93.9 

G3MP2B3+   |-131.5 |331.2|323.7| 3.373|-95.5  |-53.6  |25.1|93.9 

G4MP2      |-133.6 |331.2|323.8| 3.183|-97.7  |-60.1  |25.0|89.7 

M062X/Def2T|-128.4 |330.7|323.2| 3.237|-94.4  |-53.6  |25.2|92.9 

B3/6-311++G|-63.7  |328.4|321.0| 3.192|-24.9  |10.0   |24.9|86.9 

++++++++++++++++++++++++++++++++

mSO2Me-phenoxide-

C7H7O3S  mw:171.012 Anion CAS: A-14763-61-2 fg:33 cnt:606

HOF(A.)= -66.5/2.2 D+AH          | BDE(A-H)= 91.4/1.9  98BOR/MAR     

HOF(AH)= -105.8/1.0 GpAd 93SP    |

DacidS=23.0/1.0 Stat |  S(A-)=100.3/1.4 Acid |  S(AH)=103.3/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 329.2/2.0 IMRE | HOF(A-)=-135.4/2.3 Acid p:9

DacidH(AH)= 336.1/2.0 G+TS EA(ev)= 2.988

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mso2rpho.zaf]

CBS-QB3    |-128.6 |335.4|327.8|      |-98.3  |       |25.4|     

G3MP2B3    |-126.4 |335.6|328.1| 3.144|-94.8  |-53.8  |25.4|93.1 

G3MP2B3+   |-126.4 |335.6|328.0| 3.149|-94.8  |-53.7  |25.7|93.2 

G4MP2      |-128.5 |335.7|328.0| 2.962|-97.0  |-60.2  |25.7|88.9 

M062X/Def2T|-122.6 |335.6|328.0| 2.974|-93.5  |-54.0  |25.6|91.7 

B3/6-311++G|-58.8  |332.6|325.0| 2.968|-24.1  |9.7    |25.4|85.9 

++++++++++++++++++++++++++++++++

pMe-PhSO3-

C7H7O3S  mw:171.012 Anion CAS: Z-620160-44-3 fg:40 cnt:11341

----

21NOB/MAR    Datum: EA=4.74(1) eV LPD  p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prphso3.zaf]

CBS-QB3    |-157.1 |314.7|307.1| 4.650|-106.0 |-49.6  |25.5|108.5

G3MP2B3    |-153.7 |315.8|309.0| 4.645|-102.3 |-46.3  |22.8|108.1

G4MP2      |-157.0 |316.2|308.9| 4.469|-106.0 |-53.7  |24.5|104.4

M062X/Def2T|-149.4 |316.8|308.9| 4.587|-101.5 |-43.4  |26.3|110.1

++++++++++++++++++++++++++++++++

H2SO4..PhCO2-

C7H7O6S  mw:218.997

Core ion CAS: Z-14996-02-2 Solvent: 7664-93-9 fg:235 cnt:11642

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

19HOU/VAL    Datum: EA=5.95(10) eV LPES p:8

Vertical Detachment Energy:6.67(10) eV. An isomer shows EA=5.56 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bah2so4.zcf]

G3MP2B3    |-317.1 | 52.2| 40.3| 39.7|-165.9 |-99.1  

++++++++++++++++++++++++++++++++

PhSCH2-

C7H7S  mw:123.027 Anion CAS: Z-56819-74-0 fg:92 cnt:893

HOF(AH)=  23.3/0.2  94PED/       |

DacidS=24.0/2.0 Stat |  S(A-)=84.9/2.2 Acid |  S(AH)=86.9/1.0 GpAd 93SP

----

84ING/NIB #  Datum: DacidG= 374.2/2.0 IMRE | HOF(A-)=38.9/2.1 Acid p:9

DacidH(AH)= 381.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phsj.zaf]

CBS-QB3    |40.6   |382.8|376.1| 1.095|23.5   |65.9   |22.4|94.5 

G3MP2B3    |36.3   |382.1|375.3| 1.204|21.4   |64.1   |22.6|94.8 

G3MP2B3+   |35.9   |381.9|375.2| 1.165|21.3   |62.8   |22.4|93.7 

G4MP2      |35.9   |382.9|375.9| 1.035|20.2   |59.8   |23.4|91.7 

M062X/Def2T|39.3   |383.8|376.3| 0.990|20.2   |62.2   |25.0|94.1 

B3/6-311++G|65.8   |383.0|376.4| 1.040|50.1   |89.9   |22.0|91.8 

++++++++++++++++++++++++++++++++

MeS-phenide-

C7H7S  mw:123.027 Anion CAS: A2-100-68-5 fg:87 cnt:874

HOF(A.)=  84.8/3.0 D+AH          |

HOF(AH)=  23.3/0.2  94PED/       |

DacidS=24.6/2.0 Stat |  S(A-)=85.5/2.2 Acid |  S(AH)=86.9/1.0 GpAd 93SP

----

84ING/NIB #  Datum: DacidG= 379.0/5.0 IMRB | HOF(A-)=43.9/5.0 Acid p:8

DacidH(AH)= 386.3/5.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2rsph.zaf]

CBS-QB3    |46.9   |389.1|382.1| 1.653|23.5   |85.1   |23.5|113.7

G3MP2B3    |43.2   |389.0|382.4| 1.750|21.4   |83.7   |22.3|114.4

G3MP2B3+   |42.9   |388.8|381.6| 1.769|21.3   |83.7   |24.1|114.5

G4MP2      |42.7   |389.6|382.3| 1.620|20.2   |80.1   |24.5|112.0

M062X/Def2T|46.4   |390.8|382.6| 1.392|20.2   |78.4   |27.5|110.2

B3/6-311++G|71.4   |388.6|381.6| 1.548|50.1   |107.1  |23.5|109.1

++++++++++++++++++++++++++++++++

toluene..Br-

C7H8Br  mw:170.981

Core ion CAS: Z-24959-67-9 Solvent: 108-88-3 fg:483 cnt:2623

HOF(solv)=  12.1/0.1 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 0.1/1.0 IMRE | HOF(A-)=-44.9/1.2 AfIN p:8

DaffH(X..Y-)= 6.1/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phrbr-2.zcf]

G3MP2B3    |-49.6  |  8.1|  1.4| 24.1|11.0   |-52.5  

G3MP2B3+   |-49.5  |  7.9|  0.1| 26.1|10.8   |-52.5  

G4MP2      |-48.7  |  7.9|  1.3| 21.9|11.2   |-52.1  

B3/6-311++G|-30.5  |  5.5| -2.4| 26.6|31.2   |-56.1  

++++++++++++++++++++++++++++++++

pMe-phenol..Br-

C7H8BrO  mw:186.976

Core ion CAS: Z-24959-67-9 Solvent: 106-44-5 fg:483 cnt:2590

HOF(solv)= -30.9/0.7 neut 07RIC/BER

----

90PAU/KEB2   Datum: DaffG= 10.6/1.0 IMRE | HOF(A-)=-99.1/1.4 AfIN p:8

DaffH(X..Y-)= 17.5/1.2 G+TS

.DELTA.affG at 423 K.
###### the following are "below the line": evaluated as not accurate ####

----

72MCF/DUN    Datum: EA=3.70(20) eV IMRE p:4

NO3- + NO <=> NO2- + NO2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prphobr.zcf]

G3MP2B3    |-103.6 | 20.7| 13.4| 24.5|-30.5  |-52.5  

G3MP2B3+   |-103.6 | 20.5| 13.3| 24.2|-30.7  |-52.5  

G4MP2      |-102.1 | 20.2| 13.3| 23.2|-29.8  |-52.1  

M062X/Def2T|-103.4 | 23.0| 16.1| 23.2|-31.5  |-49.0  

B3/6-311++G|-80.4  | 18.2| 11.1| 23.8|-6.1   |-56.1  

++++++++++++++++++++++++++++++++

oMe-phenol..Br-

C7H8BrO  mw:186.976

Core ion CAS: Z-24959-67-9 Solvent: 95-48-7 fg:483 cnt:2591

HOF(solv)= -31.2/0.6 neut 07RIC/BER

----

90PAU/KEB2   Datum: DaffG= 10.9/1.0 IMRE | HOF(A-)=-99.8/1.4 AfIN p:8

DaffH(X..Y-)= 17.8/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [orphobr.zcf]

G3MP2B3    |-105.5 | 21.3| 14.5| 22.9|-31.7  |-52.5  

G3MP2B3+   |-105.5 | 21.2| 13.9| 24.3|-31.8  |-52.5  

G4MP2      |-104.0 | 20.9| 14.2| 22.6|-31.0  |-52.1  

M062X/Def2T|-105.2 | 23.5| 16.6| 23.2|-32.8  |-49.0  

B3/6-311++G|-81.7  | 18.7| 11.4| 24.5|-6.8   |-56.1  

++++++++++++++++++++++++++++++++

mMe-phenol..Br-

C7H8BrO  mw:186.976

Core ion CAS: Z-24959-67-9 Solvent: 108-39-4 fg:483 cnt:2592

HOF(solv)= -31.4/0.5 neut 07RIC/BER

----

90PAU/KEB2   Datum: DaffG= 10.9/1.0 IMRE | HOF(A-)=-100.0/1.3 AfIN p:8

DaffH(X..Y-)= 17.8/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mrphobr.zcf]

G3MP2B3    |-104.3 | 20.7| 14.0| 22.5|-31.1  |-52.5  

G3MP2B3+   |-104.3 | 20.6| 13.1| 24.9|-31.3  |-52.5  

G4MP2      |-102.8 | 20.4| 13.9| 21.9|-30.3  |-52.1  

M062X/Def2T|-104.1 | 22.9| 17.2| 19.2|-32.2  |-49.0  

B3/6-311++G|-81.0  | 18.2| 11.0| 24.2|-6.7   |-56.1  

++++++++++++++++++++++++++++++++

PhOMe..Br-

C7H8BrO  mw:186.976

Core ion CAS: Z-24959-67-9 Solvent: 100-66-3 fg:483 cnt:2628

HOF(solv)= -16.2/0.2 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 3.3/1.0 IMRE | HOF(A-)=-76.4/1.2 AfIN p:8

DaffH(X..Y-)= 9.3/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phorbr.zcf]

G3MP2B3    |-79.7  |  9.1|  4.5| 15.5|-18.1  |-52.5  

G3MP2B3+   |-82.3  | 11.6|  5.6| 20.3|-18.3  |-52.5  

G4MP2      |-80.6  | 11.4|  5.9| 18.5|-17.2  |-52.1  

M062X/Def2T|-83.4  | 13.4|  7.0| 21.5|-21.0  |-49.0  

B3/6-311++G|-53.7  |  3.2| -2.8| 20.3|5.6    |-56.1  

++++++++++++++++++++++++++++++++

mOMe-phenol..Br-

C7H8BrO2  mw:202.971

Core ion CAS: Z-24959-67-9 Solvent: 150-19-6 fg:483 cnt:2595

HOF(solv)= -59.7/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 12.4/1.0 IMRE | HOF(A-)=-129.8/1.6 AfIN p:8

DaffH(X..Y-)= 19.3/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [morphobr.zcf]

G3MP2B3    |-134.0 | 21.1| 14.3| 22.9|-60.4  |-52.5  

G4MP2      |-131.8 | 20.7| 14.0| 22.5|-59.0  |-52.1  

M062X/Def2T|-136.9 | 23.5| 17.0| 21.5|-64.5  |-49.0  

++++++++++++++++++++++++++++++++

pOMe-phenol..Br-

C7H8BrO2  mw:202.971

Core ion CAS: Z-24959-67-9 Solvent: 150-76-5 fg:483 cnt:2594

HOF(solv)= -59.7/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 11.3/1.0 IMRE | HOF(A-)=-128.7/1.6 AfIN p:8

DaffH(X..Y-)= 18.2/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prophobr.zcf]

G3MP2B3    |-131.5 | 20.6| 13.7| 22.9|-58.4  |-52.5  

G4MP2      |-129.2 | 20.2| 13.3| 22.9|-57.0  |-52.1  

M062X/Def2T|-134.0 | 22.7| 15.9| 22.8|-62.4  |-49.0  

B3/6-311++G|-104.6 | 18.1| 10.9| 24.2|-30.5  |-56.1  

++++++++++++++++++++++++++++++++

toluene..Cl-

C7H8Cl  mw:127.032

Core ion CAS: Z-16887-00-6 Solvent: 108-88-3 fg:482 cnt:1519

HOF(solv)=  12.1/0.1 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 4.0 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phrcl-2.zcf]

G3MP2B3    |-54.7  |  9.6|  2.8| 24.5|11.0   |-56.1  

G3MP2B3+   |-54.7  |  9.3|  2.3| 23.7|10.8   |-56.1  

G4MP2      |-53.5  |  9.8|  2.9| 23.1|11.2   |-55.0  

M062X/Def2T|-49.6  | 14.0|  7.6| 21.4|12.8   |-48.4  

B3/6-311++G|-33.4  | -3.2|  0.5| 24.0|31.2   |-56.9  

++++++++++++++++++++++++++++++++

MeOH..pCl-nitrobenzene-.

C7H8ClNO3  mw:189.020

Core ion CAS: Z-34473-09-1 Solvent: 67-56-1 fg:307 cnt:1924

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.6/1.6 IMRE | HOF(A-)=-68.0/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohpclnb.zcf]

G3MP2B3    |-80.8  | 14.1|  6.4| 25.8|-47.8  |-18.9  

G3MP2B3+   |-81.0  | 14.1|  5.7| 28.2|-47.9  |-19.0  

G4MP2      |-84.9  | 14.9|  5.9| 30.0|-47.8  |-22.2  

M062X/Def2T|-86.4  | 15.2|  6.7| 28.2|-46.6  |-24.6  

B3/6-311++G|-57.4  | 13.0|  4.6| 28.2|-43.7  |-0.7   

++++++++++++++++++++++++++++++++

MeOH..mCl-nitrobenzene-.

C7H8ClNO3  mw:189.020

Core ion CAS: Z-34467-54-4 Solvent: 67-56-1 fg:307 cnt:1923

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.4/1.6 IMRE | HOF(A-)=-68.0/1.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohmclnb.zcf]

G3MP2B3    |-81.3  | 13.9|  6.0| 26.4|-47.8  |-19.5  

G3MP2B3+   |-81.4  | 13.9|  5.5| 28.1|-47.9  |-19.6  

G4MP2      |-85.4  | 14.7|  5.7| 30.3|-47.8  |-22.9  

M062X/Def2T|-86.6  | 14.9|  6.7| 27.7|-46.6  |-25.1  

B3/6-311++G|-57.7  | 12.9|  4.5| 28.0|-43.7  |-1.1   

++++++++++++++++++++++++++++++++

MeOH..oCl-nitrobenzene-.

C7H8ClNO3  mw:189.020

Core ion CAS: Z-34470-27-4 Solvent: 67-56-1 fg:307 cnt:1922

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.4/1.6 IMRE | HOF(A-)=-65.8/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohoclnb.zcf]

G3MP2B3    |-72.3  | 14.4|  6.3| 27.2|-47.8  |-10.1  

G3MP2B3+   |-72.4  | 14.3|  5.8| 28.6|-47.9  |-10.2  

G4MP2      |-76.2  | 15.1|  6.2| 30.0|-47.8  |-13.3  

M062X/Def2T|-77.1  | 15.3|  6.9| 28.2|-46.6  |-15.2  

B3/6-311++G|-47.4  | 13.2|  4.7| 28.5|-43.7  |9.5    

++++++++++++++++++++++++++++++++

PhOMe..Cl-

C7H8ClO  mw:143.027

Core ion CAS: Z-16887-00-6 Solvent: 100-66-3 fg:482 cnt:1507

HOF(solv)= -16.2/0.2 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 7.3 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phorcl.zcf]

G3MP2B3    |-87.5  | 13.2|  7.6| 19.1|-18.1  |-56.1  

G3MP2B3+   |-87.5  | 13.1|  7.9| 17.3|-18.3  |-56.1  

G4MP2      |-85.4  | 13.3|  7.4| 19.9|-17.2  |-55.0  

M062X/Def2T|-85.9  | 16.5| 10.2| 21.1|-21.0  |-48.4  

B3/6-311++G|-62.4  |  0.2|  5.9| 17.4|5.6    |-56.9  

++++++++++++++++++++++++++++++++

pMe-phenol..Cl-

C7H8ClO  mw:143.027

Core ion CAS: Z-16887-00-6 Solvent: 106-44-5 fg:482 cnt:1458

HOF(solv)= -30.9/0.7 neut 07RIC/BER

----

77CUM/FRE #  Datum: DaffG= 17.9/2.0 TDEq | HOF(A-)=-56.5/2.1 AfIN p:9

DaffH(X..Y-)= 25.6/2.0 TDEq

Re-anchored to data in 82FRE/IKU.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prphohcl.zcf]

CBS-QB3    |-109.9 | 24.6| 16.9| 25.5|-28.6  |-56.7  

G3MP2B3    |-110.7 | 24.1| 16.7| 24.7|-30.5  |-56.1  

G3MP2B3+   |-110.8 | 24.0| 17.3| 22.4|-30.7  |-56.1  

G4MP2      |-109.1 | 24.4| 17.4| 23.4|-29.8  |-55.0  

M062X/Def2T|-108.4 | 28.4| 20.6| 26.3|-31.5  |-48.4  

B3/6-311++G|-85.3  | 11.4| 15.8| 21.9|-6.1   |-56.9  

++++++++++++++++++++++++++++++++

MeOH..pF-nitrobenzene-.

C7H8FNO3  mw:173.049

Core ion CAS: Z-34467-53-3 Solvent: 67-56-1 fg:307 cnt:1921

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.0/1.6 IMRE | HOF(A-)=-103.8/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohpfnb.zcf]

G3MP2B3    |-117.5 | 14.8|  6.0| 29.4|-47.8  |-54.8  

G3MP2B3+   |-117.5 | 14.7|  6.3| 28.2|-47.9  |-54.9  

M062X/Def2T|-123.8 | 15.8|  7.3| 28.7|-46.6  |-61.3  

B3/6-311++G|-97.4  | 13.5|  5.1| 28.2|-43.7  |-40.2  

++++++++++++++++++++++++++++++++

MeOH..mF-nitrobenzene-.

C7H8FNO3  mw:173.049

Core ion CAS: Z-34470-17-2 Solvent: 67-56-1 fg:307 cnt:1920

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.6/2.0 TDAs | HOF(A-)=-122.4/3.0 AfIN p:7

DaffH(X..Y-)= 15.8/2.0 TDAs

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohmfnb.zcf]

G3MP2B3    |-119.6 | 14.2|  6.2| 26.9|-47.8  |-57.5  

G3MP2B3+   |-119.7 | 14.2|  5.8| 28.1|-47.9  |-57.5  

M062X/Def2T|-125.8 | 15.2|  6.8| 28.1|-46.6  |-64.0  

B3/6-311++G|-99.2  | 13.1|  4.7| 28.1|-43.7  |-42.3  

++++++++++++++++++++++++++++++++

MeOH..oF-nitrobenzene-.

C7H8FNO3  mw:173.049

Core ion CAS: Z-34467-51-1 Solvent: 67-56-1 fg:307 cnt:1919

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.8/1.6 IMRE | HOF(A-)=-102.8/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohofnb.zcf]

G3MP2B3    |-110.7 | 14.6|  6.9| 25.9|-47.8  |-48.2  

G3MP2B3+   |-110.7 | 14.6|  6.1| 28.4|-47.9  |-48.2  

M062X/Def2T|-116.8 | 15.6|  7.1| 28.4|-46.6  |-54.5  

B3/6-311++G|-90.0  | 13.4|  5.0| 28.3|-43.7  |-32.9  

++++++++++++++++++++++++++++++++

FH..PhCH2O-

C7H8FO  mw:127.056

Core ion CAS: Z-16984-48-8 Solvent: 100-51-6 fg:481 cnt:3814

HOF(A.)= -35.5/4.1               |

HOF(solv)= -65.2/0.2 neut 98JANAF  

----

96MIH/GAT    Datum: EA=3.04(2) eV LPD  [70.1(5) kcal] | HOF(A-)=-106.6/5.0 AfIN p:9

DaffH(AH)=  22.0/4.5 dEA

Affinity derived by authors using a ROH.bullet..bullet.F. neutral binding energy of 10.3 kcal/mol.

----

87MOY/DOD    Datum: EA=<3.05(6) eV PD   p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [bzohf.zcf]

CBS-QB3    |-120.4 |     |     |     |       |-59.0  | 3.425

G3MP2B3    |-121.3 | 34.1| 25.6| 28.5|-65.5  |-21.7  | 3.399

G3MP2B3+   |-122.2 | 34.6| 26.5| 27.3|-65.5  |-22.1  | 3.407

G4MP2      |-120.3 | 33.4| 24.8| 28.7|-65.6  |-21.3  |      

M062X/Def2T|-120.0 | 52.0| 43.6| 28.1|-22.0  |-45.9  | 3.366

B3/6-311++G|-99.3  | 28.9| 32.0| 24.4|1.5    |-61.5  | 3.324

++++++++++++++++++++++++++++++++

CF3CH2OH..cyclopentadienide-

C7H8F3O  mw:165.053

Core ion CAS: Z-12127-83-2 Solvent: 75-89-8 fg:277 cnt:2091

HOF(solv)=-212.3/0.2 neut 94PED/   

----

88MEO/   2   Datum: DaffG= 13.3/1.0 TDAs | HOF(A-)=-232.9/1.0 AfIN p:8

DaffH(X..Y-)= 20.6/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tfecp.zcf]

G3MP2B3    |-215.7 | 21.5| 12.9| 28.8|-212.7 |18.5   

G4MP2      |-214.0 | 22.5| 13.3| 30.9|-209.6 |18.1   

M062X/Def2T|-218.0 | 24.6| 14.2| 34.8|-214.4 |21.0   

B3/6-311++G|-176.8 | 21.0| 12.0| 30.2|-189.5 |33.6   

++++++++++++++++++++++++++++++++

PhSiF3..MeO-

C7H8F3OSi  mw:193.030

Core ion CAS: Z-3315-60-4 Solvent: 368-47-8 fg:230 cnt:6357

HOF(solv)=-261.0/3.0  88LIE/       

----

03KRO/LAR    Datum: DaffH= 76.6/5.9 CIDT | HOF(A-)=-369.0/6.7 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phsif3ro.zcf]

G3MP2B3    |-359.9 | 60.3| 49.2| 37.2|-268.3 |-31.4  

G4MP2      |-360.0 | 58.9| 47.0| 40.1|-269.3 |-31.8  

M062X/Def2T|-362.6 | 66.1| 54.2| 39.9|-270.8 |-25.7  

B3/6-311++G|-299.3 | 54.9| 43.2| 39.0|-212.9 |-31.6  

++++++++++++++++++++++++++++++++

toluene..I-

C7H8I  mw:218.968

Core ion CAS: Z-20461-54-5 Solvent: 108-88-3 fg:484 cnt:4037

HOF(solv)=  12.1/0.1 neut 94PED/   

----

89CAL/MAS    Datum: DaffH= 11.0/1.0 TDAs | HOF(A-)=-43.9/1.0 AfIN p:8

++++++++++++++++++++++++++++++++

pMe-phenol..I-

C7H8IO  mw:234.963

Core ion CAS: Z-20461-54-5 Solvent: 106-44-5 fg:484 cnt:2614

HOF(solv)= -30.9/0.7 neut 07RIC/BER

----

90PAU/KEB2   Datum: DaffG= 7.5/1.0 IMRE | HOF(A-)=-89.6/1.4 AfIN p:8

DaffH(X..Y-)= 13.8/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prphohi.zc0]

M062X/Def2T|-92.9  | 17.8| 11.5| 21.0|-31.5  |-43.7  

++++++++++++++++++++++++++++++++

pMe-anilide-

C7H8N  mw:106.066 Anion CAS: Z-37062-13-8 fg:47 cnt:670

HOF(A.)=  48.2/1.4 D+AH          | BDE(A-H)= 87.5/1.0 PAC 97MAC/WAY  

HOF(AH)=  12.8/1.0 GpAd 93SP     |

DacidS=24.1/2.0 Stat |  S(A-)=83.5/2.2 Acid |  S(AH)=85.4/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 360.1/2.0 IMRE | HOF(A-)=14.4/2.3 Acid p:9

DacidH(AH)= 367.3/2.1 G+TS EA(ev)= 1.466

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prphnh.zaf]

CBS-QB3    |18.8   |369.2|362.8| 1.507|15.4   |53.5   |21.5|90.3 

G3MP2B3    |14.4   |368.6|361.0| 1.686|13.1   |53.3   |25.5|92.3 

G3MP2B3+   |14.0   |368.3|361.6| 1.702|12.9   |53.2   |22.5|92.4 

G4MP2      |14.4   |368.4|361.4| 1.583|13.2   |50.9   |23.5|89.8 

M062X/Def2T|17.2   |369.4|362.1| 1.506|12.4   |51.9   |24.5|91.6 

B3/6-311++G|34.2   |368.2|360.6| 1.470|33.3   |68.0   |25.5|86.8 

++++++++++++++++++++++++++++++++

mMe-anilide-

C7H8N  mw:106.066 Anion CAS: Z-37062-12-7 fg:47 cnt:669

HOF(A.)=  50.4/2.2 D+AH          | BDE(A-H)= 89.7/2.0 Est2 93BOR/ZHA 

HOF(AH)=  12.8/1.0 GpAd 93SP     |

DacidS=24.1/1.0 Stat |  S(A-)=84.8/1.4 Acid |  S(AH)=86.7/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 359.6/2.0 IMRE | HOF(A-)=13.9/2.3 Acid p:9

DacidH(AH)= 366.8/2.0 G+TS EA(ev)= 1.583

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mrphnh.zaf]

CBS-QB3    |17.2   |368.0|360.6| 1.595|14.9   |53.9   |24.7|91.0 

G3MP2B3    |12.6   |367.3|360.0| 1.779|12.5   |53.5   |24.4|93.1 

G3MP2B3+   |12.3   |367.1|360.0| 1.787|12.4   |53.4   |23.9|93.2 

G4MP2      |12.5   |367.0|359.8| 1.679|12.6   |51.1   |24.4|90.6 

M062X/Def2T|15.5   |368.5|361.0| 1.601|11.7   |52.3   |25.2|92.7 

B3/6-311++G|32.7   |367.4|360.4| 1.554|32.6   |68.5   |23.6|88.0 

++++++++++++++++++++++++++++++++

PhNMe-

C7H8N  mw:106.066 Anion CAS: Z-121195-12-8 fg:47 cnt:1244

HOF(A.)=  55.2/1.4 D+AH          | BDE(A-H)= 87.0/1.0 SDEA 93BOR/ZHA 

HOF(AH)=  20.3/1.0  78COL/BEN    |

DacidS=24.4/2.0 Stat |  S(A-)=80.0/2.2 Acid |  S(AH)=81.6/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 357.5/2.0 IMRE | HOF(A-)=19.4/2.3 Acid p:9

DacidH(AH)= 364.8/2.1 G+TS EA(ev)= 1.554

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phnr.zaf]

CBS-QB3    |23.7   |365.5|358.3| 1.605|24.0   |60.8   |24.0|89.0 

G3MP2B3    |19.7   |365.1|357.9| 1.780|21.8   |60.9   |24.2|91.2 

G3MP2B3+   |19.5   |365.0|357.9| 1.786|21.7   |60.8   |24.0|91.2 

G4MP2      |19.8   |365.0|357.8| 1.674|22.0   |58.5   |24.2|88.6 

M062X/Def2T|21.1   |366.2|359.1| 1.590|19.6   |57.8   |24.0|90.4 

B3/6-311++G|39.3   |365.4|358.2| 1.536|41.2   |74.8   |24.0|85.7 

++++++++++++++++++++++++++++++++

MeCN..cyclopentadienide-

C7H8N  mw:106.066

Core ion CAS: Z-12127-83-2 Solvent: 75-05-8 fg:277 cnt:2094

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88MEO/   2   Datum: DaffG= 8.7/1.0 TDAs | HOF(A-)=2.5/1.0 AfIN p:8

DaffH(X..Y-)= 15.5/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcncp.zcf]

CBS-QB3    |24.9   | 15.5|  8.6| 23.3|18.4   |22.0   

G3MP2B3    |20.4   | 15.5|  7.6| 24.6|17.4   |18.5   

G4MP2      |20.7   | 15.2|  7.8| 24.5|17.7   |18.1   

++++++++++++++++++++++++++++++++

oMe-anilide-

C7H8N  mw:106.066 Anion CAS: Z-37062-11-6 fg:47 cnt:11594

----

11TAF/       Datum: DacidG= 358.1/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [orphnh.zaf]

CBS-QB3    |16.0   |367.5|360.1| 1.620|14.2   |53.4   |24.7|91.2 

G3MP2B3    |11.5   |366.7|359.3| 1.809|11.9   |53.2   |24.8|93.3 

G4MP2      |11.4   |366.6|359.2| 1.709|12.0   |50.8   |24.9|90.9 

M062X/Def2T|14.6   |368.1|360.7| 1.653|11.1   |53.4   |24.8|94.4 

B3/6-311++G|32.4   |366.9|359.4| 1.571|32.8   |68.6   |24.9|87.9 

++++++++++++++++++++++++++++++++

pOMe-anilide-

C7H8NO  mw:122.061 Anion CAS: Z-72611-49-5 fg:47 cnt:675

HOF(A.)=  17.0/3.2 D+AH          | BDE(A-H)= 85.7/3.0 Est2 93BOR/ZHA 

HOF(AH)= -16.6/1.0 GpAd 93SP     |

DacidS=24.4/1.0 Stat |  S(A-)=93.1/1.4 Acid |  S(AH)=94.7/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 359.8/2.0 IMRE | HOF(A-)=-15.2/2.3 Acid p:9

DacidH(AH)= 367.1/2.0 G+TS EA(ev)= 1.398

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prophnh.zaf]

CBS-QB3    |-10.6  |367.5|360.9| 1.411|-12.4  |21.7   |22.0|86.2 

G3MP2B3    |-13.2  |366.9|360.5| 1.587|-12.9  |23.2   |21.6|88.2 

G3MP2B3+   |-13.5  |368.6|360.8| 1.600|-15.0  |23.1   |26.3|90.2 

G4MP2      |-12.5  |368.6|360.9| 1.461|-14.0  |21.0   |26.0|87.1 

M062X/Def2T|-12.7  |368.1|361.1| 1.358|-16.2  |18.5   |23.4|86.8 

B3/6-311++G|9.8    |368.0|360.1| 1.380|9.0    |41.4   |26.5|84.5 

++++++++++++++++++++++++++++++++

pSO2Me-anilide-

C7H8NO2S  mw:170.028 Anion CAS: Z-951794-19-7 fg:47 cnt:689

HOF(A.)= -23.1/2.2 D+AH          | BDE(A-H)= 91.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -62.7/1.0 GpAd 93SP     |

DacidS=24.4/2.0 Stat |  S(A-)=101.4/2.2 Acid |  S(AH)=103.0/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 340.4/2.0 IMRE | HOF(A-)=-80.7/2.3 Acid p:9

DacidH(AH)= 347.7/2.1 G+TS EA(ev)= 2.499

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pso2rphn.zaf]

CBS-QB3    |-73.2  |348.4|341.1| 2.585|-55.9  |-13.6  |24.5|94.4 

G3MP2B3    |-72.3  |347.9|340.6| 2.773|-53.0  |-8.3   |24.5|96.8 

G3MP2B3+   |-72.4  |347.8|340.4| 2.781|-53.0  |-8.2   |24.7|96.9 

G4MP2      |-75.1  |347.9|340.6| 2.590|-55.8  |-15.3  |24.5|92.6 

M062X/Def2T|-68.1  |348.6|341.2| 2.622|-52.0  |-7.6   |24.7|96.5 

B3/6-311++G|-6.6   |347.8|340.5| 2.568|12.9   |52.7   |24.5|91.9 

++++++++++++++++++++++++++++++++

mSO2Me-anilide-

C7H8NO2S  mw:170.028 Anion CAS: A-35216-39-8 fg:47 cnt:688

HOF(A.)= -22.1/2.2 D+AH          | BDE(A-H)= 92.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -62.7/1.0 GpAd 93SP     |

DacidS=24.4/2.0 Stat |  S(A-)=102.8/2.2 Acid |  S(AH)=104.4/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 345.3/2.0 IMRE | HOF(A-)=-75.8/2.3 Acid p:9

DacidH(AH)= 352.6/2.1 G+TS EA(ev)= 2.330

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mso2rphn.zaf]

CBS-QB3    |-66.3  |354.4|347.0| 2.312|-55.0  |-13.1  |25.0|94.1 

G3MP2B3    |-65.5  |353.8|346.2| 2.498|-52.0  |-7.9   |25.5|96.2 

G3MP2B3+   |-65.5  |353.7|346.1| 2.503|-52.0  |-7.9   |25.6|96.2 

G4MP2      |-68.3  |353.7|346.1| 2.318|-54.9  |-14.9  |25.7|92.0 

M062X/Def2T|-60.7  |354.6|347.1| 2.317|-50.6  |-7.3   |25.3|95.4 

B3/6-311++G|0.0    |353.1|345.6| 2.296|14.2   |52.9   |25.2|90.9 

++++++++++++++++++++++++++++++++

pMe-C6H4SO2NH-

C7H8NO2S  mw:170.028 Anion CAS: Z-12552-95-3 fg:49 cnt:5057

HOF(AH)= -56.8/3.0 Est1 05MAT/MIR|

DacidS=23.6/3.0 Calc | 

----

01KOP/KOP    Datum: DacidG= 334.0/2.0 IMRE | HOF(A-)=-81.4/3.7 Acid p:8

DacidH(AH)= 341.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tsnh.zaf]

CBS-QB3    |-82.0  |341.6|334.2| 3.382|-57.9  |-3.8   |24.9|106.1

G3MP2B3    |-79.9  |342.1|335.3| 3.365|-54.8  |-2.1   |22.8|104.8

G3MP2B3+   |-79.8  |342.2|335.1| 3.362|-54.7  |-2.0   |23.6|104.8

G4MP2      |-83.0  |342.2|335.5| 3.183|-58.1  |-9.4   |22.5|100.8

M062X/Def2T|-74.3  |343.3|335.9| 3.270|-52.9  |1.3    |24.8|106.3

B3/6-311++G|-7.7   |343.8|336.8| 3.144|15.7   |64.9   |23.6|101.3

++++++++++++++++++++++++++++++++

MeOH..pNO2-phenoxide-

C7H8NO4  mw:170.046

Core ion CAS: Z-14609-74-6 Solvent: 67-56-1 fg:233 cnt:1936

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.0/1.6 IMRE | HOF(A-)=-114.1/2.9 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pniphoro.zcf]

G3MP2B3    |-128.6 | 13.1|  4.0| 30.6|-47.8  |-67.6  

G3MP2B3+   |-128.7 | 12.9|  5.0| 26.2|-47.9  |-67.9  

M062X/Def2T|-130.0 | 14.5|  5.4| 30.6|-46.6  |-68.9  

B3/6-311++G|-103.6 | 11.8|  4.0| 26.2|-43.7  |-48.2  

++++++++++++++++++++++++++++++++

MeOH..oNO2-phenoxide-

C7H8NO4  mw:170.046

Core ion CAS: Z-16554-53-3 Solvent: 67-56-1 fg:233 cnt:1937

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.8/1.6 IMRE | HOF(A-)=-107.9/3.6 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [oniphoro.zcf]

G3MP2B3    |-119.8 | 13.5|  4.6| 30.0|-47.8  |-58.5  

G3MP2B3+   |-120.2 | 13.6|  5.2| 27.9|-47.9  |-58.7  

M062X/Def2T|-119.8 | 14.1|  5.5| 28.7|-46.6  |-59.1  

B3/6-311++G|-92.9  | 11.9|  3.7| 27.6|-43.7  |-37.3  

++++++++++++++++++++++++++++++++

mSMe-anilide-

C7H8NS  mw:138.038 Anion CAS: A-1783-81-9 fg:47 cnt:681

HOF(A.)=  63.3/2.2 D+AH          | BDE(A-H)= 90.7/2.0 Est2 93BOR/ZHA 

HOF(AH)=  24.7/1.0 GpAd 93SP     |

DacidS=24.4/1.0 Stat |  S(A-)=95.2/1.4 Acid |  S(AH)=96.8/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 354.8/2.0 IMRE | HOF(A-)=21.1/2.3 Acid p:9

DacidH(AH)= 362.1/2.0 G+TS EA(ev)= 1.831

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [msrphnh.zaf]

CBS-QB3    |21.1   |362.7|355.4|      |24.1   |       |24.4|     

G3MP2B3    |17.4   |361.9|355.1| 1.997|22.7   |63.3   |22.9|92.7 

G3MP2B3+   |17.2   |361.9|354.8| 2.002|22.5   |63.2   |23.8|92.7 

G4MP2      |17.1   |362.8|355.0| 1.855|21.5   |59.7   |26.1|90.4 

M062X/Def2T|20.5   |364.7|356.2| 1.774|20.5   |61.2   |28.5|92.8 

B3/6-311++G|46.2   |362.2|355.0| 1.768|51.3   |86.8   |24.0|87.6 

++++++++++++++++++++++++++++++++

MeOH..oNO2-nitrobenzene-.

C7H8N2O5  mw:200.044

Core ion CAS: Z-34505-38-9 Solvent: 67-56-1 fg:307 cnt:1930

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 3.3/1.6 IMRE | HOF(A-)=-65.1/2.4 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohoninb.zcf]

G3MP2B3    |-72.7  |  8.6|     | 28.6|-47.8  |-16.3  

M062X/Def2T|-77.6  | 11.4|  3.3| 27.0|-46.6  |-19.5  

B3/6-311++G|-51.6  |  9.5|  1.4| 27.5|-43.7  |1.6    

++++++++++++++++++++++++++++++++

MeOH..mNO2-nitrobenzene-.

C7H8N2O5  mw:200.044

Core ion CAS: Z-34509-56-3 Solvent: 67-56-1 fg:307 cnt:1931

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 3.8/1.6 IMRE | HOF(A-)=-72.2/2.3 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohmninb.zcf]

G3MP2B3    |-81.4  | 10.9|  2.9| 26.6|-47.8  |-22.7  

M062X/Def2T|-87.1  | 13.2|  5.5| 26.0|-46.6  |-27.2  

B3/6-311++G|-61.5  |  9.5|  1.5| 27.0|-43.7  |-8.3   

++++++++++++++++++++++++++++++++

MeOH..pNO2-nitrobenzene-.

C7H8N2O5  mw:200.044

Core ion CAS: Z-34505-33-4 Solvent: 67-56-1 fg:307 cnt:1932

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 2.3/1.6 IMRE | HOF(A-)=-80.2/0.7 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohpninb.zcf]

G3MP2B3    |-88.8  |  8.1|  0.5| 25.6|-47.8  |-32.9  

M062X/Def2T|-95.2  | 11.0|  3.5| 25.1|-46.6  |-37.5  

B3/6-311++G|-70.2  |  9.3|  1.2| 27.1|-43.7  |-17.2  

++++++++++++++++++++++++++++++++

iPrNHCOC(CN)2-

C7H8N3O  mw:150.067 Anion CAS: Z-771586-14-2 fg:67 cnt:6519

DacidS=23.5 Calc | 

----

04MIS/MAT    Datum: DacidG= 309.2/2.0 IMRE p:9

DacidH(AH)= 316.2 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iprncom.zaf]

CBS-QB3    |-42.2  |314.8|308.0| 3.511|8.7    |38.9   |22.9|82.3 

G3MP2B3    |-43.9  |316.6|310.0| 3.604|6.7    |39.4   |22.2|84.9 

G3MP2B3+   |-44.1  |316.6|309.9| 3.606|6.5    |39.3   |22.5|84.8 

G4MP2      |-42.3  |316.6|310.2| 3.449|8.3    |37.5   |21.7|81.3 

M062X/Def2T|-46.1  |311.4|304.1| 3.675|7.3    |38.9   |24.4|83.8 

B3/6-311++G|-20.0  |311.3|304.6| 3.536|36.0   |61.8   |22.6|77.9 

++++++++++++++++++++++++++++++++

9-Et-adeninide-

C7H8N5  mw:162.079 Anion CAS: A-2715-68-6 fg:47 cnt:6180

DacidS=24.0/3.0 Stat | 

----

02SHA/LEE    Datum: DacidG= 344.0/4.0 IMRB p:8

DacidH(AH)= 351.2/4.1 G+TS

Between mMe-phenol and pCF3-aniline.

----

04SHA/LEE    Datum: DacidH(AH)= 374.0/2.0 IMRB p:7

Less acidic site, likely C8.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9etade-a.zaf]

CBS-QB3    |32.7   |355.3|348.3|      |43.1   |       |23.6|     

G3MP2B3    |33.2   |355.1|347.6| 2.779|45.3   |97.2   |25.0|104.1

G3MP2B3+   |33.0   |355.1|348.1| 2.782|45.1   |97.2   |23.6|104.2

G4MP2      |33.1   |355.0|347.6|      |45.3   |       |24.9|     

M062X/Def2T|30.1   |356.9|350.2| 2.611|38.0   |90.4   |22.3|104.5

B3/6-311++G|56.3   |356.5|349.4| 2.525|67.0   |114.5  |24.0|99.6 

++++++++++++++++++++++++++++++++

N,N-diMe-adeninide-

C7H8N5  mw:162.079 Anion CAS: Z-1141927-46-9 fg:93 cnt:9121

HOF(AH)=  52.4/3.0 Est3          |

----

04SHA/LEE    Datum: DacidH(AH)= 333.0/2.0 IMRB | HOF(A-)=19.7/3.6 Acid p:8

Likely the N9 site.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2adenin.zaf]

CBS-QB3    |25.9   |335.9|328.9| 3.149|55.7   |98.7   |23.6|95.0 

G3MP2B3    |27.2   |336.2|329.3| 3.131|58.1   |99.6   |23.2|93.5 

G4MP2      |27.5   |336.6|329.4| 2.948|58.1   |95.6   |23.9|89.6 

M062X/Def2T|22.8   |337.6|330.3| 3.131|49.9   |95.1   |24.4|97.3 

B3/6-311++G|50.4   |338.0|331.4| 3.137|79.7   |120.8  |22.3|93.3 

++++++++++++++++++++++++++++++++

(HCN)5..MeCO2-

C7H8N5O2  mw:194.068 fg:234 cnt:3874

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 2.4/2.2 TDAs | HOF(A-)=81.1/3.1 AfIN p:8

DaffH(X..Y-)= 9.8/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

MeOH..p-benzoquinone-.

C7H8O3  mw:140.048

Core ion CAS: Z-3225-29-4 Solvent: 67-56-1 fg:313 cnt:1933

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.5/1.6 IMRE | HOF(A-)=-120.3/0.9 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohpbq.zcf]

G3MP2B3    |-135.4 | 14.2|  5.0| 30.7|-47.8  |-73.4  

G4MP2      |-137.1 | 14.8|  5.5| 31.0|-47.8  |-74.5  

M062X/Def2T|-136.1 | 14.5|  5.2| 31.1|-46.6  |-74.9  

B3/6-311++G|-113.1 | 12.2|  4.3| 26.3|-43.7  |-57.3  

++++++++++++++++++++++++++++++++

PhCH2PH-

C7H8P  mw:123.037 Anion CAS: Z-1163712-01-3 fg:58 cnt:7452

DacidS=25.7/3.0 Calc | 

----

09HUR/YAN    Datum: DacidG= 357.0/2.2 IMRE p:8

DacidH(AH)= 364.7/2.4 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phjph.zaf]

CBS-QB3    |23.7   |366.3|358.8| 1.262|23.2   |52.8   |25.3|81.7 

G3MP2B3    |20.4   |365.9|358.3| 1.302|21.7   |50.4   |25.6|80.8 

G3MP2B3+   |20.5   |366.1|358.4| 1.295|21.6   |50.3   |25.7|80.8 

G4MP2      |20.5   |366.0|358.3| 1.184|21.7   |47.8   |25.8|78.2 

M062X/Def2T|23.4   |368.1|360.4| 1.065|19.9   |47.8   |25.9|80.0 

B3/6-311++G|44.7   |365.8|358.0| 1.218|46.2   |72.7   |26.0|78.6 

++++++++++++++++++++++++++++++++

toluene..Sc-

C7H8Sc  mw:137.019

Core ion CAS: Z-16727-42-7 Solvent: 108-88-3 fg:24 cnt:5061

HOF(solv)=  12.1/0.1 neut 94PED/   

----

01JUD/NAK    Datum: EA=0.63(1) eV LPES p:8

DaffH(AH)=  10.4/0.2 dEA

++++++++++++++++++++++++++++++++

toluene..V-

C7H8V  mw:143.007

Core ion CAS: Z-16727-17-6 Solvent: 108-88-3 fg:24 cnt:4306

HOF(solv)=  12.1/0.1 neut 94PED/   

----

97JUD/HIR    Datum: EA=0.76(7) eV LPES p:8

DaffH(AH)=  5.4/1.6 dEA

++++++++++++++++++++++++++++++++

heptatrienide-

C7H9  mw:93.071 Anion CAS: Z-89337-97-3 fg:80 cnt:837

HOF(A.)=  60.2/3.2 D+AH          | BDE(A-H)= 80.5/3.0  92DOE/SAR     

HOF(AH)=  31.8/1.0 GpAd 93SP     |

DacidS=21.0/3.0 Stat |  S(A-)=84.3/3.2 Acid |  S(AH)=89.3/1.0 GpAd 93SP

----

78ZIM/GYG    Datum: EA=1.27(3) eV PD   | HOF(A-)=30.9/2.7 Acid p:8

DacidG(AH)= 358.6/3.2 H-TS| DacidH(AH)= 364.8/2.6 D-EA

Acid: 1,3,5-heptatriene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vvvj.zaf]

CBS-QB3    |35.7   |366.2|359.0| 1.071|35.2   |60.3   |24.3|77.2 

G3MP2B3    |29.5   |366.0|358.8| 1.341|30.6   |60.3   |24.3|81.8 

G3MP2B3+   |29.1   |365.9|358.6| 1.352|30.4   |60.1   |24.5|81.9 

G4MP2      |29.9   |366.0|358.8| 1.245|31.1   |58.5   |24.1|79.5 

M062X/Def2T|30.5   |361.9|354.7| 1.293|33.3   |60.2   |24.1|79.0 

B3/6-311++G|41.6   |360.5|353.6| 1.293|48.4   |71.3   |23.0|75.0 

++++++++++++++++++++++++++++++++

norbornenide-

C7H9  mw:93.071 Anion CAS: A-498-66-8 fg:86 cnt:1146

HOF(AH)=  21.5/0.7  94PED/       |

DacidS=27.4/2.0 Stat | 

----

86LEE/SQU    Datum: DacidG= 393.9/3.0 IMRB | HOF(A-)=57.9/3.2 Acid p:8

DacidH(AH)= 402.1/3.1 G+TS

Between NH3, EtNH2. Assigned as vinylic site by authors.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc221e2.zaf]

CBS-QB3    |56.5   |400.8|393.0| 1.161|21.4   |83.2   |26.2|113.9

G3MP2B3    |51.5   |400.4|392.6| 1.251|18.3   |80.3   |26.1|114.1

G3MP2B3+   |51.3   |400.5|392.7| 1.251|18.0   |80.1   |26.1|114.2

G4MP2      |51.3   |399.9|392.1| 1.162|18.6   |78.1   |26.1|111.6

M062X/Def2T|60.8   |402.9|395.1| 0.972|22.7   |83.2   |26.1|112.7

B3/6-311++G|83.3   |401.6|393.9| 1.106|48.9   |108.7  |26.0|111.9

++++++++++++++++++++++++++++++++

MeOH..nitrobenzene-.

C7H9NO3  mw:155.059

Core ion CAS: Z-12169-65-2 Solvent: 67-56-1 fg:307 cnt:1778

HOF(solv)= -48.1/0.1 neut 94PED/   

----

85SIE/       Datum: DaffG= 7.3/0.4 TDAs | HOF(A-)=-70.2/0.3 AfIN p:8

DaffH(X..Y-)= 15.1/0.2 TDAs

----

87CHO/GRI    Datum: DaffG= 6.3/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohnb.zcf]

G3MP2B3    |-69.9  | 14.8|  6.0| 29.5|-47.8  |-7.3   

G4MP2      |-73.4  | 15.4|  6.9| 28.7|-47.8  |-10.2  

M062X/Def2T|-73.4  | 15.8|  7.2| 28.8|-46.6  |-11.0  

B3/6-311++G|-51.5  | 13.8|  5.7| 26.9|-43.7  |5.9    

++++++++++++++++++++++++++++++++

2-norbornanone enolate-

C7H9O  mw:109.066 Anion CAS: Z-130336-64-0 fg:63 cnt:726

HOF(AH)= -40.1/0.7  78STE/       |

DacidS=26.0/2.0 Stat | 

----

78ZIM/JAC    Datum: EA=1.61(5) eV PD   [37.1(12) kcal] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc221co.zaf]

CBS-QB3    |-35.8  |369.6|362.1| 1.653|-39.6  |2.4    |25.2|94.1 

G3MP2B3    |-38.4  |369.9|362.4| 1.702|-41.0  |0.9    |24.9|94.1 

G3MP2B3+   |-38.8  |369.7|362.2| 1.712|-41.2  |0.8    |25.0|94.1 

G4MP2      |-37.7  |369.6|362.2| 1.589|-40.2  |-1.0   |24.9|91.3 

M062X/Def2T|-32.2  |370.9|363.5| 1.515|-38.4  |2.9    |24.7|93.3 

B3/6-311++G|-6.7   |369.2|361.8| 1.584|-8.6   |29.9   |25.0|90.6 

++++++++++++++++++++++++++++++++

cPr-C(=O)-cyclopropanide-

C7H9O  mw:109.066 Anion CAS: Z-113686-02-5 fg:63 cnt:2368

HOF(AH)=   0.8/1.0 GpAd 93SP     |

DacidS=24.0/3.0 Stat |  S(A-)=89.5/3.2 Acid |  S(AH)=91.5/1.0 GpAd 93SP

----

88BRI/SQU    Datum: DacidG= 368.0/4.0 IMRB | HOF(A-)=10.3/4.2 Acid p:7

DacidH(AH)= 375.2/4.1 G+TS

Between EtOH, EtOAc.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpr2co.zaf]

CBS-QB3    |7.2    |383.1|376.5| 0.881|-10.2  |27.4   |22.1|89.7 

G3MP2B3    |3.1    |377.2|369.7| 1.007|-6.9   |26.3   |25.1|85.2 

G3MP2B3+   |2.2    |376.5|368.7| 1.044|-7.1   |26.1   |26.2|85.3 

G4MP2      |3.3    |382.1|376.4| 0.898|-11.6  |23.9   |19.0|87.6 

M062X/Def2T|3.1    |376.7|368.6| -1068|-8.9   |12.5   |27.0|*****

B3/6-311++G|26.8   |372.9|364.5| 0.929|21.2   |48.0   |27.9|78.9 

++++++++++++++++++++++++++++++++

MeOH..PhS-

C7H9OS  mw:141.038

Core ion CAS: Z-13133-62-5 Solvent: 67-56-1 fg:255 cnt:2271

HOF(solv)= -48.1/0.1 neut 94PED/   

----

89SIE/MEO    Datum: DaffG= 6.5/0.3 TDAs | HOF(A-)=-61.5/0.1 AfIN p:8

DaffH(X..Y-)= 13.4/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phshor.zcf]

CBS-QB3    |-62.4  | 13.4|  4.7| 29.3|-48.8  |-0.2   

G3MP2B3    |-64.4  | 13.1|  4.5| 28.9|-47.8  |-3.4   

G3MP2B3+   |-64.5  | 13.0|  5.4| 25.5|-47.9  |-3.5   

G4MP2      |-63.5  | 12.9|  4.2| 29.2|-47.8  |-2.9   

M062X/Def2T|-61.8  | 14.8|  5.3| 32.0|-46.6  |-0.4   

B3/6-311++G|-35.6  | 11.5|  3.9| 25.5|-43.7  |19.6   

++++++++++++++++++++++++++++++++

PhSiH(Me)O-

C7H9OSi  mw:137.043 Anion CAS: A-7110-06-7 fg:42 cnt:2567

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 350.0/4.0 IMRB p:6

DacidH(AH)= 356.4/4.1 G+TS

Between MeSH, MeNO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phsihro.zaf]

CBS-QB3    |-77.7  |352.6|346.1|      |-64.5  |       |21.9|     

G3MP2B3    |-79.5  |352.9|346.4| 3.469|-65.2  |0.7    |21.5|118.0

G3MP2B3+   |-79.7  |352.9|346.2| 3.472|-65.4  |0.5    |22.4|118.1

G4MP2      |-78.9  |353.5|347.6| 3.310|-65.1  |-2.3   |19.8|114.9

M062X/Def2T|-75.1  |354.9|348.4| 3.228|-65.3  |-0.5   |21.9|116.9

B3/6-311++G|-40.8  |354.0|347.3| 3.189|-27.6  |32.9   |22.4|112.6

++++++++++++++++++++++++++++++++

3-Me-bicyclo[1.1.1]pentane-1-CO2-

C7H9O2  mw:125.061 Anion CAS: Z-406947-36-2 fg:38 cnt:6608 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 337.4/2.0 CIDC p:8

DacidH(AH)= 344.6/2.0 G+TS EA(ev)= 3.558

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rbcpco2.zaf]

CBS-QB3    |-75.2  |343.3|335.5| 3.309|-52.7  |1.6    |26.3|106.4

G3MP2B3    |-75.9  |344.2|336.8| 3.529|-52.9  |5.8    |24.8|110.9

G3MP2B3+   |-76.2  |344.2|336.3| 3.476|-53.2  |4.3    |26.3|109.6

G4MP2      |-75.4  |344.1|336.3| 3.232|-52.3  |-0.5   |26.0|104.0

M062X/Def2T|-72.1  |345.4|337.4| 2.820|-52.8  |-6.1   |26.8|98.8 

B3/6-311++G|-40.8  |342.8|335.0| 3.199|-16.4  |33.3   |26.3|101.8

++++++++++++++++++++++++++++++++

(MeCO)2C=C(Me)O-

C7H9O3  mw:141.056 Anion CAS: Z-75434-55-8 fg:65 cnt:4072

HOF(AH)= -126.6/1.0 GpAd 93SP    |

DacidS=26.7/3.0 Calc |  S(A-)=116.1/3.2 Acid |  S(AH)=115.5/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 328.9/2.0 IMRE | HOF(A-)=-155.4/2.4 Acid p:9

DacidH(AH)= 336.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ac3c.zaf]

G3MP2B3    |-161.4 |331.5|323.3| 3.271|-125.7 |-85.3  |27.4|92.4 

G3MP2B3+   |-162.4 |330.7|322.8| 3.304|-126.0 |-85.6  |26.7|92.4 

M062X/Def2T|-162.7 |329.9|322.0| 3.346|-127.9 |-85.0  |26.6|95.0 

B3/6-311++G|-134.2 |328.9|321.0| 3.328|-95.8  |-56.8  |26.6|91.1 

++++++++++++++++++++++++++++++++

1,2-diCO2Me-cyclopropanide-

C7H9O4  mw:157.051 Anion CAS: Z-145475-85-0 fg:66 cnt:3186

HOF(AH)= -157.4/1.0 GpAd 93SP    |

DacidS=27.4/2.0 Stat |  S(A-)=121.8/2.2 Acid |  S(AH)=120.4/1.0 GpAd 93SP

----

93CHO/DAH    Datum: DacidG= 366.9/3.5 IMRB | HOF(A-)=-148.0/3.7 Acid p:7

DacidH(AH)= 375.1/3.6 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [e2cpr.zaf]

CBS-QB3    |-153.3 |376.2|368.4|      |-163.7 |       |26.2|     

G3MP2B3    |-150.9 |377.1|369.2| 2.051|-160.8 |-103.5 |26.4|109.4

G3MP2B3+   |-150.9 |377.1|369.3| 2.058|-160.8 |-103.3 |26.1|109.6

G4MP2      |-149.5 |376.6|368.8| 1.878|-159.0 |-106.1 |26.5|105.0

M062X/Def2T|-158.1 |375.4|367.6| 1.973|-168.9 |-112.5 |26.4|108.5

B3/6-311++G|-118.0 |374.0|365.9| 1.975|-124.7 |-72.4  |27.2|104.4

++++++++++++++++++++++++++++++++

CH2=C(CO2Me)CH=C(OMe)O-

C7H9O4  mw:157.051 Anion CAS: Z-145475-86-1 fg:66 cnt:3187

----

93CHO/DAH    Datum: DacidG= 348.4/4.0 IMRB p:7

Acid: CH2=C(CO2Me)CH2CO2Me. Between MeSH, tBuSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcemxem.zaf]

CBS-QB3    |-178.4 |353.6|345.8|      |-166.2 |       |26.2|     

G3MP2B3    |-175.2 |355.4|348.3| 2.031|-163.3 |-128.4 |23.7|87.1 

B3/6-311++G|-143.5 |352.7|346.5| 1.864|-128.9 |-98.3  |20.6|82.7 

++++++++++++++++++++++++++++++++

(H2O)2..benzoate-

C7H9O4  mw:157.051 fg:235 cnt:3243

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.7/0.3 IMRE | HOF(A-)=-143.4/0.4 AfIN p:8

DaffH(X..Y-)= 12.7/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

2,8,10-trioxaadamantyl-6,9-diOH-4-O-

C7H9O6  mw:189.040 Anion CAS: Z-122432-43-3 fg:32 cnt:8652

HOF(A.)= -173.1/6.7              |

HOF(AH)= -225.0/5.0 GpAd 93SP    |

----

14SAM/WAN    Datum: EA=3.75(10) eV LPES | HOF(A-)=-259.6/6.3 Acid p:9

DacidH(AH)= 331.1/3.8 D-EA

Vertical Detachment Energy:4.07(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [kass.zaf]

CBS-QB3    |-276.8 |     |     | 3.685|       |-191.2 |    |     

G3MP2B3    |-271.5 |333.2|326.7| 3.688|-237.6 |-185.8 |21.9|103.8

G3MP2B3+   |-271.6 |335.8|329.1| 3.684|-240.1 |-186.0 |22.5|106.2

G4MP2      |-267.7 |333.5|326.9| 3.433|-234.1 |-187.9 |21.9|98.2 

M062X/Def2T|-271.9 |337.1|330.4| 3.458|-244.3 |-191.6 |22.3|104.8

B3/6-311++G|-209.6 |333.6|326.8| 3.400|-175.9 |-130.6 |22.7|97.4 

++++++++++++++++++++++++++++++++

PhSi(Me)H-

C7H9Si  mw:121.048 Anion CAS: N-119946-89-3 fg:59 cnt:4955 BDE(A-H)= 89.7/2.3 D-EA           

DacidS=25.8/2.0 Stat | 

----

89WET/SAL    Datum: EA=1.33(4) eV LPD  [30.7(9) kcal] p:9

----

89WET/SAL #  Datum: DacidG= 364.9/2.0 IMRE p:8

DacidH(AH)= 372.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phsihr.zaf]

CBS-QB3    |24.3   |374.8|367.8| 1.330|15.3   |55.0   |23.2|91.8 

G3MP2B3    |20.3   |373.8|366.8| 1.452|13.7   |53.8   |23.6|92.2 

G3MP2B3+   |20.0   |373.8|366.9| 1.459|13.5   |53.7   |23.2|92.3 

G4MP2      |20.6   |373.9|367.1| 1.325|13.8   |51.2   |22.9|89.5 

M062X/Def2T|23.7   |373.7|366.6| 1.180|14.7   |50.9   |23.7|88.3 

B3/6-311++G|48.3   |373.7|366.6| 1.314|41.9   |78.6   |23.7|88.8 

++++++++++++++++++++++++++++++++

2,8,10-trioxaadamantyl-4,6,9-triOH..Cl-

C7H10ClO6  mw:225.017

Core ion CAS: Z-16887-00-6 Solvent: 1189644-91-4 fg:482 cnt:8656

HOF(solv)=-225.0/5.0 GpAd 93SP     

----

14SAM/WAN    Datum: EA=5.36(10) eV LPES p:9

DaffH(AH)=  40.2/2.3 dEA

Vertical Detachment Energy:5.60(10) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [kasscl.zcf]

M062X/Def2T|-328.7 | 36.0| 28.1| 26.4|-244.3 |-48.4  | 4.605

B3/6-311++G|-265.6 | 21.8| 26.2| 21.8|-175.9 |-56.9  | 5.022

++++++++++++++++++++++++++++++++

1-CN-cyclohexanide-

C7H10N  mw:108.082 Anion CAS: Z-57527-73-8 fg:67 cnt:9744

HOF(AH)=   1.1/0.1  94PED/       |

DacidS=24.1/2.0 Stat |  S(A-)=84.5/2.2 Acid |  S(AH)=86.4/1.0 GpAd 93SP

----

94PEE/DEK    Datum: DacidG= 365.7 IMRE | HOF(A-)=8.3/0.1 Acid p:8

DacidH(AH)= 372.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxcn.zaf]

CBS-QB3    |12.9   |374.4|366.5| 1.264|4.2    |42.1   |26.6|90.0 

G3MP2B3    |9.7    |375.5|367.5| 1.311|1.4    |40.0   |26.8|90.7 

G3MP2B3+   |8.9    |374.9|367.1| 1.335|1.1    |39.7   |26.4|90.7 

G4MP2      |10.3   |375.5|367.5| 1.197|2.0    |37.9   |26.8|88.1 

M062X/Def2T|12.2   |373.7|365.8| 1.238|3.2    |40.8   |26.5|89.7 

B3/6-311++G|32.3   |370.6|362.7| 1.266|29.0   |61.6   |26.5|84.7 

++++++++++++++++++++++++++++++++

1-NC-cyclohexanide-

C7H10N  mw:108.082 Anion CAS: A-931-53-3 fg:83 cnt:9757

DacidS=25.3/3.0 Calc | 

----

92PEE/       Datum: DacidG= 372.4/3.6 IMRB p:6

DacidH(AH)= 379.9/3.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxnc.zaf]

CBS-QB3    |40.5   |381.9|374.4| 1.043|24.4   |64.8   |25.4|92.5 

G3MP2B3    |36.8   |382.1|374.6| 1.139|21.9   |63.2   |25.2|93.4 

G3MP2B3+   |36.4   |381.9|374.4| 1.143|21.7   |62.9   |25.3|93.4 

G4MP2      |36.3   |381.7|374.1| 1.038|21.8   |60.4   |25.3|90.7 

M062X/Def2T|39.3   |382.3|374.7| 0.909|21.7   |60.5   |25.5|90.9 

B3/6-311++G|61.2   |379.0|371.4| 0.977|49.5   |83.9   |25.4|86.5 

++++++++++++++++++++++++++++++++

Me2CO..pyrrolide-

C7H10NO  mw:124.077

Core ion CAS: Z-23303-09-5 Solvent: 67-64-1 fg:251 cnt:2095

HOF(solv)= -51.9/0.2 neut 94PED/   

----

88MEO/   2   Datum: DaffG= 7.0/1.0 TDAs | HOF(A-)=-65.0/1.0 AfIN p:8

DaffH(X..Y-)= 13.1/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r2copyrr.zcf]

CBS-QB3    |-43.3  | 11.4| -1.7| 43.8|-51.7  |19.8   

G3MP2B3    |-44.5  | 10.7| -2.8| 45.1|-51.5  |17.7   

G3MP2B3+   |-45.5  | 11.5| -1.7| 44.3|-51.6  |17.6   

G4MP2      |-44.4  | 10.3| -3.0| 44.6|-51.2  |17.1   

M062X/Def2T|-43.5  | 11.9| -1.4| 44.5|-50.8  |19.2   

B3/6-311++G|-17.2  |  3.4|-10.3| 45.7|-42.6  |28.7   

++++++++++++++++++++++++++++++++

O2C(CH2)5CO2=

C7H10O4  mw:158.059 Anion CAS: Z-764-54-5 fg:37 cnt:4395

HOF(A.)= -193.2/4.4 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -254.1/3.2 hfa 16HOU/VAL|

----

08XIN/WAN    Datum: EA=1.25(10) eV PVMI | HOF(A-)=-222.1/4.7 Acid p:8

DacidH(AH)= 397.8/3.4 D-EA

Vertical Detachment Energy:1.6(1) eV. See also 09XIN/WAN and 10XIN/WAN.

----

99WAN/DIN5   Datum: EA=1.34(5) eV LPES p:8

Reverse Coulomb Barrier: 1.9(3) eV.

----

98DIN/WAN    Datum: EA=1.34(9) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj5a.zdf]

CBS-QB3    |-212.2 |407.2|395.5| 1.380|-253.7 |-180.1 |39.3|125.6

G3MP2B3    |-211.2 |407.8|395.9| 1.650|-251.8 |-172.9 |39.8|131.0

M062X/Def2T|-205.9 |411.6|398.9| 1.205|-252.8 |-177.8 |42.5|127.1

M062X/Def2T|-205.8 |411.8|400.3| 1.202|-252.9 |-177.7 |38.7|127.3

B3/6-311++G|-179.8 |401.4|388.8| 0.700|-213.9 |-163.4 |42.3|102.7

++++++++++++++++++++++++++++++++

bicyclo[2.2.1]hepta-1-ide-

C7H11  mw:95.087 Anion CAS: Z-89849-43-4 fg:88 cnt:8175 BDE(A-H)= 105.7/2.0 Est4 04FAT/KAS

HOF(AH)= -13.1/1.1  94PED/       |

DacidS=24.6/3.0 Stat | 

----

12FAT/LIS    Datum: EA=0.51(7) eV IMRB p:8

DacidG(AH)= 400.1/2.1 H-TS| DacidH(AH)= 407.5/2.6 D-EA

Electron affinity between CS2, COS. .DELTA.acidH from correlation in 04FAT/KAS.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc221-1.zaf]

CBS-QB3    |33.6   |410.8|403.0| 0.459|-11.5  |44.1   |26.3|107.7

G3MP2B3    |29.6   |410.5|402.6| 0.524|-13.7  |41.6   |26.2|107.4

G3MP2B3+   |29.3   |410.5|402.7| 0.525|-14.0  |41.4   |26.2|107.5

G4MP2      |29.2   |409.8|401.9| 0.423|-13.4  |38.9   |26.2|104.4

M062X/Def2T|39.3   |414.1|406.2| 0.206|-10.1  |44.0   |26.2|106.2

B3/6-311++G|60.7   |411.3|403.6| 0.366|16.7   |69.1   |26.1|104.6

++++++++++++++++++++++++++++++++

PhCH2PH.BH3-

C7H11BP  mw:137.070 Anion CAS: Z-1163712-05-7 fg:23 cnt:7456

DacidS=25.0/3.0 Calc | 

----

09HUR/YAN    Datum: DacidG= 329.9/2.6 IMRE p:8

DacidH(AH)= 337.4/2.8 G+TS

Acidity is not corrected for RPH2/BH3 neutral dissociation, so is an upper limit.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phjphbh3.zaf]

CBS-QB3    |-6.7   |339.5|332.1| 2.761|19.5   |57.1   |25.0|89.8 

G3MP2B3    |-8.2   |339.0|331.6| 2.793|20.0   |56.4   |25.1|88.6 

G3MP2B3+   |-8.5   |338.9|331.4| 2.801|19.8   |56.3   |25.0|88.6 

G4MP2      |-8.6   |339.1|331.7| 2.651|19.5   |52.7   |24.8|85.4 

M062X/Def2T|-11.0  |339.6|332.8| 2.602|14.1   |49.3   |22.8|87.3 

B3/6-311++G|16.1   |338.8|331.4| 2.650|44.6   |77.5   |25.0|85.0 

++++++++++++++++++++++++++++++++

N-acetyl-proline-.

C7H11NO3  mw:157.074 Anion CAS: N-1074-79-9 fg:119 cnt:8376

HOF(A.)= -146.6 GpAd 93SP        |

----

11CHO/RAK    Datum: EA=1.4(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely proton transfer from -CO2H to C=O for anion structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nacproli.zzf]

CBS-QB3    |-142.4 |     |     | 0.392|       |-133.9 |    |     

G3MP2B3    |-139.9 |     |     | 0.389|       |-131.4 |    |     

G3MP2B3+   |-139.9 |     |     |-0.237|       |-145.6 |    |     

G4MP2      |-143.2 |     |     | 0.606|       |-129.8 |    |     

M062X/Def2T|-140.7 |     |     | 0.353|       |-133.1 |    |     

B3/6-311++G|-95.7  |     |     |-0.529|       |-109.4 |    |     

++++++++++++++++++++++++++++++++

MeCONHCH(Me)CO2Me..CN-

C7H11N2O3  mw:171.078

Core ion CAS: Z-57-12-5 Solvent: 26629-33-4 fg:485 cnt:2072

HOF(solv)=-146.1/2.0 GpAd 93SP     

----

88MEO/       Datum: DaffG= 17.8/1.0 TDAs | HOF(A-)=-155.8/3.0 AfIN p:8

DaffH(X..Y-)= 26.4/1.0 TDAs

++++++++++++++++++++++++++++++++

Ala-Asp(M-H)

C7H11N2O5  mw:203.067 Anion CAS: A-20727-65-5 fg:36 cnt:9900

HOF(AH)= -234.4/3.0 GpAd 93SP    |

----

19CUI/MCN    Datum: DacidG= 308.2/3.4 TKin p:8

Side chain deprotonation likely.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [alaasp.zaf]

G3MP2B3    |-291.1 |311.1|303.9| 3.720|-234.9 |-203.6 |23.9|83.5 

M062X/Def2T|-295.8 |307.4|300.3| 3.800|-238.5 |-205.5 |23.9|85.1 

B3/6-311++G|-253.6 |305.3|298.3| 3.738|-191.6 |-168.5 |23.6|75.3 

++++++++++++++++++++++++++++++++

Asp-Ala(M-H)

C7H11N2O5  mw:203.067 Anion CAS: A-13433-02-8 fg:36 cnt:9901

HOF(AH)= -234.4/3.0 GpAd 93SP    |

----

19CUI/MCN    Datum: DacidG= 317.8/3.7 TKin p:8

C-terminus deprotonation likely.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aspala.zaf]

G3MP2B3    |-284.1 |321.9|314.2| 3.217|-238.7 |-208.3 |25.7|82.6 

M062X/Def2T|-285.5 |321.8|314.1| 3.172|-242.5 |-209.8 |25.8|84.9 

B3/6-311++G|-245.5 |318.4|310.6| 3.129|-196.7 |-174.5 |26.3|74.3 

++++++++++++++++++++++++++++++++

alanine..uracil-.

C7H11N3O4  mw:201.076

Core ion CAS: Z-42052-10-8 Solvent: 56-41-7 fg:320 cnt:10059

HOF(solv)= -99.0/1.0 neut 77NGA/SAB

----

04DAB/RAK    Datum: EA=1.8(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a proton-transfered complex.

++++++++++++++++++++++++++++++++

(HCO2H)2..1-Me-cytosine-.

C7H11N3O4  mw:201.076 fg:320 cnt:9356

HOF(solv)= -90.5/0.1 neut 94PED/   

----

10KO_/WAN2   Datum: EA=1.6(1) eV LPES p:8

Vertical Detachment Energy:2.1(1) eV.

++++++++++++++++++++++++++++++++

thymine..glycine-.

C7H11N3O4  mw:201.076

Core ion CAS: Z-51284-12-9 Solvent: 65-71-4 fg:319 cnt:10051

HOF(solv)= -78.6/1.0 neut 94PED/   

----

04DAB/RAK2   Datum: EA=1.75(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a proton-transfered complex.

++++++++++++++++++++++++++++++++

(HCO2H)2..9-Me-adenine-

C7H11N5O4  mw:229.082 fg:320 cnt:10048

HOF(solv)= -90.5/0.1 neut 94PED/   

----

07MAZ/HAR    Datum: EA=2.1(3) eV LPES p:7

The stated EA is the Vertical Detachment Energy. The authors indicate this is like a proton-transfered structure.

++++++++++++++++++++++++++++++++

2,5-diMe-cyclopentanone enolate-

C7H11O  mw:111.082 Anion CAS: N-67592-88-5 fg:63 cnt:727

HOF(AH)= -65.1/1.0 GpAd 93SP     |

DacidS=25.0/3.0 Stat | 

----

78ZIM/JAC    Datum: EA=1.49(4) eV PD   [34.4(10) kcal] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2cpno.zaf]

CBS-QB3    |-61.3  |364.4|356.9| 1.551|-59.9  |-25.4  |25.3|86.6 

G3MP2B3    |-63.0  |365.2|357.8| 1.590|-61.0  |-26.2  |25.0|86.9 

G3MP2B3+   |-63.7  |364.8|357.2| 1.610|-61.3  |-26.5  |25.4|86.9 

G4MP2      |-62.3  |365.2|357.8| 1.458|-60.3  |-28.5  |24.9|83.9 

M062X/Def2T|-58.9  |364.9|357.5| 1.415|-59.2  |-26.2  |25.1|85.1 

B3/6-311++G|-37.2  |363.0|355.4| 1.463|-32.9  |-3.4   |25.4|81.6 

++++++++++++++++++++++++++++++++

cycloheptanone enolate-

C7H11O  mw:111.082 Anion CAS: Z-55886-85-6 fg:63 cnt:729

HOF(A.)= -23.2/2.0 D+AH          | BDE(A-H)= 88.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -59.1/0.4  94PED/       |

DacidS=25.0/3.0 Stat | 

----

93BRI/BER    Datum: EA=1.444(20) eV LPES | HOF(A-)=-56.5/2.1 Acid p:9

DacidG(AH)= 360.9/2.2 H-TS| DacidH(AH)= 368.3/2.1 D-EA

.DELTA.fH(cycloheptanone) from 94PED likely in error, 10MIR/MOR. Composite computational methods(18BAR/) indicate it is likely 4 kcal/mol too stable.

----

78ZIM/JAC    Datum: EA=1.48(4) eV PD   [34.2(10) kcal] p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc7co.zaf]

CBS-QB3    |-50.2  |368.7|361.4| 1.587|-53.2  |-13.5  |24.4|91.7 

G3MP2B3    |-52.7  |369.0|361.8| 1.633|-54.5  |-15.0  |24.2|91.7 

G3MP2B3+   |-53.2  |368.8|361.5| 1.644|-54.8  |-15.2  |24.2|91.7 

G4MP2      |-52.2  |369.0|361.8| 1.510|-54.0  |-17.3  |24.2|88.8 

M062X/Def2T|-48.6  |369.8|361.6| 1.433|-53.7  |-15.5  |27.2|90.3 

B3/6-311++G|-25.8  |367.7|360.4| 1.505|-26.3  |9.0    |24.5|87.4 

++++++++++++++++++++++++++++++++

cHxCO2-

C7H11O2  mw:127.076 Anion CAS: Z-3198-23-0 fg:34 cnt:2180

HOF(A.)= -58.6/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -119.5/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat |  S(A-)=91.4/3.2 Acid |  S(AH)=93.9/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 338.1/2.0 IMRE | HOF(A-)=-140.1/2.4 Acid p:9

DacidH(AH)= 345.1/2.2 G+TS EA(ev)= 3.534

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxco2-a.zaf]

G3MP2B3    |-141.3 |344.4|337.2|      |-118.5 |       |24.0|     

B3/6-311++G|-108.3 |342.8|334.8| 2.401|-83.8  |-51.4  |26.7|84.5 

++++++++++++++++++++++++++++++++

cPnCH2CO2-

C7H11O2  mw:127.076 Anion CAS: Z-70554-35-7 fg:34 cnt:2179

HOF(A.)= -52.7/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -113.6/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat |  S(A-)=99.3/3.2 Acid |  S(AH)=101.8/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 338.5/2.0 IMRE | HOF(A-)=-133.8/2.4 Acid p:9

DacidH(AH)= 345.5/2.2 G+TS EA(ev)= 3.516

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpnjco2a.zaf]

CBS-QB3    |-134.3 |344.5|337.3|      |-113.1 |       |24.3|     

G3MP2B3    |-134.9 |345.7|338.8| 2.658|-113.4 |-72.2  |23.1|93.3 

G3MP2B3+   |-135.3 |345.6|337.9| 2.671|-113.6 |-72.1  |25.6|93.6 

G4MP2      |-134.1 |345.6|338.6|      |-112.5 |       |23.4|     

M062X/Def2T|-131.4 |346.1|338.8| 2.540|-112.9 |-71.6  |24.5|93.4 

B3/6-311++G|-104.0 |343.8|336.3| 2.533|-80.5  |-44.0  |25.0|88.6 

++++++++++++++++++++++++++++++++

CH2=CHC(Me)2CH2CO2-

C7H11O2  mw:127.076 Anion CAS: Z-124891-70-9 fg:34 cnt:2345

HOF(A.)= -41.3/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -102.2/1.0 GpAd 93SP    |

DacidS=23.5/1.0 Stat |  S(A-)=103.7/1.4 Acid |  S(AH)=106.2/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 335.0/2.8 CIDC | HOF(A-)=-125.9/3.0 Acid p:9

DacidH(AH)= 342.0/2.8 G+TS EA(ev)= 3.668

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vr2jco2a.zaf]

CBS-QB3    |-123.9 |342.2|334.9|      |-100.4 |       |24.6|     

G3MP2B3    |-125.2 |343.5|336.8| 2.684|-101.5 |-61.8  |22.4|91.8 

G3MP2B3+   |-126.3 |342.6|335.3| 2.724|-101.7 |-61.9  |24.2|91.9 

G4MP2      |-124.3 |343.4|336.3| 2.537|-100.5 |-64.3  |23.8|88.4 

M062X/Def2T|-120.6 |343.3|335.6| 2.621|-99.2  |-58.9  |26.0|92.4 

B3/6-311++G|-94.2  |340.3|333.1| 2.604|-67.2  |-32.5  |24.1|86.8 

++++++++++++++++++++++++++++++++

1-CO2Me-cyclopentanide-

C7H11O2  mw:127.076 Anion CAS: Z-157832-73-0 fg:66 cnt:9747

HOF(AH)= -103.4/2.0 GpAd 93SP    |

DacidS=22.7/2.0 Stat |  S(A-)=101.1/2.2 Acid |  S(AH)=104.4/1.0 GpAd 93SP

----

94PEE/DEK    Datum: DacidG= 361.4 IMRE | HOF(A-)=-100.9/2.0 Acid p:8

DacidH(AH)= 368.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpnco2r.zaf]

CBS-QB3    |-97.6  |371.8|364.0| 1.326|-103.6 |-67.2  |26.0|88.6 

G3MP2B3    |-97.5  |372.7|365.3| 1.346|-103.0 |-66.5  |24.8|88.6 

G3MP2B3+   |-98.8  |371.6|364.4| 1.397|-103.2 |-66.7  |24.4|88.6 

G4MP2      |-96.4  |372.8|365.2| 1.198|-102.0 |-68.9  |25.4|85.2 

M062X/Def2T|-97.7  |370.6|362.8| 1.236|-103.6 |-69.2  |26.2|86.5 

B3/6-311++G|-69.3  |369.2|363.0| 1.274|-71.2  |-40.1  |20.8|83.2 

++++++++++++++++++++++++++++++++

HC(CO2Et)2-

C7H11O4  mw:159.066 Anion CAS: Z-14851-10-6 fg:66 cnt:753

HOF(A.)= -157.6/2.2 D+AH         | BDE(A-H)= 95.0/2.0 SDEA 91BAU/GUA 

HOF(AH)= -200.5/1.0 GpAd 93SP    |

DacidS=20.0/1.0 Stat |  S(A-)=126.4/1.4 Acid |  S(AH)=132.4/1.0 GpAd 93SP

----

78CUM/KEB    Datum: DacidG= 342.3/2.0 IMRE | HOF(A-)=-217.9/2.3 Acid p:9

DacidH(AH)= 348.3/2.0 G+TS EA(ev)= 2.617
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS    Datum: DacidH(AH)= 344.7/1.2 EIAE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [xco2et2u.zaf]

CBS-QB3    |-215.1 |348.1|341.3|      |-197.5 |       |22.9|     

G3MP2B3    |-212.6 |349.1|342.2| 2.730|-194.5 |-149.7 |23.0|96.9 

G3MP2B3+   |-212.9 |349.0|342.1|      |-194.7 |       |23.2|     

G4MP2      |-210.3 |349.2|342.2|      |-192.3 |       |23.6|     

M062X/Def2T|-214.4 |345.5|338.3| 2.666|-195.3 |-153.9 |24.1|93.4 

B3/6-311++G|-182.5 |330.2|321.9|      |-145.5 |       |27.8|     

++++++++++++++++++++++++++++++++

HO2C(CH2)5CO2-

C7H11O4  mw:159.066 Anion CAS: Z-29669-81-6 fg:37 cnt:6596

HOF(A.)= -150.6/2.2 D+AH         | BDE(A-H)= 113.0/2.0 Est2          

HOF(AH)= -211.5/1.0 GpAd 93SP    |

DacidS=11.1/3.0 CIDC |  S(A-)=108.4/3.2 Acid |  S(AH)=123.3/1.0 GpAd 93SP

----

16HOU/VAL    Datum: EA=4.49(10) eV LPES | HOF(A-)=-254.1/3.2 Acid p:9

DacidH(AH)= 323.1/3.1 D-EA

----

06WOO/WAN    Datum: EA=4.41(5) eV LPES p:8

----

05KUM/PRA    Datum: DacidG= 322.8/2.0 CIDC | HOF(A-)=-252.6/2.2 Acid p:8

DacidH(AH)= 324.6/2.0 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj5c.zaf]

CBS-QB3    |-253.7 |323.0|320.0| 4.457|-211.0 |-150.4 |10.3|112.7

G3MP2B3    |-251.8 |325.7|322.7| 4.529|-210.3 |-146.5 |10.0|115.9

M062X/Def2T|-252.8 |322.3|319.7| 4.396|-210.4 |-150.9 |8.6 |111.6

M062X/Def2T|-252.9 |321.9|318.4| 4.399|-210.0 |-150.9 |11.4|111.2

B3/6-311++G|-213.9 |326.4|323.7| 4.183|-173.0 |-117.0 |9.0 |108.1

++++++++++++++++++++++++++++++++

(H2O)3..benzoate-

C7H11O5  mw:175.061 fg:235 cnt:3277

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.5/0.3 IMRE | HOF(A-)=-212.7/0.5 AfIN p:8

DaffH(X..Y-)= 11.5/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

1-amino-1-cyclohexyl-CO2-

C7H12NO2  mw:142.087 Anion CAS: A-2756-85-6 fg:36 cnt:8747

HOF(AH)= -118.2 GpAd 93SP        |

DacidS=25.1/1.9 CIDC | 

----

15MUE/TOU    Datum: DacidH(AH)= 340.1/1.9 CIDC | HOF(A-)=-143.8/1.9 Acid p:8

DacidG(AH)= 332.6/2.0 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxnhco2.zaf]

CBS-QB3    |-141.5 |338.6|331.8|      |-114.4 |       |22.8|     

G3MP2B3    |-141.6 |339.4|332.6| 2.562|-113.9 |-81.3  |23.0|84.7 

G3MP2B3+   |-142.0 |339.3|332.6|      |-114.1 |       |22.7|     

G4MP2      |-140.8 |339.5|332.8| 2.373|-113.2 |-84.9  |22.5|80.4 

M062X/Def2T|-137.6 |341.0|333.7| 2.445|-113.9 |-79.1  |24.4|87.0 

B3/6-311++G|-105.8 |338.9|331.5|      |-77.4  |       |24.6|     

++++++++++++++++++++++++++++++++

1-NO2-cycloheptanide-

C7H12NO2  mw:142.087 Anion CAS: Z-83705-42-4 fg:70 cnt:9753

HOF(AH)= -36.7/2.0  93SP         |

DacidS=20.3/2.0 Stat |  S(A-)=96.8/2.8 Acid |  S(AH)=102.5/2.0  93SP

----

94PEE/DEK    Datum: DacidG= 347.0 IMRE | HOF(A-)=-49.3/2.0 Acid p:8

DacidH(AH)= 353.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chpno2.zaf]

CBS-QB3    |-51.0  |352.2|344.6| 2.269|-37.4  |1.4    |25.5|90.9 

G3MP2B3    |-49.5  |354.3|346.4| 2.285|-36.6  |3.2    |26.3|91.9 

G3MP2B3+   |-49.7  |354.4|346.7| 2.288|-36.9  |3.2    |25.6|92.1 

G4MP2      |-49.2  |354.1|346.0| 2.113|-36.1  |-0.5   |27.0|87.7 

M062X/Def2T|-46.9  |351.9|344.2| 2.159|-34.1  |3.0    |25.8|89.2 

B3/6-311++G|-20.9  |348.7|341.1| 2.244|-2.3   |30.9   |25.5|85.4 

++++++++++++++++++++++++++++++++

(H2O)3..7-aza-indole-.

C7H12N2O3  mw:172.085 fg:305 cnt:5130

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99NAK/NEG    Datum: EA=0.48(16) eV LPES p:8

++++++++++++++++++++++++++++++++

GlyAlaGlyO-

C7H12N3O4  mw:202.083 Anion CAS: A-16422-05-2 fg:36 cnt:11446

----

12BOK/STO    Datum: DacidG= 322.3/2.5 TKin p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [glyalglo.zaf]

G3MP2B3    |-227.9 |326.1|319.6|      |-186.8 |       |21.9|     

B3/6-311++G|-196.0 |323.8|317.2| 4.223|-152.5 |-98.2  |22.1|106.5

++++++++++++++++++++++++++++++++

GlyGlyGlyOMe(N- in backbone)

C7H12N3O4  mw:202.083 Anion CAS: A-31681-05-7 fg:48 cnt:11451

----

12BOK/STO    Datum: DacidG= 338.1/2.3 TKin p:8

The authors indicate that deprotonation is likely at the central amide N.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gly3or.zan]

B3/6-311++G|-163.4 |347.6|340.0| 3.251|-143.7 |-88.3  |25.5|107.5

++++++++++++++++++++++++++++++++

2-methylcyclohexanone-.

C7H12O  mw:112.089 Anion CAS: N-583-60-8 fg:102 cnt:6212

HOF(A.)= -59.6/1.0 GpAd 93SP     |

----

03HAM/DIR    Datum: EA=0.0042(1) eV Rydb p:8

++++++++++++++++++++++++++++++++

3-methylcyclohexanone-.

C7H12O  mw:112.089 Anion CAS: N-591-24-2 fg:102 cnt:6213

HOF(A.)= -59.6/1.0 GpAd 93SP     |

----

03HAM/DIR    Datum: EA=0.0087(1) eV Rydb p:8

----

03HAM/DIR    Datum: EA=0.0044(1) eV Rydb p:7

++++++++++++++++++++++++++++++++

4-methylcyclohexanone-.

C7H12O  mw:112.089 Anion CAS: N-589-92-4 fg:102 cnt:6214

HOF(A.)= -59.6/1.0 GpAd 93SP     |

----

03HAM/DIR    Datum: EA=0.0061(1) eV Rydb p:8

++++++++++++++++++++++++++++++++

H2O..O2C(CH2)5CO2=

C7H12O5  mw:176.070

Core ion CAS: Z-764-54-5 Solvent: 7732-18-5 fg:237 cnt:4400

HOF(A.)= -249.0/5.9              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98DIN/WAN    Datum: EA=1.60(9) eV LPES | HOF(A-)=-287.9/5.6 AfIN p:8

DaffH(AH)=  8.1/3.1 dEA

Affinity is electron affinity difference from next lower solvated ion.

++++++++++++++++++++++++++++++++

cycloheptanide-

C7H13  mw:97.102 Anion CAS: Z-142888-99-1 fg:88 cnt:6648

HOF(A.)=  18.1/1.0 D+AH          | BDE(A-H)= 98.4/1.0 Est2           

HOF(AH)= -28.2/0.2  94PED/       |

DacidS=29.9/2.0 Stat |  S(A-)=85.8/2.2 Acid |  S(AH)=81.9/1.0  69STU/WES

----

92PEE/RAD    Datum: DacidH(AH)= 415.6/4.8 Bran | HOF(A-)=21.7/4.8 Acid p:7

DacidG(AH)= 406.7/4.8 H-TS  EA(eV)=-0.156

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cj7.zaf]

CBS-QB3    |16.7   |407.9|400.5|      |-25.5  |       |25.1|     

G3MP2B3    |15.6   |410.3|402.4| 0.120|-27.6  |18.5   |26.5|98.2 

M062X/Def2T|21.1   |411.7|404.3|-0.096|-25.9  |19.1   |25.0|97.2 

B3/6-311++G|37.7   |407.0|399.5| 0.116|-2.0   |40.7   |25.1|94.8 

++++++++++++++++++++++++++++++++

H2N(CH2CONH)2CH(CONH2)CH2S-[Gly2CysNH2]

C7H13N4O3S  mw:233.071 Anion CAS: A-444022-95-1 fg:54 cnt:8215

HOF(AH)= -123.4 GpAd 93SP        |

DacidS=23.1 CIDC | 

----

12SHE/REN    Datum: DacidG= 327.7/1.7 CIDC | HOF(A-)=-154.5/1.7 Acid p:7

DacidH(AH)= 334.6/1.7 CIDC

++++++++++++++++++++++++++++++++

H2N(COCH2NH)2COCH(NH2)CH2S-[H2NCysGly2]

C7H13N4O3S  mw:233.071 Anion CAS: A-160876-71-1 fg:54 cnt:8216

HOF(AH)= -123.4 GpAd 93SP        |

DacidS=26.2 CIDC | 

----

12SHE/REN    Datum: DacidG= 321.9/1.8 CIDC | HOF(A-)=-159.4/1.8 Acid p:7

DacidH(AH)= 329.7/1.8 CIDC

++++++++++++++++++++++++++++++++

H2NCH2CONHCH(CONHCH2CONH2)CH2S-[GlyCysGlyNH2]

C7H13N4O3S  mw:233.071 Anion CAS: A-2559702-73-5 fg:54 cnt:8217

HOF(AH)= -123.4 GpAd 93SP        |

DacidS=29.2 CIDC | 

----

12SHE/REN    Datum: DacidG= 318.6/2.0 CIDC | HOF(A-)=-161.8/2.0 Acid p:7

DacidH(AH)= 327.3/2.0 CIDC

++++++++++++++++++++++++++++++++

cis-2-Me-cC6H10O-

C7H13O  mw:113.097 Anion CAS: Z-139609-05-5 fg:30 cnt:2709

HOF(A.)= -24.7/2.4 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -78.1/1.3  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=88.8/2.2 Acid |  S(AH)=92.8/2.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 371.5/2.0 CIDC | HOF(A-)=-72.3/2.4 Acid p:8

DacidG(AH)= 364.9/2.0 H-TS  EA(eV)= 2.064

Both metastable and 50 eV collision energy.

----

92MAJ/CLA #  Datum: DacidG= 364.1/2.1 CIDC p:7

DacidH(AH)= 370.7/2.1 G+TS

Acidity adjusted to 1987 acidity scale.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2rchxoea.zaf]

CBS-QB3    |-69.4  |371.8|364.6|      |-75.4  |       |24.1|     

G3MP2B3    |-70.8  |372.8|365.6| 2.058|-76.4  |-23.2  |24.2|105.3

G3MP2B3+   |-71.3  |372.6|365.2| 2.070|-76.7  |-23.5  |24.5|105.3

G4MP2      |-70.3  |372.8|365.6| 1.914|-75.9  |-26.1  |24.0|102.0

M062X/Def2T|-64.9  |373.9|366.6| 1.825|-74.2  |-22.8  |24.4|103.5

B3/6-311++G|-40.3  |371.0|363.6| 1.882|-44.0  |3.1    |24.6|99.3 

++++++++++++++++++++++++++++++++

cis-4-Me-cC6H10O-

C7H13O  mw:113.097 Anion CAS: Z-139609-07-7 fg:30 cnt:2712

HOF(A.)= -29.6/2.4 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -83.0/1.3  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=87.4/2.2 Acid |  S(AH)=91.4/2.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.6/2.0 CIDC | HOF(A-)=-76.1/2.4 Acid p:8

DacidG(AH)= 366.0/2.0 H-TS  EA(eV)= 2.016

Both metastable and 50 eV collision energy.

----

92MAJ/CLA #  Datum: DacidG= 365.1/2.1 CIDC p:7

DacidH(AH)= 371.7/2.1 G+TS

Acidity adjusted to 1987 acidity scale.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4rchxoae.zaf]

CBS-QB3    |-68.5  |372.9|365.6|      |-75.7  |       |24.5|     

G3MP2B3    |-70.0  |374.0|366.7| 2.023|-76.8  |-23.2  |24.4|105.7

G3MP2B3+   |-70.5  |373.8|366.5| 2.035|-77.1  |-23.5  |24.4|105.7

G4MP2      |-69.6  |373.9|366.6| 1.880|-76.3  |-26.2  |24.3|102.2

M062X/Def2T|-63.3  |375.4|368.1| 1.774|-74.0  |-22.3  |24.5|103.8

B3/6-311++G|-39.8  |372.2|365.0| 1.851|-44.7  |3.0    |24.3|99.8 

++++++++++++++++++++++++++++++++

EtCH=C(nPr)O-

C7H13O  mw:113.097 Anion CAS: Z-64724-00-1 fg:63 cnt:730

HOF(A.)= -35.1/2.2 D+AH          | BDE(A-H)= 89.0/2.0 Est2 90BOR/HAR 

HOF(AH)= -72.0/1.0 GpAd 93SP     |

DacidS=24.0/3.0 Stat |  S(A-)=106.1/3.2 Acid |  S(AH)=108.1/1.0 GpAd 93SP

----

77ZIM/REE    Datum: EA=1.72(6) eV PD   [39.7(13) kcal] | HOF(A-)=-74.8/2.6 Acid p:7

DacidG(AH)= 355.7/2.6 H-TS| DacidH(AH)= 362.9/2.4 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [etxcoprz.zaf]

G3MP2B3    |-71.2  |367.8|360.9| 1.752|-71.7  |-30.7  |22.9|93.2 

G3MP2B3+   |-71.8  |367.4|360.6| 1.770|-72.0  |-31.0  |22.9|93.2 

M062X/Def2T|-67.3  |367.3|360.5| 1.592|-70.0  |-30.4  |23.0|91.7 

B3/6-311++G|-48.1  |366.5|359.3| 1.634|-47.3  |-10.4  |24.1|89.0 

++++++++++++++++++++++++++++++++

nBuCH=C(Me)O-

C7H13O  mw:113.097 Anion CAS: Z-131295-10-8 fg:63 cnt:6334

HOF(AH)= -71.9/0.5 GpAd 93SP     |

DacidS=24.4/1.0 TDEq | 

----

03BUR/FRI    Datum: DacidG= 358.1/2.1 TDEq | HOF(A-)=-72.4/2.2 Acid p:9

DacidH(AH)= 365.2/2.1 TDEq

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [buxcor.zaf]

CBS-QB3    |-70.4  |366.1|359.2| 1.680|-70.8  |-31.5  |23.4|91.5 

G3MP2B3    |-72.4  |366.5|359.8| 1.730|-71.7  |-32.3  |22.6|91.5 

G3MP2B3+   |-73.2  |366.1|359.1| 1.755|-72.1  |-32.5  |23.4|91.7 

G4MP2      |-72.0  |366.6|359.7| 1.589|-71.3  |-35.2  |23.1|88.3 

M062X/Def2T|-68.6  |365.9|359.0| 1.584|-69.8  |-31.9  |23.2|90.0 

++++++++++++++++++++++++++++++++

trans-3-Me-cyclohexanoxide-

C7H13O  mw:113.097 Anion CAS: Z-1367269-68-8 fg:30 cnt:11498

HOF(A.)= -26.8/2.9 D+AH          | BDE(A-H)= 104.0/2.0 Est2          

HOF(AH)= -78.7/2.2  94PED/       |

DacidS=21.9/2.8 A-AH |  S(A-)=88.7/2.0 Isoe 93SP |  S(AH)=92.8/2.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 373.6/1.2 CIDC | HOF(A-)=-70.8/2.5 Acid p:8

DacidG(AH)= 367.1/1.5 H-TS  EA(eV)= 1.908

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3rtchxoa.zaf]

CBS-QB3    |-68.6  |372.8|365.5| 2.031|-75.7  |-21.7  |24.7|106.1

G3MP2B3    |-70.0  |373.9|366.6| 2.022|-76.7  |-23.3  |24.4|105.5

G3MP2B3+   |-70.6  |373.6|366.3| 2.038|-77.0  |-23.5  |24.4|105.6

G4MP2      |-69.7  |373.8|366.5| 1.880|-76.3  |-26.2  |24.4|102.2

M062X/Def2T|-63.5  |375.3|368.1| 1.776|-74.1  |-22.5  |24.3|103.7

B3/6-311++G|-40.0  |372.0|364.7| 1.854|-44.7  |2.9    |24.4|99.6 

++++++++++++++++++++++++++++++++

Me2C=C(iPr)O-

C7H13O  mw:113.097 Anion CAS: Z-55887-17-7 fg:63 cnt:731

HOF(A.)= -41.5/2.0 D+AH          | BDE(A-H)= 85.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -74.4/0.3  94PED/       |

DacidS=24.0/3.0 Stat |  S(A-)=104.9/3.2 Acid |  S(AH)=106.9/1.0 GpAd 93SP

----

77ZIM/REE    Datum: EA=1.47(5) eV PD   [33.8(12) kcal] | HOF(A-)=-75.3/2.4 Acid p:8

DacidG(AH)= 357.6/2.5 H-TS| DacidH(AH)= 364.8/2.3 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2ccoipr.zaf]

CBS-QB3    |-71.3  |367.7|360.6| 1.476|-73.3  |-37.0  |24.0|88.4 

G3MP2B3    |-72.8  |368.5|361.4| 1.657|-74.1  |-34.3  |23.6|91.9 

G3MP2B3+   |-73.4  |368.1|360.5| 1.671|-74.3  |-34.7  |25.4|91.7 

G4MP2      |-72.3  |368.6|361.5| 1.512|-73.7  |-37.2  |23.6|88.6 

M062X/Def2T|-66.3  |370.0|362.4| 1.448|-71.6  |-34.0  |25.5|89.8 

++++++++++++++++++++++++++++++++

cis-3-Me-cyclohexanoxide-

C7H13O  mw:113.097 Anion CAS: Z-155379-85-4 fg:30 cnt:11499

HOF(A.)= -32.0/2.9 D+AH          | BDE(A-H)= 104.0/2.0 Est2          

HOF(AH)= -83.9/2.2  94PED/       |

DacidS=21.9/2.8 A-AH |  S(A-)=88.7/2.0 Isoe 93SP |  S(AH)=92.8/2.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.2/2.0 CIDC | HOF(A-)=-77.4/2.9 Acid p:8

DacidG(AH)= 365.7/2.2 H-TS  EA(eV)= 1.969

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3rcchxoe.zaf]

CBS-QB3    |-67.1  |374.6|367.1| 1.967|-76.0  |-21.7  |25.0|106.4

G3MP2B3    |-68.8  |375.5|368.1| 1.966|-77.1  |-23.4  |24.8|105.8

G3MP2B3+   |-69.4  |375.2|367.9| 1.974|-77.4  |-23.8  |24.5|105.7

G4MP2      |-68.4  |375.4|368.0| 1.826|-76.6  |-26.2  |24.8|102.5

M062X/Def2T|-61.8  |377.3|369.9|      |-74.4  |       |24.6|     

B3/6-311++G|-39.4  |373.3|366.0| 1.806|-45.4  |2.4    |24.5|99.9 

++++++++++++++++++++++++++++++++

cC7H13-O-

C7H13O  mw:113.097 Anion CAS: N-78939-49-8 fg:30 cnt:3469

HOF(A.)= -14.8/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -68.2/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=91.1/2.2 Acid |  S(AH)=95.1/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.7/2.0 CIDC | HOF(A-)=-61.2/2.3 Acid p:8

DacidG(AH)= 366.1/2.1 H-TS  EA(eV)= 2.012 DaffH(X..Y-)= 36.7/2.3 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chpo-a.zaf]

CBS-QB3    |-60.1  |372.6|365.5| 2.045|-67.0  |-12.8  |24.1|106.2

G3MP2B3    |-61.7  |373.8|366.7| 2.032|-68.3  |-14.7  |23.8|105.7

G3MP2B3+   |-62.3  |373.5|366.3| 2.049|-68.6  |-15.0  |24.3|105.7

G4MP2      |-61.0  |373.9|366.8| 1.879|-67.7  |-17.5  |23.8|102.3

M062X/Def2T|-56.2  |375.2|368.2| 1.783|-66.7  |-14.9  |23.4|103.8

B3/6-311++G|-32.5  |372.1|364.9| 1.870|-37.3  |10.7   |24.2|100.1

++++++++++++++++++++++++++++++++

trans-4-Me-cC6H10O-

C7H13O  mw:113.097 Anion CAS: Z-139609-08-8 fg:30 cnt:2711

HOF(A.)= -34.4/3.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -87.8/2.6  94PED/       |

DacidS=21.9/2.8 A-AH |  S(A-)=87.3/2.0 Isoe 93SP |  S(AH)=91.4/2.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 373.6/2.0 CIDC | HOF(A-)=-79.8/3.3 Acid p:8

DacidG(AH)= 367.1/2.2 H-TS  EA(eV)= 1.973

Both metastable and 50 eV collision energy.

----

92MAJ/CLA #  Datum: DacidG= 366.2/2.1 CIDC p:7

DacidH(AH)= 372.7/2.3 G+TS

Acidity adjusted to 1987 acidity scale.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4rchxoee.zaf]

CBS-QB3    |-67.1  |374.6|367.2|      |-76.0  |       |24.9|     

G3MP2B3    |-68.8  |375.5|368.1| 1.961|-77.1  |-23.5  |24.8|105.7

G3MP2B3+   |-69.4  |375.2|368.0| 1.976|-77.5  |-23.7  |24.5|105.8

G4MP2      |-68.4  |375.4|368.1| 1.829|-76.7  |-26.2  |24.7|102.6

M062X/Def2T|-62.1  |377.3|370.0| 1.709|-74.7  |-22.7  |24.6|104.2

B3/6-311++G|-39.3  |373.4|366.1| 1.805|-45.4  |2.5    |24.5|100.0

++++++++++++++++++++++++++++++++

MeOH..tBuCC-

C7H13O  mw:113.097

Core ion CAS: Z-54448-45-2 Solvent: 67-56-1 fg:284 cnt:4962

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 11.5 IMRE | HOF(A-)=-10.5/4.3 AfIN p:9

----

99CHA/BRA    Datum: DaffG= 10.7/2.0 IMRE | HOF(A-)=-31.4/3.1 AfIN p:8

DaffH(X..Y-)= 20.8/2.0 G+TS

Anchored to MeOH .DELTA.acidG = 375.2 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbucchor.zcf]

G3MP2B3    |-29.6  | 18.7| 11.4| 24.4|-47.8  |36.9   

G3MP2B3+   |-29.9  | 18.7| 12.2| 21.9|-47.9  |36.7   

G4MP2      |-29.0  | 18.1| 10.5| 25.5|-47.8  |36.9   

M062X/Def2T|-24.4  | 21.4| 13.5| 26.3|-46.6  |43.7   

B3/6-311++G|-3.5   | 19.1| 12.6| 22.0|-43.7  |59.4   

++++++++++++++++++++++++++++++++

trans-2-Me-cC6H10O-

C7H13O  mw:113.097 Anion CAS: Z-139609-06-6 fg:30 cnt:2710

HOF(A.)= -30.8/2.9 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -84.2/2.2  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=88.7/2.0 Isoe 93SP |  S(AH)=92.8/2.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.6/2.0 CIDC | HOF(A-)=-77.3/2.9 Acid p:8

DacidG(AH)= 366.0/2.0 H-TS  EA(eV)= 2.016

Both metastable and 50 eV collision energy.

----

92MAJ/CLA #  Datum: DacidG= 365.1/2.1 CIDC p:7

DacidH(AH)= 371.7/2.1 G+TS

Acidity adjusted to 1987 acidity scale.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2rchxoee.zaf]

CBS-QB3    |-68.5  |373.2|365.8| 2.088|-75.9  |-20.3  |24.6|107.7

G3MP2B3    |-70.0  |374.2|367.0| 2.089|-77.0  |-21.8  |24.4|107.3

G3MP2B3+   |-70.7  |373.8|366.4| 2.110|-77.3  |-22.1  |24.7|107.3

G4MP2      |-67.4  |374.3|366.9| 1.860|-74.5  |-24.5  |24.6|102.1

M062X/Def2T|-63.8  |375.3|367.8| 1.841|-74.4  |-21.3  |25.3|105.2

B3/6-311++G|-40.2  |372.1|364.8| 1.953|-45.0  |4.8    |24.4|102.0

++++++++++++++++++++++++++++++++

1-Me-cC6H10-O-

C7H13O  mw:113.097 Anion CAS: Z-1042445-65-7 fg:30 cnt:3470

HOF(A.)= -25.9/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -79.3/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=86.3/2.2 Acid |  S(AH)=90.3/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 371.9/2.0 CIDC | HOF(A-)=-73.1/2.2 Acid p:8

DacidG(AH)= 365.3/2.1 H-TS  EA(eV)= 2.047

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1rchxo-a.zaf]

CBS-QB3    |-72.4  |372.0|364.6| 2.179|-78.7  |-20.5  |24.7|110.3

G3MP2B3    |-73.8  |373.0|365.6| 2.092|-79.6  |-25.5  |24.7|106.2

M062X/Def2T|-67.0  |374.6|367.2| 1.886|-77.0  |-22.0  |24.8|107.1

B3/6-311++G|-42.3  |371.6|364.3| 1.754|-46.6  |-0.1   |24.6|98.6 

++++++++++++++++++++++++++++++++

cC6H11-CH2O-

C7H13O  mw:113.097 Anion CAS: N-72848-20-5 fg:30 cnt:1197

HOF(A.)= -20.1/2.2 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -72.5/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=89.4/1.4 Acid |  S(AH)=93.4/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 367.1/2.0 IMRE | HOF(A-)=-64.5/3.0 Acid p:9

DacidH(AH)= 373.7/2.0 G+TS EA(ev)= 1.962 DaffH(X..Y-)= 43.8/3.0 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxjo-e.zaf]

CBS-QB3    |-62.3  |374.7|367.6| 1.903|-71.3  |-18.3  |23.9|105.1

G3MP2B3    |-63.9  |375.8|368.7| 1.895|-72.4  |-20.0  |23.8|104.5

G3MP2B3+   |-64.6  |375.4|368.2|      |-72.8  |       |24.1|     

G4MP2      |-63.6  |375.6|368.6| 1.756|-72.1  |-23.0  |23.7|101.2

M062X/Def2T|-57.9  |376.9|369.7| 1.646|-70.2  |-19.8  |24.4|102.5

B3/6-311++G|-35.6  |372.9|365.8| 1.882|-41.3  |5.3    |24.0|98.7 

++++++++++++++++++++++++++++++++

nHxCO2-

C7H13O2  mw:129.092 Anion CAS: Z-7563-37-3 fg:34 cnt:9692

HOF(A.)= -67.3/2.7               | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -128.2/0.5  94PED/      |

----

05WAN/WOO3   Datum: EA=3.40(3) eV LPES | HOF(A-)=-145.7/2.6 Acid p:8

DacidH(AH)= 348.2/2.6 D-EA

The stated EA is at 300 K. At 70 K (coiled), increases to 3.45 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nhxco2ag.zaf]

CBS-QB3    |-149.4 |344.6|337.3| 3.412|-128.3 |-70.6  |24.7|109.8

G3MP2B3    |-149.6 |345.8|338.5| 3.417|-128.3 |-70.7  |24.6|109.7

M062X/Def2T|-146.0 |     |     | 2.597|       |-83.7  |    |     

B3/6-311++G|-122.2 |343.8|336.2| 3.263|-98.8  |-46.9  |25.3|104.0

++++++++++++++++++++++++++++++++

H2O..HO2C(CH2)5CO2-

C7H13O5  mw:177.077

Core ion CAS: Z-29669-81-6 Solvent: 7732-18-5 fg:237 cnt:3229

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.5/0.3 IMRE | HOF(A-)=-311.9/3.2 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dcj5w.zcf]

G3MP2B3    |-322.2 | 12.8|  3.6| 30.8|-57.6  |-251.8 

M062X/Def2T|-282.2 | -388| -391| 12.2|-53.6  |-252.8 

B3/6-311++G|-254.1 | -380| -384| 13.7|-54.2  |-213.9 

++++++++++++++++++++++++++++++++

cC6H11-CH2S-

C7H13S  mw:129.074 Anion CAS: Z-93629-14-2 fg:53 cnt:1195

HOF(A.)=   7.5/2.5 D+AH          | BDE(A-H)= 87.1/2.3 Est2           

HOF(AH)= -27.5/1.0 GpAd 93SP     |

DacidS=21.2/1.4 A-AH |  S(A-)=92.4/1.0 Isoe 93SP |  S(AH)=97.2/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 346.3/2.0 IMRE | HOF(A-)=-40.6/2.3 Acid p:9

DacidH(AH)= 352.6/2.0 G+TS EA(ev)= 2.085

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxjs.zaf]

G3MP2B3    |-42.8  |353.3|346.4| 2.086|-28.9  |5.4    |23.2|86.4 

G3MP2B3+   |-43.1  |353.4|346.4| 2.082|-29.2  |5.0    |23.3|86.4 

M062X/Def2T|-35.9  |354.1|347.0| 1.904|-25.3  |7.9    |23.5|85.3 

++++++++++++++++++++++++++++++++

cC7H14..Cl-

C7H14Cl  mw:133.079

Core ion CAS: Z-16887-00-6 Solvent: 291-64-5 fg:482 cnt:8486

HOF(solv)= -28.2/0.2 neut 94PED/   

----

13ZIE/GAM    Datum: DaffG= 3.5 TDAs | HOF(A-)=-38.7/0.2 AfIN p:9

DaffH(X..Y-)= 10.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cj7cl.zcf]

CBS-QB3    |-91.2  |  9.0|  3.0| 20.0|-25.5  |-56.7  

G3MP2B3    |-92.5  |  8.8|  2.6| 20.7|-27.6  |-56.1  

G4MP2      |-91.4  |  9.0|  2.7| 21.0|-27.4  |-55.0  

M062X/Def2T|-86.3  | 11.9|  5.6| 21.3|-25.9  |-48.4  

B3/6-311++G|-64.9  | -4.9|  0.2| 19.4|-2.0   |-56.9  

++++++++++++++++++++++++++++++++

(H2O)4..7-aza-indole-.

C7H14N2O4  mw:190.096 fg:305 cnt:5131

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99NAK/NEG    Datum: EA=0.75(12) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)2..O2C(CH2)5CO2=

C7H14O6  mw:194.080 fg:237 cnt:4404

HOF(A.)= -306.8/6.6              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98DIN/WAN    Datum: EA=2.18(9) eV LPES | HOF(A-)=-359.1/6.3 AfIN p:8

DaffH(AH)=  13.4/2.9 dEA

Affinity is electron affinity difference from next lower solvated ion.

++++++++++++++++++++++++++++++++

Et3B..CN-

C7H15BN  mw:124.130 Anion CAS: Z-44772-71-6 fg:485 cnt:2113

HOF(solv)= -35.6/1.3  77PED/RYL    

----

88LAR/SZU    Datum: DaffG= 27.6/0.2 TDAs | HOF(A-)=-54.8/2.5 AfIN p:8

DaffH(X..Y-)= 35.9/0.8 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [et3bcn.zcf]

G3MP2B3    |-66.8  | 49.6| 37.9| 39.6|-31.7  |14.5   

G3MP2B3+   |-67.4  | 49.8| 38.0| 39.5|-32.0  |14.5   

G4MP2      |-66.2  | 48.9| 37.0| 39.8|-31.3  |14.1   

M062X/Def2T|-65.0  | 49.0| 37.1| 39.8|-34.4  |18.4   

B3/6-311++G|-38.8  | 39.5| 27.7| 39.7|-15.5  |16.2   

++++++++++++++++++++++++++++++++

tBuCH2CH(Me)O-

C7H15O  mw:115.113 Anion CAS: A-6144-93-0 fg:30 cnt:3467

HOF(A.)= -35.3/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -88.7/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=100.5/2.2 Acid |  S(AH)=104.5/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 371.1/2.0 CIDC | HOF(A-)=-83.3/2.5 Acid p:8

DacidG(AH)= 364.5/2.1 H-TS  EA(eV)= 2.081 DaffH(X..Y-)= 41.2/2.5 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbujxro.zaf]

CBS-QB3    |-82.7  |370.5|364.1| 2.089|-87.4  |-34.2  |21.3|105.3

G3MP2B3    |-83.8  |371.6|365.2| 2.091|-88.2  |-35.3  |21.6|105.0

G3MP2B3+   |-84.6  |371.1|364.2| 2.120|-88.5  |-35.6  |23.1|105.1

G4MP2      |-83.4  |371.7|365.6| 1.932|-87.9  |-38.5  |20.5|101.5

M062X/Def2T|-76.6  |372.4|365.3| 1.849|-84.3  |-33.7  |23.6|102.7

B3/6-311++G|-54.1  |369.4|362.7| 1.943|-56.3  |-9.1   |22.6|99.3 

++++++++++++++++++++++++++++++++

tBuCH(Et)O-

C7H15O  mw:115.113 Anion CAS: Z-120686-56-8 fg:30 cnt:548

HOF(A.)= -35.3/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -88.7/1.0 GpAd 93SP     |

DacidS=22.0/2.5 Stat |  S(A-)=100.5/2.7 Acid |  S(AH)=104.5/1.0 GpAd 93SP

----

96MIH/GAT    Datum: EA=2.07(1) eV LPD  [47.8(3) kcal] p:9

DacidH(AH)= 371.3/2.0 D-EA

Derived Bond Dissociation Energy: 104.2/2.8 kcal/mol.

----

79BAR/SCO #  Datum: DacidG= 363.4/2.0 IMRE | HOF(A-)=-84.4/2.4 Acid p:9

DacidH(AH)= 370.0/2.1 G+TS EA(ev)= 2.131 DaffH(X..Y-)= 44.2/2.4 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbucheto.zaf]

CBS-QB3    |-83.3  |370.0|362.9| 2.126|-87.6  |-34.2  |23.8|105.5

G3MP2B3    |-84.3  |371.2|364.3| 2.106|-88.3  |-35.5  |23.4|104.9

G3MP2B3+   |-85.1  |370.8|363.7| 2.125|-88.6  |-35.9  |23.7|104.8

G4MP2      |-83.9  |371.2|364.3| 1.953|-87.9  |-38.7  |23.3|101.4

M062X/Def2T|-77.8  |371.5|364.4| 1.905|-84.6  |-33.7  |23.8|103.1

B3/6-311++G|-54.2  |368.8|361.7| 1.967|-55.8  |-8.8   |23.9|99.1 

++++++++++++++++++++++++++++++++

nBuC(Me)2O-

C7H15O  mw:115.113 Anion CAS: Z-127750-29-2 fg:30 cnt:547

HOF(A.)= -34.6/2.2 D+AH          | BDE(A-H)= 106.5/2.0 Est2          

HOF(AH)= -89.0/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=104.5/1.4 Acid |  S(AH)=108.5/1.0 GpAd 93SP

----

98HIG/BAR    Datum: DacidG= 365.1/2.0 IMRE | HOF(A-)=-83.0/2.3 Acid p:9

DacidH(AH)= 371.7/2.0 G+TS EA(ev)= 2.101

----

83BOA/HOU #  Datum: DacidG= 365.0/2.7 CIDC p:7

DacidH(AH)= 371.6/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbucr2og.zaf]

CBS-QB3    |-81.6  |372.3|364.7|      |-88.1  |       |25.4|     

G3MP2B3    |-82.7  |373.4|366.0| 2.065|-88.9  |-35.1  |24.7|106.0

G3MP2B3+   |-83.4  |373.0|365.6| 2.078|-89.2  |-35.4  |25.0|105.9

G4MP2      |-82.4  |373.2|365.8|      |-88.5  |       |25.2|     

M062X/Def2T|-75.2  |374.8|367.6| 1.814|-85.3  |-33.3  |24.2|104.1

B3/6-311++G|-55.2  |371.2|363.9| 1.914|-59.1  |-11.0  |24.5|100.2

++++++++++++++++++++++++++++++++

Et3CO-

C7H15O  mw:115.113 Anion CAS: Z-113534-12-6 fg:30 cnt:544

HOF(A.)= -33.0/2.2 D+AH          | BDE(A-H)= 106.5/2.0 Est2          

HOF(AH)= -87.4/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=102.3/1.4 Acid |  S(AH)=106.3/1.0 GpAd 93SP

----

83BOA/HOU #  Datum: DacidG= 364.3/2.7 CIDC | HOF(A-)=-82.2/2.9 Acid p:8

DacidH(AH)= 370.9/2.7 G+TS EA(ev)= 2.135

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [et3coggg.zaf]

CBS-QB3    |-81.7  |370.3|363.3| 2.095|-86.3  |-33.4  |23.7|105.0

G3MP2B3    |-82.6  |369.8|362.4| 2.085|-85.2  |-34.5  |24.9|102.8

G4MP2      |-82.0  |371.5|364.5| 1.931|-86.3  |-37.4  |23.4|101.0

M062X/Def2T|-76.1  |372.7|364.7| 1.865|-84.1  |-33.2  |26.9|103.0

B3/6-311++G|-53.4  |369.4|361.8| 1.953|-55.6  |-8.5   |25.6|99.1 

++++++++++++++++++++++++++++++++

(iPr)2CHO-

C7H15O  mw:115.113 Anion CAS: A-600-36-2 fg:30 cnt:545

HOF(A.)= -34.6/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -88.0/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=102.9/1.4 Acid |  S(AH)=106.9/1.0 GpAd 93SP

----

83BOA/HOU #  Datum: DacidG= 364.1/3.0 CIDC | HOF(A-)=-83.0/3.2 Acid p:8

DacidH(AH)= 370.7/3.0 G+TS EA(ev)= 2.101 DaffH(X..Y-)= 43.3/3.2 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ipr2cho.zaf]

CBS-QB3    |-81.6  |370.4|363.0|      |-86.3  |       |24.7|     

G3MP2B3    |-82.7  |371.5|364.2| 2.087|-87.0  |-34.5  |24.4|104.6

G3MP2B3+   |-83.6  |371.0|363.7| 2.108|-87.4  |-34.9  |24.4|104.6

G4MP2      |-82.3  |371.4|364.1| 1.934|-86.5  |-37.6  |24.6|101.1

M062X/Def2T|-76.9  |371.8|364.8| 1.895|-84.1  |-33.2  |23.7|103.0

B3/6-311++G|-53.6  |369.2|361.9| 1.926|-55.6  |-9.2   |24.7|98.5 

++++++++++++++++++++++++++++++++

nC7H15O-

C7H15O  mw:115.113 Anion CAS: Z-106085-77-2 fg:30 cnt:546

HOF(A.)= -28.0/2.0 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -80.4/0.2  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=112.4/1.4 Acid |  S(AH)=116.4/1.0 GpAd 93SP

----

98HIG/BAR    Datum: DacidG= 368.0/2.0 IMRE | HOF(A-)=-71.6/2.3 Acid p:9

DacidH(AH)= 374.6/2.0 G+TS EA(ev)= 1.923 DaffH(X..Y-)= 43.2/2.2 A-IN

----

19STO/BAR    Datum: EA=1.92(5) eV LPES p:8

Vertical Detachment Energy:2.004(50) eV.

----

93HAA/HAR    Datum: DacidH(AH)= 373.8/3.0 CIDC p:8

Kinetic method gives energy-dependent results.

----

83BOA/HOU #  Datum: DacidG= 365.9/2.7 CIDC p:7

DacidH(AH)= 372.5/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c7ogaaaa.zaf]

CBS-QB3    |-70.1  |375.6|368.6| 1.866|-80.0  |-26.9  |23.5|105.2

G3MP2B3    |-71.4  |376.7|369.6| 1.862|-80.8  |-28.2  |23.8|104.7

G3MP2B3+   |-72.2  |376.1|368.9| 1.882|-81.2  |-28.7  |24.1|104.6

G4MP2      |-71.1  |376.6|369.7| 1.706|-80.6  |-31.6  |23.4|101.1

M062X/Def2T|-64.7  |378.0|370.9| 1.604|-78.0  |-27.5  |23.9|102.5

B3/6-311++G|-48.4  |373.4|366.2| 1.762|-54.5  |-7.6   |24.0|99.0 

++++++++++++++++++++++++++++++++

nPnCH(Me)O-

C7H15O  mw:115.113 Anion CAS: N-118767-42-3 fg:30 cnt:3480

HOF(A.)= -31.7/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -85.1/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=109.6/2.2 Acid |  S(AH)=113.6/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.4/2.0 CIDC | HOF(A-)=-78.4/2.5 Acid p:8

DacidG(AH)= 365.8/2.1 H-TS  EA(eV)= 2.025 DaffH(X..Y-)= 41.4/2.5 A-IN

Both metastable and 50 eV collision energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [npnxro-g.zaf]

CBS-QB3    |-75.4  |373.4|366.1| 1.995|-83.1  |-29.3  |24.6|105.9

G3MP2B3    |-76.5  |374.6|367.3| 2.001|-83.9  |-30.3  |24.2|105.7

G3MP2B3+   |-77.2  |374.2|366.9| 2.016|-84.2  |-30.6  |24.5|105.7

G4MP2      |-76.1  |374.5|367.1| 1.841|-83.4  |-33.6  |24.6|101.9

M062X/Def2T|-69.7  |375.9|368.0| 1.733|-80.9  |-29.6  |26.5|103.3

B3/6-311++G|-51.8  |371.9|364.6| 1.871|-56.4  |-8.6   |24.4|100.0

++++++++++++++++++++++++++++++++

MeOH..5,5-diMe-1,3-dithianide-

C7H15OS2  mw:179.057

Core ion CAS: Z-91126-82-8 Solvent: 67-56-1 fg:292 cnt:1564

HOF(solv)= -48.1/0.1 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 13.2/1.6 IMRE | HOF(A-)=-70.6/4.9 AfIN p:8

DaffH(X..Y-)= 21.9/1.8 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r2dithro.zcf]

G3MP2B3    |-71.4  | 15.7|  8.3| 24.8|-47.8  |-7.9   

G4MP2      |-72.1  | 15.3|  8.0| 24.5|-47.8  |-9.0   

M062X/Def2T|-65.5  | 17.6|  8.6| 30.1|-46.6  |-1.2   

B3/6-311++G|-23.0  | 16.0|  8.4| 25.6|-43.7  |36.7   

++++++++++++++++++++++++++++++++

HO(CH2)7O-

C7H15O2  mw:131.108 Anion CAS: A-629-30-1 fg:31 cnt:9877

HOF(AH)= -116.6/2.0 GpAd 93SP    |

DacidS=13.0/3.0 Calc |  S(A-)=110.5/3.6 Acid |  S(AH)=123.5/2.0 GpAd 93SP

----

84HOU/TAB    Datum: DacidG= 359.7/2.0 CIDC | HOF(A-)=-118.7/3.0 Acid p:7

DacidH(AH)= 363.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj7o-c.zaf]

CBS-QB3    |-125.1 |357.0|353.2| 2.723|-116.4 |-61.8  |13.0|106.7

G3MP2B3    |-124.6 |358.9|354.9| 2.673|-116.3 |-62.4  |13.4|106.0

G3MP2B3+   |-124.7 |359.3|355.4| 2.661|-116.8 |-62.7  |13.1|106.1

G4MP2      |-124.1 |358.9|354.7| 2.520|-115.9 |-65.5  |14.2|102.4

M062X/Def2T|-123.6 |354.9|351.7| 2.599|-113.9 |-63.2  |10.9|102.8

B3/6-311++G|-93.6  |359.5|355.6| 2.519|-85.8  |-34.9  |13.1|103.0

++++++++++++++++++++++++++++++++

(HOCH2CH2)3CO- | 3-(2-hydroxyethyl)-1,3,5-pentanetriol

C7H15O4  mw:163.098 Anion CAS: Z-1192707-23-5 fg:31 cnt:9536 BDE(A-H)= 108.2/2.2 D-EA          

HOF(AH)= -202.0/3.0 Est1 93SP    |

----

09TIA/FAT    Datum: DacidG= 334.4/1.7 IMRE | HOF(A-)=-234.7/3.6 Acid p:9

DacidH(AH)= 333.0/1.9 G+TS

----

12SHO/SCH    Datum: EA=3.85(5) eV LPES p:8

Vertical Detachment Energy:4.18(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hojj3co.zaf]

CBS-QB3    |-234.4 |334.2|327.4| 3.809|-202.8 |-145.6 |22.9|109.3

G3MP2B3    |-231.1 |336.2|329.8| 3.757|-200.1 |-143.5 |21.4|108.7

G4MP2      |-229.0 |336.4|330.1| 3.532|-198.2 |-146.5 |21.0|103.8

M062X/Def2T|-227.9 |335.8|329.0| 3.611|-199.0 |-143.8 |23.0|107.3

B3/6-311++G|-187.8 |334.6|328.0| 3.512|-155.2 |-105.9 |22.2|101.4

++++++++++++++++++++++++++++++++

nC7H16..Cl-

C7H16Cl  mw:135.095

Core ion CAS: Z-16887-00-6 Solvent: 142-82-5 fg:482 cnt:8485

HOF(solv)= -44.8/0.3  94PED/       

----

13ZIE/GAM    Datum: DaffG= 3.6 TDAs | HOF(A-)=-55.4/0.3 AfIN p:9

DaffH(X..Y-)= 10.5 TDAs

++++++++++++++++++++++++++++++++

HC(CH2CH2OH)3..Cl-

C7H16ClO3  mw:183.079

Core ion CAS: Z-16887-00-6 Solvent: 53378-75-9 fg:482 cnt:11024

HOF(solv)=-152.2/3.0  93SP         

----

16SHO/WAN    Datum: EA=5.15(10) eV LPES p:8

DaffH(AH)=  35.4/2.3 dEA

Vertical Detachment Energy:5.45(10) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [xjjoh3cl.zcf]

G3MP2B3    |-220.0 | 15.2|  8.7| 21.8|-148.6 |-56.1  | 3.383

M062X/Def2T|-216.5 | 19.9| 12.2| 25.9|-148.2 |-48.4  | 3.192

B3/6-311++G|-180.4 |  1.9|  6.8| 20.2|-110.7 |-56.9  | 3.390

++++++++++++++++++++++++++++++++

HOC(CH2CH2OH)3..Cl-

C7H16ClO4  mw:199.074

Core ion CAS: Z-16887-00-6 Solvent: 651294-26-7 fg:482 cnt:11025

HOF(solv)= 194.8/2.0 GpAd 93SP     

----

16SHO/WAN    Datum: EA=5.30(10) eV LPES p:8

DaffH(AH)=  38.9/2.3 dEA

Vertical Detachment Energy:5.65(10) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ojjoh3cl.zcf]

G3MP2B3    |-272.8 | 16.5|  7.7| 29.6|-200.1 |-56.1  | 4.541

M062X/Def2T|-269.6 | 30.6| 22.3| 27.8|-190.6 |-48.4  | 4.363

B3/6-311++G|-225.7 | 11.0| 14.2| 25.8|-146.8 |-56.9  | 4.325

++++++++++++++++++++++++++++++++

tBuCH(Et)OH..F-

C7H16FO  mw:135.119

Core ion CAS: Z-16984-48-8 Solvent: 3970-62-5 fg:481 cnt:3813

HOF(solv)= -88.7/1.0 GpAd 93SP     

----

96MIH/GAT    Datum: EA=3.05(2) eV LPD  [70.3(5) kcal] p:9

Affinity derived by authors using a ROH.bullet..bullet.F. neutral binding energy of 10.3 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [tbxetohf.zcf]

G3MP2B3    |-184.4 | 36.0| 27.9| 27.0|-88.3  |-60.1  | 3.317

M062X/Def2T|-179.2 | 48.6| 41.1| 25.1|-84.6  |-45.9  | 3.315

B3/6-311++G|-153.7 | 26.0| 29.4| 23.7|-55.8  |-61.5  | 3.357

++++++++++++++++++++++++++++++++

(H2O)5..7-aza-indole-.

C7H16N2O5  mw:208.106 fg:305 cnt:5132

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99NAK/NEG    Datum: EA=0.99(12) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)3..O2C(CH2)5CO2=

C7H16O7  mw:212.091 fg:237 cnt:3291

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.0/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

nPrOH..tBuO-

C7H17O2  mw:133.123

Core ion CAS: Z-16331-65-0 Solvent: 71-23-8 fg:230 cnt:1553

HOF(solv)= -61.0/0.3 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 18.6/2.0 IMRE | HOF(A-)=-88.3/2.2 AfIN p:8

DaffH(X..Y-)= 27.3/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prohtbuo.zcf]

G3MP2B3    |-150.4 | 23.9| 14.1| 32.8|-60.7  |-65.7  

G4MP2      |-149.4 | 23.5| 13.4| 33.7|-60.4  |-65.5  

M062X/Def2T|-147.8 | 30.0| 19.3| 36.0|-59.3  |-58.4  

B3/6-311++G|-123.5 | 22.9| 14.0| 30.0|-49.7  |-50.8  

++++++++++++++++++++++++++++++++

EtOH..tBuCH2O-

C7H17O2  mw:133.123

Core ion CAS: Z-55091-58-2 Solvent: 64-17-5 fg:230 cnt:1555

HOF(solv)= -56.2/0.1 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 17.6/2.0 IMRE | HOF(A-)=-82.5/2.2 AfIN p:8

DaffH(X..Y-)= 26.3/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbjohoet.zcf]

G3MP2B3    |-148.4 | 24.1| 14.7| 31.5|-55.8  |-68.5  

G4MP2      |-147.6 | 23.8| 14.0| 32.7|-55.6  |-68.2  

M062X/Def2T|-145.8 | 28.5| 17.5| 36.7|-54.5  |-62.8  

B3/6-311++G|-120.7 | 23.0| 15.1| 26.6|-48.6  |-49.1  

++++++++++++++++++++++++++++++++

H2O..C7H15SO3-

C7H17O4S  mw:197.085

Core ion CAS: Z-24708-26-7 Solvent: 7732-18-5 fg:240 cnt:3213

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.3/0.3 IMRE | HOF(A-)=-50.4 AfIN p:8

DaffH(X..Y-)= 13.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)6..7-aza-indole-.

C7H18N2O6  mw:226.117 fg:305 cnt:5133

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99NAK/NEG    Datum: EA=1.17(14) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)4..O2C(CH2)5CO2=

C7H18O8  mw:230.101 fg:237 cnt:3292

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.2/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)2..C7H15SO3-

C7H19O5S  mw:215.096 fg:240 cnt:3262

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.0/0.3 IMRE | HOF(A-)=-120.3/0.3 AfIN p:8

DaffH(X..Y-)= 12.0/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(Me3Si)2CH-

C7H19Si2  mw:159.103 Anion CAS: Z-157402-81-8 fg:92 cnt:3418 BDE(A-H)= 96.0/4.0 Est2 94BRI/BER 

DacidS=26.0/3.0 Stat | 

----

98ROM/GAT    Datum: DacidG= 365.9/2.0 IMRE p:9

DacidH(AH)= 373.7/2.2 G+TS EA(ev)= 1.559

----

94BRI/BER    Datum: EA=1.56(1) eV LPD  [36.0(2) kcal] p:9

DacidH(AH)= 373.6/2.8 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tms2ch.zaf]

CBS-QB3    |-78.6  |374.8|365.8| 1.665|-87.7  |-40.3  |30.3|99.5 

G3MP2B3    |-80.7  |374.9|366.3| 1.700|-88.5  |-41.5  |28.9|99.1 

G3MP2B3+   |-81.7  |374.4|365.3| 1.727|-88.9  |-42.0  |30.5|99.0 

G4MP2      |-81.0  |375.0|366.5| 1.516|-88.8  |-46.1  |28.3|94.9 

M062X/Def2T|-73.8  |376.2|368.1| 1.490|-85.3  |-39.4  |27.1|98.0 

B3/6-311++G|-34.0  |377.4|368.3| 1.432|-44.1  |-1.1   |30.5|95.1 

++++++++++++++++++++++++++++++++

(H2O)5..O2C(CH2)5CO2=

C7H20O9  mw:248.112 fg:237 cnt:3293

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.2/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(MeCl)7..Cl-

C7H21Cl8  mw:384.916 fg:482 cnt:5294

HOF(solv)= -19.6/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 0.6/3.0 TDAs | HOF(A-)=-191.4/1.2 AfIN p:8

DaffH(X..Y-)= 4.8/0.2 TDAs

++++++++++++++++++++++++++++++++

(HCONH2)7-.

C7H21N7O7  mw:315.151

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11699

----

06MAE/NEG    Datum: EA=2.23 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated covalent anion; a solvated electron form has Vertical Detachment Energy=0.82 eV.

++++++++++++++++++++++++++++++++

(H2O)6..O2C(CH2)5CO2=

C7H22O10  mw:266.122 fg:237 cnt:3294

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.5/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(MeOH)7..Br-

C7H28BrO7  mw:303.102 fg:483 cnt:4442

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.7/2.0 TDAs | HOF(A-)=-460.3/2.1 AfIN p:8

DaffH(X..Y-)= 8.5/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)7..Cl-

C7H28ClO7  mw:259.153 fg:482 cnt:3506

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 2.0/1.0 TDAs | HOF(A-)=-416.7/2.1 AfIN p:8

DaffH(X..Y-)= 8.0/1.0 TDAs

++++++++++++++++++++++++++++++++

(CH4)7..F-

C7H28F  mw:131.218 fg:481 cnt:5283

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -3.0/3.0 TDAs | HOF(A-)=-219.0/0.9 AfIN p:8

DaffH(X..Y-)= 3.3/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeOH)7..F-

C7H28FO7  mw:243.182 fg:481 cnt:4430

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 2.2/2.0 TDAs | HOF(A-)=-369.2/2.1 AfIN p:8

DaffH(X..Y-)= 9.8/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)7..I-

C7H28IO7  mw:351.089 fg:484 cnt:4451

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.1/2.0 TDAs | HOF(A-)=-448.0/2.3 AfIN p:8

DaffH(X..Y-)= 9.4/1.0 TDAs

++++++++++++++++++++++++++++++++

C8-

C8  mw:96.001 Anion CAS: Z-130390-64-6 fg:2 cnt:2240

HOF(AH)= 288.4/4.2 d+ah          |

----

91ARN/BRA    Datum: EA=4.379(6) eV LPES | HOF(A-)=265.9/0.1 R-EA p:9

Linear structure for both neutral and anion.

----

97XU_/BUR    Datum: EA=4.372(20) eV LPES p:8

----

88YAN/TAY    Datum: EA=4.42(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably linear structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c8.za0]

CBS-QB3    |261.7  |     |     | 4.559|       |367.1  |    |     

M062X/Def2T|249.4  |325.8|318.5| 4.812|288.3  |360.2  |24.5|124.1

++++++++++++++++++++++++++++++++

Au6(CO)8-

C8Au6O8  mw:1405.76 fg:22 cnt:10558

----

08ZHA/PAN    Datum: EA=1.47(5) eV LPES p:8

Vertical Detachment Energy:1.53(5) eV.

++++++++++++++++++++++++++++++++

(CO2)8..Br-

C8BrO16  mw:430.838 fg:483 cnt:3066

HOF(A.)= -725.6/3.0              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.925(16) eV LPES | HOF(A-)=-839.1/3.4 AfIN p:8

DaffH(AH)=  3.7/0.6 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(CF2=CF2)4..Cl-

C8ClF16  mw:434.944 fg:482 cnt:6999

HOF(solv)=-157.4/3.0  98JANAF      

----

08HIR/MOC    Datum: DaffG= 0.0/0.5 TDAs | HOF(A-)=-658.5/6.1 AfIN p:8

DaffH(X..Y-)= 6.0/0.5 TDAs

++++++++++++++++++++++++++++++++

tetrachlorophthalic anhydride-.

C8Cl4O3  mw:283.861 Anion CAS: Z-51978-30-4 fg:112 cnt:2409

HOF(A.)= -107.4/4.0 Est3         |

----

89PAU/KEB    Datum: EA=1.96(9) eV IMRE [45.1(20) kcal] | HOF(A-)=-152.5/4.5 R-EA p:8

.DELTA.eaG(423 K) = -43.8/1 kcal/mol, .DELTA.S(estimated) = -3/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl4phtha.zzf]

CBS-QB3    |-162.4 |     |     | 2.026|       |-116.0 |    |     

G3MP2B3    |-154.5 |     |     | 1.951|       |-109.7 |    |     

G3MP2B3+   |-154.7 |     |     | 1.951|       |-109.9 |    |     

G4MP2      |-159.0 |     |     | 2.227|       |-107.9 |    |     

M062X/Def2T|-161.1 |     |     | 2.032|       |-114.4 |    |     

B3/6-311++G|-93.7  |     |     | 2.224|       |-42.7  |    |     

++++++++++++++++++++++++++++++++

Co(SC(CN)=C(CN)S)2=

C8CoN4S4  mw:338.835 Anion CAS: Z-40706-01-2 fg:24 cnt:6765

----

06WAT/WAN    Datum: EA=0.41(3) eV LPES p:8

Vertical Detachment Energy:0.44(4) eV.

++++++++++++++++++++++++++++++++

Co(SC(CN)=C(CN)S)2-

C8CoN4S4  mw:338.834 Anion CAS: Z-46760-70-7 fg:24 cnt:6769

----

06WAT/WAN    Datum: EA=4.70(3) eV LPES p:8

Vertical Detachment Energy:4.74(3) eV.

++++++++++++++++++++++++++++++++

CrC8-

C8Cr  mw:147.941 Anion CAS: N-1357910-01-0 fg:19 cnt:6466

----

04ZHA/WAN    Datum: EA=3.450(10) eV LPES p:9

Vertical Detachment Energy:3.450(10) eV. Probably linear isomer. The adiabatic EA is the same as the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Cu(SC(CN)=C(CN)S)2=

C8CuN4S4  mw:342.831 Anion CAS: Z-19562-26-6 fg:24 cnt:6766

----

06WAT/WAN    Datum: EA=0.68(4) eV LPES p:8

Vertical Detachment Energy:0.85(5) eV.

++++++++++++++++++++++++++++++++

Cu(SC(CN)=C(CN)S)2-

C8CuN4S4  mw:342.831 Anion CAS: Z-14432-31-6 fg:24 cnt:6770

----

06WAT/WAN    Datum: EA=4.96(4) eV LPES p:8

Vertical Detachment Energy:5.00(3) eV.

++++++++++++++++++++++++++++++++

pCN-perfluorobenzonitrile-.

C8F4N2  mw:200.000 Anion CAS: Z-116688-83-6 fg:108 cnt:1136

HOF(A.)= -89.6/5.0 GpAd 93SP     |

----

86CHO/GRI    Datum: EA=1.89(10) eV IMRE [43.6(23) kcal] | HOF(A-)=-133.2/5.5 R-EA p:8

.DELTA.eaG(423 K) = -43.5 kcal/mol; .DELTA.eaS(estimated) = +0.3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnf4bn.zzf]

CBS-QB3    |-125.3 |     |     | 1.920|       |-81.3  |    |     

G3MP2B3    |-122.9 |     |     | 1.836|       |-80.9  |    |     

G3MP2B3+   |-123.0 |     |     | 1.839|       |-80.9  |    |     

G4MP2      |-123.2 |     |     | 2.074|       |-75.6  |    |     

M062X/Def2T|-132.3 |     |     | 1.984|       |-86.8  |    |     

B3/6-311++G|-90.4  |     |     | 2.193|       |-40.2  |    |     

++++++++++++++++++++++++++++++++

perfluoro-ethyl-cyclohexene

C8F14  mw:361.978 Anion CAS: N-80308-96-9 fg:101 cnt:11538

----

22WIL/SIE    Datum: EA=1.55(10) eV LPES p:7

Vertical Detachment Energy:2.98(5) eV. From perfluoroethylcyclohexane.

++++++++++++++++++++++++++++++++

per-fluoro-1,3-diMe-cyclohexane-.

C8F16  mw:399.975 Anion CAS: N-335-27-3 fg:101 cnt:11537

----

22WIL/SIE    Datum: EA=2.38(10) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [13rchxff.zzf]

G3MP2B3    |-832.6 |     |     | 0.982|       |-810.5 |    |     

B3/6-311++G|-734.0 |     |     | 1.769|       |-693.8 |    |     

++++++++++++++++++++++++++++++++

nC4F9SO2N=C(nC3F7)O-

C8F16NO3S  mw:493.935 Anion CAS: A-155395-69-0 fg:48 cnt:2957

----

94KOP/TAF    Datum: DacidG= 294.3/2.0 IMRE p:8

Per 09LEI/RAA, .DELTA.acidG here is likely too weak by at least 1.3 kcal/mol, and possibly 5.3, due to problems in the ladder at .DELTA.acidG = 299 kcal/mol. Composite computational methods(18BAR/) place it ca. 2 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qz3rrz2q.zaf]

G3MP2B3    |-973.9 |299.0|292.5|      |-905.7 |       |22.0|     

B3/6-311++G|-816.8 |297.0|290.5| 5.591|-746.6 |-687.6 |21.8|111.1

++++++++++++++++++++++++++++++++

(nC4F9SO2)2N-

C8F18NO4S2  mw:579.899 Anion CAS: Z-191101-38-9 fg:49 cnt:2695 BDE(A-H)= 121.9/6.2 D-EA          

DacidS=23.0/3.0 Calc | 

----

14ZHA/SON    Datum: DacidG= 278.7/2.0 IMRE p:9

DacidH(AH)= 285.6/2.2 G+TS

----

09MEY/WAN #  Datum: EA=6.50(10) eV LPES p:9

Vertical Detachment Energy:7.3 eV. Compared to other measured and computed electron affinities for (CnFmSO2)2N-, this seems too bound by ca. 10 kcal/mol[0.4 eV]- JEB.

----

25LEE/KAL    Datum: DacidG= 278.0/2.0 IMRE p:8

----

94KOP/TAF    Datum: DacidG= 284.1/2.0 IMRE p:5

DacidH(AH)= 291.0/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by at least 5.3 kcal/mol, due to problems in the ladder at .DELTA.acidG = 293 and 299 kcal/mol. Deprecated per 14ZHA/SON. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qz3so22n.zaf]

G3MP2B3    |-1101.0|289.8|283.2|      |-1023.6|       |22.2|     

M062X/Def2T|-1113.7|287.6|281.0| 6.051|-1036.6|-973.2 |22.2|115.6

B3/6-311++G|-882.4 |290.7|284.0| 5.663|-805.9 |-751.4 |22.4|106.6

++++++++++++++++++++++++++++++++

Fe(SC(CN)=C(CN)S)2=

C8FeN4S4  mw:335.837 Anion CAS: Z-46760-97-8 fg:24 cnt:6764

----

06WAT/WAN    Datum: EA=0.31(5) eV LPES p:8

Vertical Detachment Energy:0.36(5) eV.

++++++++++++++++++++++++++++++++

Fe(SC(CN)=C(CN)S)2-

C8FeN4S4  mw:335.836 Anion CAS: Z-14874-43-2 fg:24 cnt:6768

----

06WAT/WAN    Datum: EA=4.74(3) eV LPES p:8

Vertical Detachment Energy:4.77(3) eV.

++++++++++++++++++++++++++++++++

(CO2)8..I-

C8IO16  mw:478.824 fg:484 cnt:3053

HOF(A.)= -723.1/3.2              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.235(43) eV LPES | HOF(A-)=-825.3/3.9 AfIN p:8

DaffH(AH)=  3.1/1.5 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

02GOM/TAY    Datum: EA=3.980(7) eV LPES | HOF(A-)=-819.5/3.7 AfIN p:7

The stated EA is the Vertical Detachment Energy. The ion affinity is the stepwise difference in electron affinities.

++++++++++++++++++++++++++++++++

K6(NCS)8=

C8K6N8S8  mw:697.584 fg:24 cnt:10807

----

15DEN/KON2   Datum: EA=4.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K7(NCS)8-

C8K7N8S8  mw:736.548 fg:24 cnt:10806

----

15DEN/KON2   Datum: EA=6.80(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC8-.

C8La  mw:234.907 Anion CAS: Z-116688-83-6 fg:19 cnt:5014

----

00KOH/SUZ    Datum: EA=2.61(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

00KOH/SUZ    Datum: EA=1.67(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. "side" metalated structure.

++++++++++++++++++++++++++++++++

MnC8-

C8Mn  mw:150.939 Anion CAS: Z-207401-28-3 fg:19 cnt:11033

----

19XU_/YAN    Datum: EA=3.74(8) eV LPES p:8

Vertical Detachment Energy:3.81(8) eV.

++++++++++++++++++++++++++++++++

{diCN-ethenedithiolate}2MoO-

C8MoN4OS4  mw:393.801 Anion CAS: Z-870754-80-6 fg:24 cnt:10350

----

04WAT/WAN    Datum: EA=0.78(2) eV LPES p:8

Vertical Detachment Energy:0.91(2) eV.

++++++++++++++++++++++++++++++++

(CO2)8..NO2-

C8NO18  mw:397.912 fg:488 cnt:3625

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -2.3/1.0 TDAs | HOF(A-)=-841.5/2.7 AfIN p:8

DaffH(X..Y-)= 4.2/1.0 TDAs

++++++++++++++++++++++++++++++++

Ni(SC(CN)=C(CN)S)2=

C8N4NiS4  mw:337.837 Anion CAS: Z-14876-79-0 fg:24 cnt:6751

----

06WAT/WOO    Datum: EA=0.44(4) eV LPES p:8

Vertical Detachment Energy:0.49(3) eV.

++++++++++++++++++++++++++++++++

Ni(SC(CN)=C(CN)S)2-

C8N4NiS4  mw:337.836 Anion CAS: Z-46761-25-5 fg:24 cnt:6754

----

06WAT/WOO    Datum: EA=4.56(4) eV LPES p:8

Vertical Detachment Energy:4.61(3) eV.

++++++++++++++++++++++++++++++++

[diCN-ethenedithiolato]2WO-

C8N4OS4W  mw:479.847 Anion CAS: Z-143688-26-0 fg:24 cnt:10351

----

04WAT/WAN    Datum: EA=0.54(2) eV LPES p:8

Vertical Detachment Energy:0.69(2) eV.

++++++++++++++++++++++++++++++++

Pd(SC(CN)=C(CN)S)2=

C8N4PdS4  mw:385.805 Anion CAS: Z-19555-33-0 fg:24 cnt:6752

----

06WAT/WOO    Datum: EA=0.69(4) eV LPES p:8

Vertical Detachment Energy:0.73(3) eV.

++++++++++++++++++++++++++++++++

Pd(SC(CN)=C(CN)S)2-

C8N4PdS4  mw:385.805 Anion CAS: Z-19570-29-7 fg:24 cnt:6755

----

06WAT/WOO    Datum: EA=4.55(4) eV LPES p:8

Vertical Detachment Energy:4.63(3) eV.

++++++++++++++++++++++++++++++++

Pt(SC(CN)=C(CN)S)2=

C8N4PtS4  mw:474.866 Anion CAS: Z-15152-99-5 fg:24 cnt:6753

----

06WAT/WOO    Datum: EA=0.46(4) eV LPES p:8

Vertical Detachment Energy:0.51(3) eV.

++++++++++++++++++++++++++++++++

Pt(SC(CN)=C(CN)S)2-

C8N4PtS4  mw:474.866 Anion CAS: Z-14977-45-8 fg:24 cnt:6756

----

06WAT/WOO    Datum: EA=4.45(4) eV LPES p:8

Vertical Detachment Energy:4.52(3) eV.

++++++++++++++++++++++++++++++++

Zn(SC(CN)=C(CN)S)2=

C8N4S4Zn  mw:343.831 Anion CAS: Z-41139-14-4 fg:24 cnt:6767

----

06WAT/WAN    Datum: EA=1.33(5) eV LPES p:8

Vertical Detachment Energy:1.56(5) eV.

++++++++++++++++++++++++++++++++

Nb2C8-

C8Nb2  mw:281.813 Anion CAS: Z-960078-41-5 fg:19 cnt:6983

----

07KNA/CLA    Datum: EA=2.75(13) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb3C8-.

C8Nb3  mw:374.720 Anion CAS: Z-1184291-13-1 fg:19 cnt:8555

----

10CLA/JON    Datum: EA=1.70(20) eV LPES p:9

Vertical Detachment Energy:2.19(20) eV.

++++++++++++++++++++++++++++++++

V2Ni(CO)8-

C8NiO8V2  mw:383.783 fg:22 cnt:10979

----

18ZHA/XIE2   Datum: EA=3.34(7) eV PVMI p:8

Vertical Detachment Energy:3.80(4) eV.

++++++++++++++++++++++++++++++++

CO..Pt4(CO)7-.

C8O8Pt4  mw:1003.82 Anion CAS: Z-176180-19-1 fg:22 cnt:4293

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 18.4/6.9 CIDT | HOF(A-)=-24.2 AfIN p:8

++++++++++++++++++++++++++++++++

(CO2)8-.

C8O16  mw:351.919 Anion CAS: Z-190401-95-7 fg:302 cnt:1855

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=2.76(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=2.730(5) eV LPES p:5

DaffH(AH)=  1.8/0.9 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CO2)7..CO3-.

C8O17  mw:367.914 fg:401 cnt:3618

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

92HIR/YAM    Datum: DaffG= -2.1/1.0 TDAs | HOF(A-)=-828.2/5.2 AfIN p:8

DaffH(X..Y-)= 4.5/1.0 TDAs

Estimated entropy; single temperature measurement.

++++++++++++++++++++++++++++++++

Ti3C8-

C8Ti3  mw:239.844 Anion CAS: Z-210169-93-0 fg:19 cnt:10521

----

98WAN/WAN    Datum: EA=2.5(2) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti4C8-

C8Ti4  mw:287.792 Anion CAS: Z-210246-18-7 fg:19 cnt:10522

----

98WAN/WAN    Datum: EA=1.8(2) eV LPES p:8

++++++++++++++++++++++++++++++++

V2C8-.

C8V2  mw:197.888 fg:19 cnt:6850

----

06KNA/JON    Datum: EA=2.40(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC8-.

C8Y  mw:184.906 Anion CAS: N-115964-94-8 fg:19 cnt:5030

----

00KOH/SUZ    Datum: EA=3.27(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HCCCCCCCC-

C8H  mw:97.008 Anion CAS: Z-149673-52-9 fg:84 cnt:4424

HOF(A.)= 288.4/4.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)= 207.5/3.0 GpAd 93SP     |

DacidS=27.4/1.0 Stat |  S(A-)=94.7/1.4 Acid |  S(AH)=93.3/1.0 GpAd 93SP

----

10GAR/YAC    Datum: EA=3.9701(10) eV SEVI | HOF(A-)=196.9/3.9 Acid p:9

DacidH(AH)= 355.1/2.5 D-EA

Authors' calculations imply a H-terminated structure for the anion. See 22ZHU/BUL for radiative cooling rates.

----

02PIN/TUL    Datum: EA=3.956(10) eV LPD  p:8

----

98TAY/XU     Datum: EA=3.966(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc8.zaf]

CBS-QB3    |207.4  |350.8|342.6|      |222.4  |       |27.5|     

G3MP2B3    |199.9  |350.8|342.7| 4.539|216.4  |304.4  |26.9|140.1

G3MP2B3+   |199.3  |349.9|341.4|      |216.7  |       |28.2|     

G4MP2      |201.7  |350.3|342.8| 4.447|218.5  |303.7  |25.2|137.3

M062X/Def2T|196.7  |348.4|340.3| 3.971|213.0  |288.3  |27.0|127.4

++++++++++++++++++++++++++++++++

AuC8H-

C8HAu  mw:293.975 Anion CAS: Z-3069315-49-4 fg:24 cnt:11503

----

22HAN/XIO    Datum: EA=2.063(5) eV LPES p:8

Vertical Detachment Energy:2.19(3) eV.

++++++++++++++++++++++++++++++++

C6F5CHCN-

C8HF5N  mw:206.003 Anion CAS: Z-163977-21-7 fg:74 cnt:2507

HOF(AH)= -165.9/1.0 GpAd 93SP    |

DacidS=22.0/2.0 Stat |  S(A-)=107.6/2.2 Acid |  S(AH)=111.6/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 327.6/2.0 IMRE | HOF(A-)=-197.4/2.3 Acid p:9

DacidH(AH)= 334.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5xcn.zaf]

CBS-QB3    |-196.4 |337.9|330.8|      |-168.6 |       |23.7|     

G3MP2B3    |-195.3 |338.4|331.5| 2.875|-166.5 |-129.2 |23.3|89.4 

G3MP2B3+   |-195.2 |338.5|331.0| 2.878|-166.5 |-129.0 |25.1|89.5 

G4MP2      |-190.6 |338.1|331.0| 2.652|-161.6 |-129.6 |24.0|84.1 

M062X/Def2T|-205.3 |333.8|327.6| 2.756|-174.4 |-141.9 |21.0|84.7 

B3/6-311++G|-159.5 |331.2|323.8| 2.802|-123.4 |-95.1  |24.9|80.4 

++++++++++++++++++++++++++++++++

2,3-diCN-benzoquinonide-

C8HN2O2  mw:157.004 Anion CAS: N-850789-39-8 fg:86 cnt:867

HOF(AH)=  39.0/5.0 Est3          |

DacidS=27.4/3.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

66FAR/PAG    Datum: EA=1.82(9) eV SI   [41.9(20) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.  Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.65 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [23cn2bq.zaf]

CBS-QB3    |37.7   |354.1|346.4| 3.224|49.4   |112.1  |25.7|114.8

G3MP2B3    |31.5   |353.4|345.7| 3.654|45.3   |115.9  |26.0|122.6

G4MP2      |34.8   |353.7|345.9| 3.173|48.3   |108.0  |26.1|111.8

M062X/Def2T|36.6   |352.6|344.9| 3.172|48.7   |109.9  |25.8|113.2

B3/6-311++G|63.6   |350.4|342.6| 3.335|80.5   |140.5  |25.9|112.2

++++++++++++++++++++++++++++++++

HC8S-

C8HS  mw:128.980 Anion CAS: Z-195208-49-2 fg:54 cnt:11151

----

16XU_/YAN    Datum: EA=3.37(8) eV LPES p:8

Vertical Detachment Energy:3.37(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc8s.zaf]

G3MP2B3    |159.2  |315.9|311.4| 4.018|210.5  |251.8  |15.0|93.4 

G3MP2B3+   |159.4  |     |     | 3.658|       |243.9  |    |     

M062X/Def2T|153.6  |305.2|301.4| 3.390|213.1  |231.7  |12.5|70.7 

B3/6-311++G|173.6  |315.2|309.0| 3.310|225.7  |249.8  |20.7|76.3 

++++++++++++++++++++++++++++++++

3,6-diCl-phthalic anhydride-.

C8H2Cl2O3  mw:215.939 Anion CAS: Z-118576-09-3 fg:112 cnt:2408

HOF(A.)= -103.0/1.0 GpAd 93SP    |

----

89PAU/KEB    Datum: EA=1.67(9) eV IMRE [38.5(20) kcal] | HOF(A-)=-141.5/2.2 R-EA p:9

.DELTA.eaG(423 K) = -37.2/1 kcal/mol, .DELTA.S(estimated) = -3/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2phtha.zzf]

CBS-QB3    |-144.3 |     |     | 1.667|       |-106.0 |    |     

G3MP2B3    |-139.9 |     |     | 1.591|       |-103.4 |    |     

G3MP2B3+   |-140.1 |     |     | 1.589|       |-103.6 |    |     

G4MP2      |-142.7 |     |     | 1.800|       |-101.3 |    |     

M062X/Def2T|-145.8 |     |     | 1.653|       |-107.8 |    |     

B3/6-311++G|-96.0  |     |     | 1.828|       |-54.0  |    |     

++++++++++++++++++++++++++++++++

3,5-diCF3-nitrobenzene..Br-

C8H3BrF6NO2  mw:337.926

Core ion CAS: Z-24959-67-9 Solvent: 328-75-6 fg:483 cnt:2659

HOF(solv)=-304.9/1.0 GpAd 93SP     

----

91PAU/KEB    Datum: DaffG= 8.2/1.0 IMRE | HOF(A-)=-370.6/1.6 AfIN p:8

DaffH(X..Y-)= 14.8/1.2 G+TS

.DELTA.affG at 423 K, .DELTA.affS taken as that of mCF3-nitrobenzene.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [35q2nbbr.zcf]

G3MP2B3    |-376.8 | 16.4| 10.6| 19.7|-307.9 |-52.5  

G4MP2      |-372.5 | 16.1|  9.6| 21.7|-304.3 |-52.1  

M062X/Def2T|-380.8 | 17.3|  9.7| 25.8|-314.5 |-49.0  

B3/6-311++G|-318.6 | 14.1|  4.8| 31.2|-248.4 |-56.1  

++++++++++++++++++++++++++++++++

MeCN..fluoranil-.

C8H3F4NO2  mw:221.011

Core ion CAS: Z-42439-31-6 Solvent: 75-05-8 fg:313 cnt:1957

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 3.4/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f4bqrcn.zcf]

G3MP2B3    |-249.2 |  9.0|  2.7| 18.8|17.4   |-257.6 

B3/6-311++G|-215.3 |  7.7|  1.7| 20.2|22.0   |-229.6 

++++++++++++++++++++++++++++++++

C6F5N=C(Me)O-

C8H3F5NO  mw:224.014 Anion CAS: Z-132397-08-1 fg:48 cnt:4419

HOF(AH)= -237.0/1.0 GpAd 93SP    |

DacidS=23.9/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 325.9/2.0 IMRE | HOF(A-)=-269.7/2.4 Acid p:8

DacidH(AH)= 333.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5nac.zaf]

G3MP2B3    |-267.4 |335.4|328.0| 3.484|-235.6 |-187.0 |24.7|100.7

G3MP2B3+   |-267.5 |335.4|327.9| 3.497|-235.7 |-186.8 |25.0|101.0

G4MP2      |-259.1 |338.9|331.9|      |-230.7 |       |23.2|     

M062X/Def2T|-273.4 |337.9|331.3| 3.169|-246.6 |-200.1 |22.3|98.6 

B3/6-311++G|-227.9 |332.1|324.8| 3.326|-192.8 |-151.2 |24.5|93.7 

++++++++++++++++++++++++++++++++

F5-acetophenone-.

C8H3F5O  mw:210.011 Anion CAS: Z-144949-04-2 fg:110 cnt:1133

HOF(A.)= -231.3/1.0 GpAd 93SP    | | S(A.)=112.0/1.0  93SP

----

89DIL/KEB    Datum: EA=0.876(108) eV [20.2(25) kcal] | HOF(A-)=-251.5/2.7 R-EA p:8

.DELTA.eaG(423 K) = -21.7/1.0 kcal/mol, assumed entropy = 3.5 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5ac.zzf]

CBS-QB3    |-254.4 |     |     | 0.952|       |-232.7 |    |     

G3MP2B3    |-247.7 |     |     | 0.834|       |-228.8 |    |     

G3MP2B3+   |-248.3 |     |     | 0.841|       |-229.1 |    |     

G4MP2      |-248.6 |     |     | 1.084|       |-223.9 |    |     

M062X/Def2T|-258.3 |     |     | 0.904|       |-237.7 |    |     

B3/6-311++G|-213.7 |     |     | 1.254|       |-185.0 |    |     

++++++++++++++++++++++++++++++++

2,3-diCF3-phenide-

C8H3F6  mw:213.014 Anion CAS: A-433-95-4 fg:87 cnt:5342

DacidS=27.5/2.0 Stat | 

----

98SCH/MON    Datum: DacidG= 368.5/3.0 IMRE p:8

DacidH(AH)= 376.7/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oq2ph.zaf]

CBS-QB3    |-293.0 |378.4|370.2|      |-305.7 |       |27.6|     

G3MP2B3    |-291.2 |378.4|370.2| 2.378|-302.4 |-236.4 |27.3|118.0

G3MP2B3+   |-291.2 |378.5|370.3|      |-302.4 |       |27.3|     

G4MP2      |-287.6 |378.1|370.1|      |-298.6 |       |27.0|     

M062X/Def2T|-296.2 |378.2|370.3| 2.038|-309.7 |-249.2 |26.6|112.6

B3/6-311++G|-238.7 |376.6|368.5| 2.193|-248.1 |-188.2 |27.2|112.0

++++++++++++++++++++++++++++++++

2,6-diCF3-phenide-

C8H3F6  mw:213.014 Anion CAS: Z-170020-17-4 fg:87 cnt:5343

DacidS=25.5/2.0 Stat | 

----

98SCH/MON    Datum: DacidG= 365.0/3.0 IMRE p:8

DacidH(AH)= 372.6/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mq2ph.zaf]

CBS-QB3    |-302.3 |373.4|366.6|      |-309.9 |       |22.8|     

G3MP2B3    |-300.5 |373.3|365.4| 2.658|-306.7 |-239.3 |26.7|119.5

G3MP2B3+   |-300.5 |373.4|366.0|      |-306.6 |       |24.8|     

G4MP2      |-297.7 |372.9|365.0|      |-303.4 |       |26.6|     

M062X/Def2T|-306.4 |372.5|365.4| 2.359|-314.2 |-251.9 |23.6|114.3

B3/6-311++G|-250.3 |371.3|365.4| 2.481|-254.3 |-193.0 |19.9|113.4

++++++++++++++++++++++++++++++++

2,5-diCF3-phenide-

C8H3F6  mw:213.014 Anion CAS: A-433-19-2 fg:87 cnt:5344

DacidS=28.8/2.0 Stat | 

----

98SCH/MON    Datum: DacidG= 366.6/3.0 IMRE p:8

DacidH(AH)= 375.2/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pq2ph.zaf]

CBS-QB3    |-299.3 |376.5|369.3|      |-310.0 |       |24.1|     

G3MP2B3    |-297.5 |376.4|368.8| 2.489|-306.7 |-240.1 |25.4|118.7

G3MP2B3+   |-297.4 |376.5|369.2|      |-306.7 |       |24.6|     

G4MP2      |-294.6 |376.0|368.8|      |-303.4 |       |24.0|     

M062X/Def2T|-302.8 |376.0|369.0| 2.165|-314.2 |-252.9 |23.4|113.4

B3/6-311++G|-247.1 |374.5|366.4| 2.315|-254.4 |-193.8 |27.3|112.7

++++++++++++++++++++++++++++++++

3,5-diCF3-nitrobenzene-.

C8H3F6NO2  mw:259.007 Anion CAS: Z-339149-54-1 fg:107 cnt:1640

HOF(A.)= -304.9/1.0 GpAd 93SP    |

----

86CHO/HEI    Datum: EA=1.79(9) eV IMRE [41.2(20) kcal] | HOF(A-)=-346.1/2.2 R-EA p:9

.DELTA.eaG(423 K) = -40.2 kcal/mol; .DELTA.eaS(estimated) = -2.5 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35q2nb.zzf]

CBS-QB3    |-356.4 |     |     | 1.818|       |-314.6 |    |     

G3MP2B3    |-345.4 |     |     | 1.635|       |-307.9 |    |     

G3MP2B3+   |-345.4 |     |     | 1.628|       |-308.0 |    |     

G4MP2      |-349.7 |     |     | 1.974|       |-304.3 |    |     

M062X/Def2T|-358.3 |     |     | 1.903|       |-314.5 |    |     

B3/6-311++G|-298.7 |     |     | 2.186|       |-248.4 |    |     

++++++++++++++++++++++++++++++++

3,5-diCF3-phenoxide-

C8H3F6O  mw:229.009 Anion CAS: Z-623163-25-7 fg:33 cnt:616

HOF(A.)= -300.3/4.1 D+AH         | BDE(A-H)= 95.0/4.0 Est2 98BOR/MAR 

HOF(AH)= -343.2/1.0 GpAd 93SP    |

DacidS=23.0/2.0 Stat |  S(A-)=115.0/2.2 Acid |  S(AH)=118.0/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 322.9/2.0 IMRE | HOF(A-)=-379.1/2.3 Acid p:9

DacidH(AH)= 329.8/2.1 G+TS EA(ev)= 3.419

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35qpho.zaf]

CBS-QB3    |-388.8 |329.8|322.6|      |-352.9 |       |24.1|     

G3MP2B3    |-385.6 |330.0|323.0| 3.418|-348.4 |-306.7 |23.4|93.8 

G3MP2B3+   |-385.6 |330.0|322.8| 3.428|-348.4 |-306.6 |24.3|94.0 

G4MP2      |-381.6 |330.1|322.6| 3.132|-344.5 |-309.3 |24.9|87.3 

M062X/Def2T|-392.4 |329.3|321.8| 3.281|-357.0 |-316.7 |25.1|92.4 

B3/6-311++G|-333.1 |325.9|318.9| 3.309|-291.7 |-256.8 |23.3|87.0 

++++++++++++++++++++++++++++++++

C6F5COMe..F-

C8H3F6O  mw:229.009

Core ion CAS: Z-16984-48-8 Solvent: 652-29-9 fg:481 cnt:2058

HOF(solv)=-231.3/1.0 GpAd 93SP     

----

88DIL/KEB    Datum: DaffG= 29.0/2.0 IMRE | HOF(A-)=-328.2/2.3 AfIN p:8

DaffH(X..Y-)= 37.5/2.0 G+TS

Anchored to C6F6.bullet..bullet.F- in 87HIR/MIZ.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fc6f5ac.zcf]

G3MP2B3    |-333.4 | 44.5| 36.2| 27.9|-228.8 |-60.1  

G4MP2      |-327.8 | 42.0| 33.3| 28.9|-223.9 |-62.0  

M062X/Def2T|-341.8 | 58.2| 49.8| 28.0|-237.7 |-45.9  

B3/6-311++G|-289.1 | 32.2| 34.2| 28.0|-185.0 |-61.5  

++++++++++++++++++++++++++++++++

SiF4..3,5-diCF3-nitrobenzene-.

C8H3F10NO2Si  mw:362.978

Core ion CAS: Z-339149-54-1 Solvent: 7783-61-1 fg:307 cnt:4977

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 7.3/0.6 IMRE | HOF(A-)=-732.1/2.5 AfIN p:8

At 150 C.

++++++++++++++++++++++++++++++++

(CO2)7..MeI-.

C8H3IO14  mw:449.857 fg:102 cnt:11760

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/SAE    Datum: EA=2.94(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

96TSU/SAE    Datum: EA=2.99(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

3-NO2-phthalic anhydride-.

C8H3NO5  mw:193.002 Anion CAS: Z-118576-11-7 fg:107 cnt:2410

HOF(A.)= -96.8/1.0 GpAd 93SP     |

----

89PAU/KEB    Datum: EA=2.05(9) eV IMRE [47.3(20) kcal] | HOF(A-)=-144.1/2.2 R-EA p:9

.DELTA.eaG(423 K) = -46.0/1 kcal/mol, .DELTA.S(estimated) = -3/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3no2phth.zzf]

CBS-QB3    |-137.1 |     |     | 2.026|       |-90.5  |    |     

G3MP2B3    |-129.7 |     |     | 1.827|       |-87.6  |    |     

G3MP2B3+   |-129.5 |     |     | 1.803|       |-88.0  |    |     

G4MP2      |-132.2 |     |     | 2.050|       |-85.0  |    |     

M062X/Def2T|-137.1 |     |     | 2.105|       |-88.7  |    |     

B3/6-311++G|-98.1  |     |     | 2.362|       |-43.7  |    |     

++++++++++++++++++++++++++++++++

4-NO2-phthalic anhydride-.

C8H3NO5  mw:193.002 Anion CAS: Z-118576-10-6 fg:107 cnt:2411

HOF(A.)= -96.8/1.0 GpAd 93SP     |

----

89PAU/KEB    Datum: EA=2.13(9) eV IMRE [49.1(20) kcal] | HOF(A-)=-145.9/2.2 R-EA p:9

.DELTA.eaG(423 K) = -47.8/1 kcal/mol, .DELTA.S(estimated) = -3/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4no2phth.zzf]

CBS-QB3    |-148.8 |     |     | 2.287|       |-96.0  |    |     

G3MP2B3    |-138.7 |     |     | 1.978|       |-93.1  |    |     

G3MP2B3+   |-139.2 |     |     | 1.991|       |-93.3  |    |     

G4MP2      |-141.5 |     |     | 2.209|       |-90.6  |    |     

M062X/Def2T|-149.1 |     |     | 2.344|       |-95.1  |    |     

B3/6-311++G|-111.1 |     |     | 2.647|       |-50.1  |    |     

++++++++++++++++++++++++++++++++

mCl-C6H4CC-

C8H4Cl  mw:135.001 Anion CAS: Z-884873-67-0 fg:84 cnt:6583

HOF(A.)= 147.6/3.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2          

HOF(AH)=  66.7/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat |  S(A-)=88.4/2.8 Acid |  S(AH)=88.4/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 356.8/2.0 IMRE | HOF(A-)=65.6/2.3 Acid p:9

DacidH(AH)= 364.6/2.1 G+TS EA(ev)= 3.558

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphcc.zaf]

CBS-QB3    |69.9   |366.2|358.4| 3.525|69.5   |151.2  |26.1|133.8

G3MP2B3    |65.1   |365.8|358.2| 3.654|66.4   |149.4  |25.6|135.0

G3MP2B3+   |64.9   |365.8|358.1| 3.660|66.3   |149.4  |25.8|135.2

G4MP2      |65.7   |365.6|357.9| 3.531|67.3   |147.2  |25.8|132.0

M062X/Def2T|66.0   |365.5|357.7| 3.402|65.2   |144.5  |26.0|131.4

B3/6-311++G|93.9   |364.8|357.1| 3.341|96.3   |171.0  |25.8|126.8

++++++++++++++++++++++++++++++++

pCl-C6H4CC-

C8H4Cl  mw:135.001 Anion CAS: Z-884873-89-6 fg:84 cnt:6584

HOF(A.)= 147.6/3.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2          

HOF(AH)=  66.7/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat |  S(A-)=87.0/2.8 Acid |  S(AH)=87.0/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 357.2/2.0 IMRE | HOF(A-)=66.0/2.3 Acid p:9

DacidH(AH)= 365.0/2.1 G+TS EA(ev)= 3.541

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclphcc.zaf]

CBS-QB3    |70.2   |366.6|358.8| 3.454|69.4   |149.9  |26.1|132.6

G3MP2B3    |65.4   |366.4|358.7| 3.573|66.3   |147.9  |25.7|133.7

G3MP2B3+   |65.3   |366.3|358.6| 3.580|66.2   |148.0  |25.9|134.0

G4MP2      |66.0   |366.1|358.4| 3.454|67.1   |145.7  |25.8|130.7

M062X/Def2T|66.4   |366.1|358.3| 3.321|65.0   |143.0  |26.1|130.1

B3/6-311++G|94.4   |365.6|357.5| 3.245|96.0   |169.4  |27.3|125.5

++++++++++++++++++++++++++++++++

pNO2-PhC(CF3)Cl-

C8H4ClF3NO2  mw:237.989 Anion CAS: A-908584-92-9 fg:74 cnt:11692

----

16MIS/ABB    Datum: DacidG= 329.7/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pniycclq.zaf]

CBS-QB3    |-192.9 |338.1|330.4|      |-165.2 |       |25.7|     

G3MP2B3    |-188.8 |338.5|330.7| 3.027|-160.1 |-119.0 |26.0|93.2 

G3MP2B3+   |-188.9 |338.6|330.8| 3.029|-160.3 |-119.1 |26.4|93.3 

G4MP2      |-186.6 |338.6|330.6| 2.746|-158.0 |-123.3 |26.5|86.8 

M062X/Def2T|-193.4 |333.3|325.9| 2.952|-162.1 |-125.4 |24.9|88.8 

B3/6-311++G|-144.8 |330.1|322.2| 3.079|-107.6 |-73.9  |26.4|85.8 

++++++++++++++++++++++++++++++++

mF-PhC(CF3)Cl-

C8H4ClF4  mw:210.994 Anion CAS: A-81577-12-0 fg:74 cnt:11688

----

16MIS/ABB    Datum: DacidG= 344.6/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfycclq.zaf]

CBS-QB3    |-217.8 |353.7|345.6| 2.199|-205.7 |-167.2 |27.1|90.6 

G3MP2B3    |-216.3 |353.7|345.5| 2.367|-202.8 |-161.9 |27.3|93.0 

G3MP2B3+   |-216.3 |353.8|345.7| 2.371|-202.9 |-161.8 |27.3|93.2 

G4MP2      |-213.6 |353.7|345.7| 2.124|-200.1 |-164.7 |26.8|87.5 

M062X/Def2T|-221.8 |350.4|342.2| 2.229|-207.5 |-170.6 |27.3|89.0 

B3/6-311++G|-172.9 |348.3|340.2| 2.313|-153.9 |-119.8 |27.3|86.3 

++++++++++++++++++++++++++++++++

pCl-PhC(CF3)Cl-

C8H4Cl2F3  mw:226.965 Anion CAS: A-394-54-7 fg:74 cnt:11687

----

16MIS/ABB    Datum: DacidG= 344.2/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclycclq.zaf]

CBS-QB3    |-179.2 |353.7|345.4| 2.204|-167.2 |-128.6 |27.8|90.7 

G3MP2B3    |-177.2 |353.9|345.7| 2.360|-163.9 |-123.0 |27.5|93.1 

G3MP2B3+   |-177.4 |353.9|345.7| 2.368|-164.1 |-123.0 |27.7|93.2 

G4MP2      |-175.3 |354.1|346.0| 2.108|-162.2 |-126.8 |27.3|87.5 

M062X/Def2T|-181.7 |350.7|342.4| 2.207|-167.7 |-131.0 |27.8|88.8 

B3/6-311++G|-130.5 |348.7|340.4| 2.287|-111.9 |-78.0  |27.7|86.0 

++++++++++++++++++++++++++++++++

mF-C6H4CC-

C8H4F  mw:119.030 Anion CAS: Z-884873-65-8 fg:84 cnt:6585

HOF(AH)=  27.7/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat |  S(A-)=85.6/2.8 Acid |  S(AH)=85.6/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 358.1/2.0 IMRE | HOF(A-)=27.9/2.3 Acid p:9

DacidH(AH)= 365.9/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphcc.zaf]

CBS-QB3    |32.3   |367.2|359.5| 3.467|30.8   |112.2  |26.0|133.6

G3MP2B3    |26.9   |366.8|359.2| 3.606|27.3   |110.1  |25.5|134.9

G3MP2B3+   |26.8   |366.7|359.0| 3.610|27.3   |110.2  |25.8|135.0

G4MP2      |28.3   |366.4|358.7| 3.492|29.1   |108.9  |25.7|131.9

M062X/Def2T|26.9   |366.5|358.9| 3.358|25.1   |104.4  |25.7|131.5

B3/6-311++G|52.5   |365.7|358.1| 3.300|54.0   |128.7  |25.7|126.8

++++++++++++++++++++++++++++++++

oCF3-benzonitrile-.

C8H4F3N  mw:171.030 Anion CAS: Z-155683-35-5 fg:108 cnt:1435

HOF(A.)= -107.6/1.0 GpAd 93SP    | | S(A.)=97.6/1.0  93SP

----

87KEB/CHO    Datum: EA=0.70(10) eV TDEq | HOF(A-)=-123.7/2.5 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oqbn.zzf]

CBS-QB3    |-124.5 |     |     | 0.679|       |-109.1 |    |     

G3MP2B3    |-126.1 |     |     | 0.719|       |-109.8 |    |     

G3MP2B3+   |-126.1 |     |     | 0.721|       |-109.8 |    |     

G4MP2      |-128.3 |     |     | 0.925|       |-107.3 |    |     

M062X/Def2T|-129.8 |     |     | 0.728|       |-113.3 |    |     

B3/6-311++G|-90.8  |     |     | 0.942|       |-69.3  |    |     

++++++++++++++++++++++++++++++++

mCF3-benzonitrile-.

C8H4F3N  mw:171.030 Anion CAS: Z-155683-34-4 fg:108 cnt:1437

HOF(A.)= -108.2/1.0 GpAd 93SP    | | S(A.)=99.6/1.0  93SP

----

86CHO/KEB    Datum: EA=0.672(87) eV [15.5(20) kcal] | HOF(A-)=-123.7/2.2 R-EA p:9

.DELTA.eaG(423 K) = -15.5 kcal/mol; .DELTA.eaS(estimated) = 0. eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqbn.zzf]

CBS-QB3    |-125.9 |     |     | 0.657|       |-111.1 |    |     

G3MP2B3    |-126.6 |     |     | 0.658|       |-111.8 |    |     

G3MP2B3+   |-126.6 |     |     | 0.655|       |-111.8 |    |     

G4MP2      |-129.0 |     |     | 0.871|       |-109.3 |    |     

M062X/Def2T|-130.9 |     |     | 0.684|       |-115.4 |    |     

B3/6-311++G|-92.7  |     |     | 0.893|       |-72.4  |    |     

++++++++++++++++++++++++++++++++

pCF3-benzonitrile-.

C8H4F3N  mw:171.030 Anion CAS: Z-155683-36-6 fg:108 cnt:1642

HOF(A.)= -108.2/1.0 GpAd 93SP    | | S(A.)=98.2/1.0  93SP

----

86CHO/KEB    Datum: EA=0.759(87) eV [17.5(20) kcal] | HOF(A-)=-125.7/2.2 R-EA p:8

.DELTA.eaG(423 K) = -18.6 kcal/mol; .DELTA.eaS = +2.6 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqbn.zzf]

CBS-QB3    |-129.1 |     |     | 0.785|       |-111.3 |    |     

G3MP2B3    |-130.2 |     |     | 0.805|       |-111.9 |    |     

G3MP2B3+   |-130.2 |     |     | 0.805|       |-111.9 |    |     

G4MP2      |-132.5 |     |     | 1.009|       |-109.4 |    |     

M062X/Def2T|-134.8 |     |     | 0.852|       |-115.5 |    |     

B3/6-311++G|-97.2  |     |     | 1.082|       |-72.6  |    |     

++++++++++++++++++++++++++++++++

mCF3-benzoate-

C8H4F3O2  mw:189.017 Anion CAS: Z-75899-44-4 fg:35 cnt:1310

HOF(A.)= -174.6/3.2 D+AH         | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -232.0/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=108.5/2.2 Acid |  S(AH)=111.0/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 325.2/2.0 IMRE | HOF(A-)=-265.5/2.3 Acid p:8

DacidH(AH)= 332.2/2.1 G+TS EA(ev)= 3.941

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqba.zaf]

CBS-QB3    |-269.8 |332.4|324.9|      |-236.5 |       |25.0|     

G3MP2B3    |-268.4 |333.4|326.3| 3.983|-234.6 |-176.5 |23.9|110.2

G3MP2B3+   |-268.5 |333.4|325.7| 3.983|-234.7 |-176.5 |25.9|110.2

G4MP2      |-265.8 |333.3|325.8| 3.777|-231.9 |-178.6 |25.0|105.4

M062X/Def2T|-271.5 |333.3|325.9| 4.040|-240.1 |-178.2 |25.0|114.0

B3/6-311++G|-225.3 |331.2|322.9| 3.857|-189.2 |-136.3 |27.7|105.0

++++++++++++++++++++++++++++++++

pCF3-benzoate-

C8H4F3O2  mw:189.017 Anion CAS: Z-74056-34-1 fg:35 cnt:1311

HOF(A.)= -174.6/3.2 D+AH         | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -232.0/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=107.1/2.2 Acid |  S(AH)=109.6/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 325.3/2.0 IMRE | HOF(A-)=-265.4/2.3 Acid p:8

DacidH(AH)= 332.3/2.1 G+TS EA(ev)= 3.937

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqba.zaf]

CBS-QB3    |-270.1 |332.0|324.6|      |-236.4 |       |25.0|     

G3MP2B3    |-268.7 |332.9|325.8| 4.002|-234.5 |-176.3 |23.9|110.2

G3MP2B3+   |-268.8 |332.9|324.8| 4.004|-234.5 |-176.4 |27.1|110.2

G4MP2      |-266.1 |332.9|325.3|      |-231.8 |       |25.4|     

M062X/Def2T|-271.9 |332.9|324.4| 4.065|-240.0 |-178.0 |28.2|114.1

B3/6-311++G|-225.9 |330.5|323.1| 3.883|-189.2 |-136.3 |25.1|105.0

++++++++++++++++++++++++++++++++

3,5-diCF3-anilide-

C8H4F6N  mw:228.025 Anion CAS: Z-152857-86-8 fg:47 cnt:698

HOF(A.)= -257.3/1.4 D+AH         | BDE(A-H)= 94.9/1.0 SDEA 93BOR/ZHA 

HOF(AH)= -300.1/1.0 GpAd 93SP    |

DacidS=24.4/2.0 Stat |  S(A-)=117.5/2.2 Acid |  S(AH)=119.1/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 340.6/2.0 IMRE | HOF(A-)=-317.9/2.3 Acid p:9

DacidH(AH)= 347.9/2.1 G+TS EA(ev)= 2.629

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35qphnh.zaf]

CBS-QB3    |-326.8 |348.9|341.7|      |-310.0 |       |23.9|     

G3MP2B3    |-324.9 |348.3|341.0| 2.761|-306.0 |-261.2 |24.5|96.9 

G3MP2B3+   |-325.0 |348.2|340.8| 2.768|-306.0 |-261.2 |25.1|96.9 

G4MP2      |-321.7 |348.3|341.0| 2.481|-302.8 |-264.5 |24.2|90.4 

M062X/Def2T|-330.9 |348.5|341.1| 2.611|-314.7 |-270.7 |24.8|96.1 

B3/6-311++G|-274.8 |346.6|339.5| 2.626|-254.1 |-214.3 |23.7|91.9 

++++++++++++++++++++++++++++++++

mCN-benzoate-

C8H4NO2  mw:146.025 Anion CAS: Z-16885-79-3 fg:35 cnt:1278

HOF(A.)=  18.4/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -39.0/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat |  S(A-)=94.7/2.2 Acid |  S(AH)=97.2/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 321.5/2.0 IMRE | HOF(A-)=-76.2/2.3 Acid p:9

DacidH(AH)= 328.5/2.1 G+TS EA(ev)= 4.102

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcnba.zaf]

CBS-QB3    |-74.1  |329.7|322.2|      |-38.0  |       |25.3|     

G3MP2B3    |-76.5  |330.8|323.6| 4.115|-40.0  |18.5   |23.9|110.6

G3MP2B3+   |-76.7  |330.7|323.1| 4.117|-40.2  |18.4   |25.7|110.6

G4MP2      |-74.7  |330.6|323.0| 3.976|-38.1  |17.1   |25.3|107.3

M062X/Def2T|-76.0  |330.4|322.8| 4.190|-41.7  |20.8   |25.6|114.6

B3/6-311++G|-46.1  |328.8|321.2| 3.977|-7.7   |45.7   |25.7|105.5

++++++++++++++++++++++++++++++++

pCN-benzoate-

C8H4NO2  mw:146.025 Anion CAS: Z-16885-67-9 fg:35 cnt:1279

HOF(A.)=  18.4/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -39.0/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat |  S(A-)=93.3/2.2 Acid |  S(AH)=95.8/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 320.8/2.0 IMRE | HOF(A-)=-76.9/2.3 Acid p:9

DacidH(AH)= 327.8/2.1 G+TS EA(ev)= 4.132

----

93MIS/KAN    Datum: DacidG= 323.2/2.0 IMRE p:7

DacidH(AH)= 330.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnphco2.zaf]

CBS-QB3    |-74.5  |329.3|321.8|      |-38.1  |       |25.3|     

G3MP2B3    |-76.9  |330.2|323.0| 4.130|-39.9  |18.4   |24.0|110.4

G3MP2B3+   |-77.1  |330.1|322.4| 4.132|-40.0  |18.3   |25.9|110.4

G4MP2      |-75.2  |330.0|322.5| 3.993|-38.0  |17.0   |25.4|107.1

M062X/Def2T|-76.5  |329.7|322.1| 4.209|-41.5  |20.7   |25.7|114.4

B3/6-311++G|-46.9  |328.1|320.3| 4.003|-7.7   |45.5   |25.9|105.3

++++++++++++++++++++++++++++++++

pNO2-C6H4CC-

C8H4NO2  mw:146.025 Anion CAS: Z-186182-76-3 fg:84 cnt:6581

HOF(A.)= 151.0/3.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2          

HOF(AH)=  70.1/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat | 

----

05MAT/MUS    Datum: DacidG= 349.9/2.0 IMRE | HOF(A-)=62.1/2.3 Acid p:9

DacidH(AH)= 357.7/2.1 G+TS EA(ev)= 3.857

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pno2phcc.zaf]

CBS-QB3    |63.2   |358.2|350.6| 3.939|70.8   |154.1  |25.3|135.4

G3MP2B3    |60.7   |358.2|350.8| 4.070|69.7   |154.6  |24.8|137.1

G3MP2B3+   |60.4   |358.1|350.7| 4.079|69.5   |154.6  |25.0|137.2

G4MP2      |61.5   |357.8|350.4| 3.909|70.8   |151.8  |25.0|133.0

M062X/Def2T|61.1   |355.8|348.3| 3.918|69.9   |151.5  |25.4|133.7

B3/6-311++G|85.4   |353.4|346.3| 3.940|99.4   |176.4  |23.7|129.2

++++++++++++++++++++++++++++++++

oCN-benzonitrile-.

C8H4N2  mw:128.038 Anion CAS: Z-34536-45-3 fg:108 cnt:930

HOF(A.)=  88.0/0.5  80SAT/SAK    | | S(A.)=84.1/1.0  93SP

----

86CHO/KEB    Datum: EA=0.954(87) eV [22.0(20) kcal] | HOF(A-)=66.0/2.1 R-EA p:8

.DELTA.eaG(423 K) = -22.3 kcal/mol; .DELTA.eaS(estimated) = +1.0 eu.
###### the following are "below the line": evaluated as not accurate ####

----

67FAR/PAG    Datum: EA=1.11(13) eV SI   [25.6(30) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ocnbn.zzf]

CBS-QB3    |66.2   |     |     | 0.999|       |89.0   |    |     

G3MP2B3    |62.8   |     |     | 0.959|       |84.7   |    |     

G3MP2B3+   |62.6   |     |     | 0.962|       |84.6   |    |     

G4MP2      |61.1   |     |     | 1.101|       |86.3   |    |     

M062X/Def2T|61.5   |     |     | 1.033|       |85.2   |    |     

B3/6-311++G|84.0   |     |     | 1.195|       |111.4  |    |     

++++++++++++++++++++++++++++++++

pCN-benzonitrile-.

C8H4N2  mw:128.038 Anion CAS: Z-34536-47-5 fg:108 cnt:1429

HOF(A.)=  85.0/0.5  80SAT/SAK    | | S(A.)=84.4/1.0  93SP

----

86CHO/KEB    Datum: EA=1.09(9) eV TDEq [25.2(20) kcal] | HOF(A-)=59.8/2.1 R-EA p:8

.DELTA.eaG(423 K) = -25.8 kcal/mol; .DELTA.eaS = +1.0 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnbn.zzf]

CBS-QB3    |61.2   |     |     | 1.137|       |87.3   |    |     

G3MP2B3    |57.3   |     |     | 1.124|       |83.1   |    |     

G3MP2B3+   |57.0   |     |     | 1.131|       |82.9   |    |     

G4MP2      |55.7   |     |     | 1.261|       |84.6   |    |     

M062X/Def2T|55.4   |     |     | 1.215|       |83.3   |    |     

B3/6-311++G|77.8   |     |     | 1.369|       |109.2  |    |     

++++++++++++++++++++++++++++++++

mCN-benzonitrile-.

C8H4N2  mw:128.038 Anion CAS: Z-34536-46-4 fg:108 cnt:389

HOF(A.)=  86.8/0.5  80SAT/SAK    |

----

86CHO/KEB    Datum: EA=0.911(87) eV [21.0(20) kcal] | HOF(A-)=65.8/2.1 R-EA p:9

.DELTA.eaG(423 K) = -21.0 kcal/mol; .DELTA.eaS(estimated) = 0. eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcnbn.zzf]

CBS-QB3    |67.6   |     |     | 0.888|       |87.8   |    |     

G3MP2B3    |62.9   |     |     | 0.895|       |83.3   |    |     

G3MP2B3+   |62.7   |     |     | 0.897|       |83.1   |    |     

G4MP2      |61.1   |     |     | 1.043|       |84.9   |    |     

M062X/Def2T|62.1   |     |     | 0.942|       |83.5   |    |     

B3/6-311++G|84.1   |     |     | 1.118|       |109.5  |    |     

++++++++++++++++++++++++++++++++

uracil..Pt(CN)4=

C8H4N6O2Pt  mw:411.005

Core ion CAS: Z-15004-88-3 Solvent: 66-22-8 fg:24 cnt:9589

HOF(solv)= -72.4/0.6 neut 94PED/   

----

15SEN/HOU    Datum: EA=2.44(3) eV LPES p:8

Vertical Detachment Energy:2.52(1) eV.

++++++++++++++++++++++++++++++++

phthalic anhydride-.

C8H4O3  mw:148.017 Anion CAS: Z-34533-03-4 fg:112 cnt:419

HOF(A.)= -88.8/0.5  94PED/       |

----

89PAU/KEB    Datum: EA=1.24(9) eV TDEq [28.7(20) kcal] | HOF(A-)=-117.5/2.1 R-EA p:8

.DELTA.eaG(423 K) = -27.4/1 kcal/mol, .DELTA.S = 3/3 eu.

----

85FUK/MCI    Datum: EA=1.28(5) eV IMRE [29.5(11) kcal] p:6

.DELTA.eaG(355 K) = -28.4 kcal/mol; .DELTA.eaS =-3.0, estimated from data in 89PAU/KEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phthalan.zzf]

CBS-QB3    |-121.1 |     |     | 1.264|       |-92.0  |    |     

G3MP2B3    |-120.4 |     |     | 1.219|       |-92.3  |    |     

G3MP2B3+   |-120.5 |     |     | 1.218|       |-92.5  |    |     

G4MP2      |-122.2 |     |     | 1.397|       |-90.1  |    |     

M062X/Def2T|-124.6 |     |     | 1.277|       |-95.3  |    |     

B3/6-311++G|-90.4  |     |     | 1.480|       |-56.4  |    |     

++++++++++++++++++++++++++++++++

1,4-O2C-C6H4-CO2=

C8H4O4  mw:164.012 Anion CAS: Z-3198-30-9 fg:37 cnt:6360 BDE(A-H)= 109.5/3.0 Est2          

----

04YAN/FU     Datum: EA=1.10(5) eV LPES p:9

DacidH(AH)= 397.7/2.7 D-EA

----

05MIN/VRB    Datum: EA=1.10(5) eV LPES p:8

----

00WAN/NIC3   Datum: EA=1.00(10) eV LPES p:8

Vertical Detachment Energy:1.38(10) eV. See also 09XIN/WAN2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pphth.zdf]

G3MP2B3    |-164.3 |397.7|390.3| 1.362|-194.8 |-132.7 |24.7|114.2

G3MP2B3+   |-164.6 |397.6|390.2| 3.021|-195.0 |-94.6  |24.9|152.5

M062X/Def2T|-161.3 |399.2|391.8| 0.947|-195.9 |-139.3 |25.1|108.6

B3/6-311++G|-129.4 |396.6|389.3| 0.502|-158.8 |-117.5 |24.7|93.4 

++++++++++++++++++++++++++++++++

1,3-O2C-C6H4-CO2=

C8H4O4  mw:164.012 Anion CAS: Z-42966-02-9 fg:37 cnt:6377 BDE(A-H)= 109.5/3.0 Est2          

----

00WAN/NIC3   Datum: EA=0.85(10) eV LPES p:8

DacidH(AH)= 403.5/3.4 D-EA

Vertical Detachment Energy:1.08(10) eV. See also 09XIN/WAN2.

----

04YAN/FU     Datum: EA=0.21(5) eV LPES p:7

DacidH(AH)= 418.3/2.7 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mphth.zdf]

CBS-QB3    |-159.3 |400.9|393.4| 1.177|-194.4 |-131.9 |25.2|114.7

G3MP2B3    |-159.7 |401.9|394.4| 1.336|-194.4 |-128.7 |25.2|117.8

G3MP2B3+   |-159.9 |401.8|394.2| 1.337|-194.6 |-128.9 |25.7|117.8

G4MP2      |-157.9 |401.6|394.1| 1.134|-192.3 |-131.5 |25.2|112.9

M062X/Def2T|-156.6 |403.4|395.7| 0.787|-195.3 |-138.3 |26.0|109.2

B3/6-311++G|-124.6 |400.6|392.9| 0.446|-157.9 |-114.1 |25.6|95.9 

++++++++++++++++++++++++++++++++

1,2-O2C-C6H4-CO2=

C8H4O4  mw:164.012 Anion CAS: Z-3198-29-6 fg:37 cnt:6746

----

05MIN/VRB    Datum: EA=0.20(5) eV LPES p:8

----

00WAN/NIC3   Datum: EA=0.20(10) eV LPES p:8

Vertical Detachment Energy:0.47(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ophth.zdf]

CBS-QB3    |-138.2 |417.4|409.1|-0.247|-189.9 |-144.2 |27.9|97.8 

G3MP2B3    |-138.9 |436.3|428.0|-0.150|-208.0 |-142.6 |27.9|117.5

G3MP2B3+   |-139.3 |417.9|409.8|-0.140|-190.0 |-142.8 |27.4|99.3 

G4MP2      |-137.2 |417.8|409.3|-0.319|-187.8 |-144.8 |28.3|95.0 

M062X/Def2T|-134.0 |420.3|411.8|-0.425|-189.6 |-144.1 |28.6|97.5 

B3/6-311++G|-103.3 |415.2|407.1|-0.546|-151.2 |-116.2 |27.4|87.2 

++++++++++++++++++++++++++++++++

antimony tartrate= | Sb2^+^(-O2CCH(O-)CH(O-)CO2-)2

C8H4O12Sb2  mw:533.778 Anion CAS: Z-12334-45-1 fg:24 cnt:11884

----

16WES/BUL    Datum: EA=2.5(1) eV LPEI p:7

Vertical Detachment Energy: 2.5(1) eV. Reverse Coulomb Barrier: 0.9(1) eV.

++++++++++++++++++++++++++++++++

PhCC-

C8H5  mw:101.040 Anion CAS: Z-20404-08-4 fg:84 cnt:858

HOF(A.)= 152.1/4.0 D+AH          | BDE(A-H)= 131.3/2.2 D-EA          

HOF(AH)=  73.2/0.4  85DAV/ALL    |

DacidS=26.0/3.0 Stat |  S(A-)=76.9/3.2 Acid |  S(AH)=76.9/1.0  69BEN/CRU

----

79BAR/SCO #  Datum: DacidG= 362.9/2.0 IMRE | HOF(A-)=78.2/2.2 Acid p:9

DacidH(AH)= 370.7/2.2 G+TS

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25MA_/CAO    Datum: EA=0() eV [ eV] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcc.zaf]

CBS-QB3    |83.9   |370.9|363.1| 3.265|78.8   |159.2  |25.9|132.6

G3MP2B3    |77.3   |370.4|362.9| 3.377|74.1   |155.3  |25.3|133.3

G3MP2B3+   |77.2   |370.5|362.8| 3.383|74.0   |155.5  |25.6|133.7

G4MP2      |77.9   |370.1|362.5| 3.288|75.0   |153.8  |25.5|130.9

M062X/Def2T|79.6   |370.4|362.6| 3.136|73.9   |151.9  |26.0|130.1

B3/6-311++G|100.6  |370.1|362.1| 3.050|97.7   |171.2  |27.0|125.5

++++++++++++++++++++++++++++++++

benzocyclobutadienide-

C8H5  mw:101.040 Anion CAS: Z-299172-32-0 fg:86 cnt:5190 BDE(A-H)= 112.2/5.5 D-EA          

DacidS=27.4/2.0 Stat | 

----

00BRO/KAS3   Datum: DacidG= 376.1/5.0 IMRB p:7

DacidH(AH)= 384.3/5.0 G+TS

Between fluorobenzene, 1,3-diazine.

----

00BRO/KAS    Datum: EA=1.8(1) eV IMRB p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcbudien.zaf]

CBS-QB3    |120.5  |385.5|377.5| 1.846|100.8  |163.0  |26.7|114.3

G3MP2B3    |113.6  |385.1|377.2| 1.894|95.7   |157.2  |26.6|113.6

G3MP2B3+   |113.5  |385.1|377.2| 1.894|95.5   |157.1  |26.6|113.6

G4MP2      |113.5  |384.8|376.9| 1.798|95.9   |154.9  |26.5|111.1

M062X/Def2T|118.2  |386.0|378.1| 1.744|96.8   |158.3  |26.5|113.5

B3/6-311++G|140.2  |385.1|377.2| 1.864|122.3  |183.1  |26.6|112.8

++++++++++++++++++++++++++++++++

PhC(CF3)Cl-

C8H5ClF3  mw:193.004 Anion CAS: Z-196301-64-1 fg:74 cnt:11686

----

16MIS/ABB    Datum: DacidG= 348.7/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ycclq.zaf]

CBS-QB3    |-164.9 |358.8|350.8| 1.985|-158.0 |-119.3 |27.0|90.8 

G3MP2B3    |-164.7 |358.9|350.8| 2.135|-156.4 |-115.6 |27.0|92.9 

G3MP2B3+   |-164.7 |359.0|350.9| 2.139|-156.5 |-115.6 |27.2|93.1 

G4MP2      |-162.8 |358.9|350.8| 1.919|-154.5 |-118.7 |26.9|87.9 

M062X/Def2T|-167.8 |355.8|347.6| 1.998|-158.9 |-121.9 |27.6|89.2 

B3/6-311++G|-123.9 |353.9|345.8| 2.074|-110.6 |-76.3  |27.1|86.4 

++++++++++++++++++++++++++++++++

mCl-C6H4CH(SO2CF3)-

C8H5ClF3O2S  mw:256.966 Anion CAS: A-1449332-70-0 fg:72 cnt:8524

DacidS=22.1/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 323.6/2.0 IMRE p:9

DacidH(AH)= 330.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphxtf.zaf]

G3MP2B3    |-243.2 |331.7|325.2| 3.348|-207.8 |-166.0 |21.9|93.9 

G3MP2B3+   |-242.9 |331.8|325.2| 3.346|-207.5 |-165.7 |22.1|93.9 

G4MP2      |-244.4 |331.6|325.1|      |-208.9 |       |22.1|     

M062X/Def2T|-245.1 |329.4|322.4| 3.237|-209.8 |-170.5 |23.2|91.4 

B3/6-311++G|-154.4 |330.4|323.8| 3.154|-117.6 |-81.6  |22.2|88.0 

++++++++++++++++++++++++++++++++

pCl-C6H4CH(SO2CF3)-

C8H5ClF3O2S  mw:256.966 Anion CAS: Z-1389250-58-1 fg:72 cnt:8522

DacidS=21.3/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 324.9/2.0 IMRE p:9

DacidH(AH)= 331.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclphxtf.zaf]

G3MP2B3    |-242.9 |332.3|325.9| 3.284|-208.0 |-167.1 |21.3|92.9 

G3MP2B3+   |-242.5 |332.3|326.0| 3.281|-207.6 |-166.8 |21.3|92.9 

G4MP2      |-244.0 |332.2|325.8|      |-209.1 |       |21.7|     

M062X/Def2T|-244.8 |329.9|323.3| 3.162|-210.0 |-171.9 |22.1|90.2 

B3/6-311++G|-154.1 |331.1|324.4| 3.084|-118.0 |-83.0  |22.6|87.0 

++++++++++++++++++++++++++++++++

mCl-C6H4CHCN-

C8H5ClN  mw:150.012 Anion CAS: Z-100859-04-9 fg:74 cnt:766

HOF(A.)=  68.1/2.2 D+AH          | BDE(A-H)= 82.8/2.0 SDEA 88BOR/CHE2

HOF(AH)=  37.4/1.0 GpAd 93SP     |

DacidS=23.4/3.0 Stat |  S(A-)=94.9/3.2 Acid |  S(AH)=97.5/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 337.5/2.0 IMRE | HOF(A-)=16.2/2.4 Acid p:9

DacidH(AH)= 344.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphxcn.zaf]

CBS-QB3    |19.3   |344.8|338.3| 2.254|40.2   |71.2   |22.0|83.1 

G3MP2B3    |15.4   |345.0|338.5| 2.447|37.6   |71.8   |21.7|86.3 

G3MP2B3+   |15.1   |344.9|338.4| 2.454|37.5   |71.7   |21.7|86.3 

G4MP2      |16.1   |345.1|338.6| 2.308|38.2   |69.3   |22.1|83.2 

M062X/Def2T|13.3   |341.5|334.9| 2.347|36.5   |67.4   |22.4|83.1 

B3/6-311++G|42.8   |340.1|334.0| 2.294|70.0   |95.6   |20.3|77.8 

++++++++++++++++++++++++++++++++

pCl-C6H4CHCN-

C8H5ClN  mw:150.012 Anion CAS: Z-64764-38-1 fg:74 cnt:767

HOF(A.)=  67.1/2.2 D+AH          | BDE(A-H)= 81.8/2.0 SDEA 88BOR/CHE2

HOF(AH)=  37.4/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=92.1/3.2 Acid |  S(AH)=96.1/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 338.5/2.0 IMRE | HOF(A-)=16.8/2.4 Acid p:9

DacidH(AH)= 345.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclphxcn.zaf]

CBS-QB3    |20.2   |345.7|338.9| 2.184|40.2   |70.4   |22.8|82.3 

G3MP2B3    |16.4   |346.1|339.6| 2.376|37.5   |71.1   |21.6|85.7 

G3MP2B3+   |16.1   |346.0|339.2| 2.384|37.4   |71.0   |22.8|85.8 

G4MP2      |17.2   |346.2|339.6| 2.236|38.1   |68.6   |22.2|82.7 

M062X/Def2T|14.1   |342.5|335.2| 2.271|36.3   |66.4   |24.5|82.2 

B3/6-311++G|43.7   |341.2|335.0| 2.218|69.8   |94.8   |20.9|77.1 

++++++++++++++++++++++++++++++++

CO..Cp(CO)2Cr-

C8H5CrO3  mw:200.965 Anion CAS: Z-48121-47-7 fg:22 cnt:4879

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

99SUN/SQU    Datum: DaffH= 47.8/4.3 CIDT | HOF(A-)=-14.5 AfIN p:8

++++++++++++++++++++++++++++++++

CpCr(CO)3-

C8H5CrO3  mw:200.965 Anion CAS: Z-48121-47-7 fg:22 cnt:10832

----

13VAN/HOU    Datum: EA=2.38(2) eV LPES p:8

Vertical Detachment Energy:2.77(2) eV.

++++++++++++++++++++++++++++++++

pF-C6H4CHCN-

C8H5FN  mw:134.041 Anion CAS: Z-61057-17-8 fg:74 cnt:1192

HOF(A.)=  35.9/2.2 D+AH          | BDE(A-H)= 81.8/2.0 SDEA 88BOR/CHE2

HOF(AH)=   6.2/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=77.3/2.2 Acid |  S(AH)=81.3/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 342.4/2.0 IMRE | HOF(A-)=-10.5/2.3 Acid p:9

DacidH(AH)= 349.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfphxcn.zaf]

CBS-QB3    |-14.9  |349.3|342.6| 2.020|1.6    |31.6   |22.5|82.1 

G3MP2B3    |-18.7  |349.9|343.3| 2.203|-1.5   |32.0   |22.4|85.6 

G3MP2B3+   |-18.9  |349.9|343.6| 2.210|-1.6   |31.9   |20.8|85.6 

G4MP2      |-17.2  |350.0|343.2| 2.072|0.0    |30.5   |22.6|82.6 

M062X/Def2T|-22.0  |346.5|339.5| 2.100|-3.8   |26.4   |23.4|82.2 

B3/6-311++G|4.8    |344.5|338.2| 2.076|27.6   |52.6   |21.2|77.1 

++++++++++++++++++++++++++++++++

PhN=C(CF3)O-

C8H5F3NO  mw:188.033 Anion CAS: Z-132397-09-2 fg:48 cnt:1243

HOF(AH)= -174.4/2.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=86.5/2.2 Acid |  S(AH)=89.0/1.0 GpAd 93SP

----

98KOP/KOP    Datum: DacidG= 326.5/2.0 IMRE | HOF(A-)=-206.6/2.9 Acid p:9

DacidH(AH)= 333.5/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phncoq.zaf]

CBS-QB3    |-208.8 |333.6|326.1|      |-176.6 |       |25.3|     

G3MP2B3    |-208.2 |334.1|326.2| 3.533|-175.1 |-126.7 |26.4|100.5

G3MP2B3+   |-208.3 |334.1|326.3| 3.535|-175.2 |-126.7 |26.1|100.6

G4MP2      |-206.1 |334.1|326.3| 3.310|-173.0 |-129.6 |26.2|95.5 

M062X/Def2T|-213.4 |333.3|325.6| 3.403|-182.0 |-134.8 |25.6|99.3 

B3/6-311++G|-170.9 |332.2|324.6| 3.337|-135.8 |-93.8  |25.3|94.1 

++++++++++++++++++++++++++++++++

mNO2-C6H4CH(SO2CF3)-

C8H5F3NO4S  mw:267.990 Anion CAS: A-1449332-68-6 fg:72 cnt:8528

DacidS=22.8/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 316.1/2.0 IMRE p:9

DacidH(AH)= 322.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mniphxt2.zaf]

CBS-QB3    |-253.0 |324.8|318.0| 3.512|-212.1 |-172.0 |22.7|92.2 

G3MP2B3    |-245.2 |325.9|319.1| 3.630|-204.0 |-161.5 |22.9|94.6 

G3MP2B3+   |-245.0 |326.1|319.3| 3.627|-203.8 |-161.3 |22.8|94.7 

G4MP2      |-246.1 |325.7|318.9|      |-204.7 |       |22.8|     

M062X/Def2T|-246.5 |322.5|315.6| 3.540|-204.3 |-164.8 |23.0|91.6 

B3/6-311++G|-157.2 |323.6|316.9| 3.479|-113.6 |-76.9  |22.5|88.7 

++++++++++++++++++++++++++++++++

pNO2-C6H4CH(SO2CF3)-

C8H5F3NO4S  mw:267.990 Anion CAS: Z-213542-83-7 fg:72 cnt:8531

DacidS=20.2/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 312.6/2.0 IMRE p:9

DacidH(AH)= 318.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pniphxtf.zaf]

CBS-QB3    |-256.8 |321.0|314.6| 3.655|-212.0 |-172.3 |21.6|91.8 

G3MP2B3    |-249.0 |322.2|316.1| 3.782|-204.0 |-161.6 |20.5|94.5 

G3MP2B3+   |-248.8 |322.1|316.1| 3.783|-203.7 |-161.4 |20.2|94.4 

G4MP2      |-249.8 |322.1|315.9|      |-204.7 |       |20.7|     

M062X/Def2T|-251.6 |317.6|311.5| 3.749|-204.6 |-165.0 |20.6|91.7 

B3/6-311++G|-163.8 |317.1|310.8| 3.745|-113.6 |-77.3  |20.9|88.4 

++++++++++++++++++++++++++++++++

pCF3-benzaldehyde-.

C8H5F3O  mw:174.030 Anion CAS: Z-763044-24-2 fg:109 cnt:3429

HOF(A.)= -169.4/1.0 GpAd 93SP    | | S(A.)=105.4/1.0  93SP

----

93MIS/HUH    Datum: EA=0.941(87) eV [21.7(20) kcal] | HOF(A-)=-191.1/2.2 R-EA p:9

.DELTA.eaG(343 K)=-22.3 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

99HUH/KAN    Datum: EA=0.971(87) eV [22.4(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcfphcho.zzf]

CBS-QB3    |-195.3 |     |     | 0.951|       |-173.5 |    |     

G3MP2B3    |-194.1 |     |     | 0.931|       |-172.7 |    |     

G3MP2B3+   |-194.1 |     |     | 0.931|       |-172.7 |    |     

G4MP2      |-196.6 |     |     | 1.140|       |-170.4 |    |     

M062X/Def2T|-200.2 |     |     | 1.025|       |-176.7 |    |     

B3/6-311++G|-161.3 |     |     | 1.274|       |-132.1 |    |     

++++++++++++++++++++++++++++++++

mCF3-benzaldehyde-.

C8H5F3O  mw:174.030 Anion CAS: N-454-89-7 fg:109 cnt:3431

HOF(A.)= -169.4/1.0 GpAd 93SP    | | S(A.)=106.8/1.0  93SP

----

93MIS/HUH    Datum: EA=0.815(87) eV [18.8(20) kcal] | HOF(A-)=-188.2/2.2 R-EA p:9

.DELTA.eaG(343 K)=-19.4 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

99HUH/KAN    Datum: EA=0.833(87) eV [19.2(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcfphcho.zzf]

CBS-QB3    |-193.3 |     |     | 0.861|       |-173.6 |    |     

G3MP2B3    |-191.6 |     |     | 0.815|       |-172.9 |    |     

G3MP2B3+   |-191.5 |     |     | 0.810|       |-173.0 |    |     

G4MP2      |-194.3 |     |     | 1.031|       |-170.6 |    |     

M062X/Def2T|-197.2 |     |     | 0.885|       |-176.9 |    |     

B3/6-311++G|-158.0 |     |     | 1.118|       |-132.3 |    |     

++++++++++++++++++++++++++++++++

PhCOCF3-.

C8H5F3O  mw:174.030 Anion CAS: Z-50991-31-6 fg:110 cnt:4506

HOF(A.)= -168.7/1.0 GpAd 93SP    | | S(A.)=101.2/2.0  93SP

----

99HUH/KAN    Datum: EA=0.984(87) eV [22.7(20) kcal] | HOF(A-)=-191.4/2.2 R-EA p:8

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcoq.zzf]

CBS-QB3    |-192.6 |     |     | 1.005|       |-169.5 |    |     

G3MP2B3    |-190.4 |     |     | 0.926|       |-169.2 |    |     

G3MP2B3+   |-190.2 |     |     | 0.920|       |-169.2 |    |     

G4MP2      |-193.0 |     |     | 1.146|       |-166.7 |    |     

M062X/Def2T|-197.4 |     |     | 1.030|       |-173.7 |    |     

B3/6-311++G|-157.2 |     |     | 1.258|       |-128.3 |    |     

++++++++++++++++++++++++++++++++

pF-C6H4CH(SO2CF3)-

C8H5F4O2S  mw:240.995 Anion CAS: A-2408-04-0 fg:72 cnt:8521

DacidS=21.5/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 326.1/2.0 IMRE p:9

DacidH(AH)= 332.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfphxtf.zaf]

G3MP2B3    |-279.4 |334.9|328.6| 3.167|-247.1 |-206.4 |21.0|92.9 

G3MP2B3+   |-279.0 |335.0|328.6| 3.164|-246.7 |-206.0 |21.5|92.8 

G4MP2      |-279.8 |334.7|328.3|      |-247.4 |       |21.5|     

M062X/Def2T|-282.2 |332.8|326.0| 3.037|-250.3 |-212.2 |22.5|90.2 

B3/6-311++G|-194.2 |333.4|326.6| 2.991|-160.3 |-125.2 |22.7|87.2 

++++++++++++++++++++++++++++++++

mF-C6H4CH(SO2CF3)-

C8H5F4O2S  mw:240.995 Anion CAS: A-2408-22-2 fg:72 cnt:8523

DacidS=22.7/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 324.9/2.0 IMRE p:9

DacidH(AH)= 331.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphxtf.zaf]

G3MP2B3    |-281.7 |332.3|325.6| 3.302|-246.8 |-205.5 |22.4|93.4 

G3MP2B3+   |-281.2 |332.4|325.6| 3.298|-246.4 |-205.2 |22.7|93.3 

G4MP2      |-282.0 |332.1|325.3|      |-247.0 |       |22.8|     

M062X/Def2T|-284.6 |329.9|323.2| 3.187|-249.9 |-211.1 |22.5|90.9 

B3/6-311++G|-196.2 |331.0|324.4| 3.123|-159.9 |-124.2 |22.2|87.8 

++++++++++++++++++++++++++++++++

pSO(CF3)(=NSO2CF3)-anilide-

C8H5F6N2O3S2  mw:354.965 Anion CAS: A-109139-25-5 fg:47 cnt:2933 BDE(A-H)= 93.7/2.0 Est2 93BOR/ZHA 

DacidS=25.1/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 313.4/2.0 IMRE p:7

DacidH(AH)= 320.9/2.2 G+TS EA(ev)= 3.747

----

92KOP/TAF    Datum: DacidG= 313.5/2.0 IMRE p:6

DacidH(AH)= 321.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptfntfan.zaf]

G3MP2B3    |-375.5 |329.3|322.1| 3.691|-337.6 |-290.4 |24.3|99.4 

G3MP2B3+   |-375.1 |329.3|321.9|      |-337.2 |       |25.1|     

G4MP2      |-377.0 |329.1|321.7|      |-338.9 |       |24.8|     

M062X/Def2T|-376.8 |329.6|322.2| 3.580|-341.8 |-294.3 |24.9|99.6 

B3/6-311++G|-234.4 |329.8|322.4| 3.473|-197.0 |-154.3 |25.1|94.7 

++++++++++++++++++++++++++++++++

CpMo(CO)3-

C8H5MoO3  mw:246.930 Anion CAS: Z-12126-18-0 fg:22 cnt:10833

----

13VAN/HOU    Datum: EA=2.63(2) eV LPES p:8

Vertical Detachment Energy:2.90(2) eV.

++++++++++++++++++++++++++++++++

mCHO-benzonitrile-.

C8H5NO  mw:131.038 Anion CAS: Z-103776-57-4 fg:108 cnt:1643

HOF(A.)=  23.6/1.0 GpAd 93SP     | | S(A.)=94.3/1.0  93SP

----

86CHO/KEB    Datum: EA=1.01(9) eV IMRE [23.2(20) kcal] | HOF(A-)=0.4/2.2 R-EA p:9

.DELTA.eaG(423 K) = -23.3 kcal/mol; .DELTA.eaS(estimated) = 0. eu.

----

93MIS/HUH    Datum: EA=0.967(87) eV [22.3(20) kcal] p:8

.DELTA.eaG(343 K)=-22.9 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mchophcn.zzf]

CBS-QB3    |1.0    |     |     | 1.050|       |25.1   |    |     

G3MP2B3    |-1.0   |     |     | 0.997|       |21.9   |    |     

G3MP2B3+   |-1.1   |     |     | 0.993|       |21.7   |    |     

G4MP2      |-3.0   |     |     | 1.146|       |23.3   |    |     

M062X/Def2T|-3.0   |     |     | 1.076|       |21.7   |    |     

B3/6-311++G|19.9   |     |     | 1.286|       |49.4   |    |     

++++++++++++++++++++++++++++++++

pCHO-benzonitrile-.

C8H5NO  mw:131.038 Anion CAS: Z-34512-34-0 fg:108 cnt:1644

HOF(A.)=  23.6/1.0 GpAd 93SP     | | S(A.)=93.0/1.0  93SP

----

86CHO/KEB    Datum: EA=1.22(9) eV IMRE [28.1(20) kcal] | HOF(A-)=-4.5/2.2 R-EA p:8

.DELTA.eaG(423 K) = -28.1 kcal/mol; .DELTA.eaS(estimated) = 0. eu.

----

93MIS/HUH    Datum: EA=1.17(9) eV IMRE [26.9(20) kcal] p:7

.DELTA.eaG(343 K)=-27.8 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pchobn.zzf]

CBS-QB3    |-4.0   |     |     | 1.257|       |24.9   |    |     

G3MP2B3    |-6.3   |     |     | 1.226|       |22.0   |    |     

G3MP2B3+   |-6.5   |     |     | 1.231|       |21.8   |    |     

G4MP2      |-8.0   |     |     | 1.363|       |23.4   |    |     

M062X/Def2T|-9.0   |     |     | 1.337|       |21.8   |    |     

B3/6-311++G|14.4   |     |     | 1.523|       |49.5   |    |     

++++++++++++++++++++++++++++++++

PhCOCN-.

C8H5NO  mw:131.038 Anion CAS: Z-919201-55-1 fg:110 cnt:4512

HOF(A.)=  28.1/1.0  94PED/       |

----

99HUH/KAN    Datum: EA=1.13(9) eV IMRE [26.0(20) kcal] | HOF(A-)=2.1/2.2 R-EA p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcocn.zzf]

CBS-QB3    |-2.1   |     |     | 1.350|       |29.1   |    |     

G3MP2B3    |-3.6   |     |     | 1.256|       |25.4   |    |     

G3MP2B3+   |-3.6   |     |     | 1.253|       |25.3   |    |     

G4MP2      |-5.5   |     |     | 1.408|       |26.9   |    |     

M062X/Def2T|-7.0   |     |     | 1.407|       |25.5   |    |     

B3/6-311++G|17.2   |     |     | 1.581|       |53.6   |    |     

++++++++++++++++++++++++++++++++

phthalimide-.

C8H5NO2  mw:147.033 Anion CAS: Z-34539-15-6 fg:102 cnt:2416

HOF(A.)= -57.7/3.0 Est3          |

----

89PAU/KEB    Datum: EA=1.01(9) eV IMRE [23.4(20) kcal] | HOF(A-)=-81.1/3.6 R-EA p:9

.DELTA.eaG(423 K) = -25.4/1 kcal/mol, .DELTA.S(estimated) = -3/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phthalim.zzf]

CBS-QB3    |-76.5  |     |     | 1.041|       |-52.6  |    |     

G3MP2B3    |-75.8  |     |     | 1.000|       |-52.9  |    |     

G3MP2B3+   |-75.9  |     |     | 0.998|       |-53.0  |    |     

G4MP2      |-78.5  |     |     | 1.182|       |-51.4  |    |     

M062X/Def2T|-79.7  |     |     | 1.025|       |-56.2  |    |     

B3/6-311++G|-50.6  |     |     | 1.202|       |-23.0  |    |     

++++++++++++++++++++++++++++++++

(CO2)3..pyridine-.

C8H5NO6  mw:211.012 fg:305 cnt:5184

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

00HAN/CHU    Datum: EA=1.75(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

pNO2-C6H4CHCN-

C8H5N2O2  mw:161.036 Anion CAS: Z-48129-94-8 fg:74 cnt:770

HOF(AH)=  40.8/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat | 

----

81FUJ/MCI #  Datum: DacidG= 322.7/2.0 IMRE | HOF(A-)=4.4/2.4 Acid p:9

DacidH(AH)= 329.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pniphxcn.zaf]

CBS-QB3    |6.2    |330.3|324.0|      |41.6   |       |21.1|     

G3MP2B3    |4.8    |331.0|324.7| 3.063|41.0   |75.5   |21.1|86.6 

G3MP2B3+   |4.5    |330.9|324.5| 3.068|40.8   |75.4   |21.6|86.7 

G4MP2      |5.9    |331.1|324.8| 2.885|41.9   |72.5   |21.0|82.7 

M062X/Def2T|2.1    |325.6|318.5| 3.036|41.2   |72.2   |23.5|83.1 

B3/6-311++G|27.9   |321.9|315.6| 3.081|73.3   |99.1   |21.3|77.9 

++++++++++++++++++++++++++++++++

mNO2-C6H4CHCN-

C8H5N2O2  mw:161.036 Anion CAS: Z-64764-43-8 fg:74 cnt:769

HOF(AH)=  40.8/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat | 

----

87TAF/TOP    Datum: DacidG= 330.9/2.0 IMRE | HOF(A-)=12.6/2.3 Acid p:9

DacidH(AH)= 337.5/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mniphxcn.zaf]

CBS-QB3    |14.0   |338.2|331.7| 2.566|41.5   |73.2   |22.0|83.8 

G3MP2B3    |12.4   |338.7|332.3| 2.750|40.9   |75.8   |21.4|87.0 

G3MP2B3+   |12.1   |338.6|332.3| 2.757|40.7   |75.7   |21.3|87.1 

G4MP2      |13.4   |338.6|332.5| 2.580|41.9   |72.9   |20.7|83.0 

M062X/Def2T|11.1   |334.4|327.4| 2.678|41.4   |72.8   |23.5|83.5 

B3/6-311++G|38.9   |332.8|326.2| 2.640|73.4   |99.7   |22.0|78.5 

++++++++++++++++++++++++++++++++

cystosine..Pt(CN)4=

C8H5N7OPt  mw:410.021

Core ion CAS: Z-15004-88-3 Solvent: 71-30-7 fg:24 cnt:9591

HOF(solv)= -14.2/2.4 neut 80SAB/   

----

15SEN/HOU    Datum: EA=2.42(3) eV LPES p:8

Vertical Detachment Energy:2.46(1) eV.

++++++++++++++++++++++++++++++++

benzocyclobutenone enolate-

C8H5O  mw:117.035 Anion CAS: Z-254876-82-9 fg:63 cnt:4733 BDE(A-H)= 90.0/3.2 D-EA           

DacidS=25.7/2.0 Stat | 

----

99BRO/KAS    Datum: EA=1.9(1) eV IMRB p:8

----

99BRO/KAS    Datum: DacidG= 352.1/2.1 IMRE p:8

DacidH(AH)= 359.8/2.2 G+TS

Correction to direction of .DELTA.acidG reported in literature: Kass, private communication.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcbuone.zaf]

CBS-QB3    |17.8   |362.4|354.7| 1.844|21.2   |60.2   |25.8|91.2 

G3MP2B3    |12.9   |361.6|353.9| 2.015|18.5   |59.3   |25.8|92.9 

G3MP2B3+   |12.7   |361.5|353.8| 2.023|18.4   |59.3   |26.0|93.0 

G4MP2      |13.7   |361.4|353.6| 1.906|19.5   |57.5   |26.1|90.2 

M062X/Def2T|14.3   |360.9|353.2| 1.843|18.1   |56.8   |25.7|90.7 

B3/6-311++G|39.2   |360.7|353.0| 1.816|45.7   |81.0   |26.0|87.4 

++++++++++++++++++++++++++++++++

pCHO-benzoate-

C8H5O3  mw:149.024 Anion CAS: Z-58325-13-6 fg:35 cnt:1309

HOF(A.)= -42.8/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -100.2/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=100.5/2.2 Acid |  S(AH)=103.0/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 325.8/2.0 IMRE | HOF(A-)=-133.1/2.3 Acid p:8

DacidH(AH)= 332.8/2.1 G+TS EA(ev)= 3.915

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pchoba.zaf]

CBS-QB3    |-133.3 |332.4|324.8|      |-99.9  |       |25.4|     

G3MP2B3    |-134.4 |333.2|326.1| 3.984|-100.4 |-42.4  |24.0|110.1

G3MP2B3+   |-134.6 |333.2|325.4| 3.986|-100.6 |-42.6  |26.0|110.1

G4MP2      |-132.8 |333.1|325.6| 3.834|-98.7  |-44.2  |25.4|106.6

M062X/Def2T|-134.2 |332.9|325.3| 4.053|-102.4 |-40.6  |25.5|113.9

B3/6-311++G|-103.5 |330.6|322.9| 3.877|-66.9  |-14.1  |26.0|104.9

++++++++++++++++++++++++++++++++

CO..Cp(CO)2V-

C8H5O3V  mw:199.968 Anion CAS: Z-223448-83-7 fg:22 cnt:4877

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

99SUN/SQU    Datum: DaffH= 42.1/3.3 CIDT | HOF(A-)=-82.2/3.4 AfIN p:8

++++++++++++++++++++++++++++++++

CpW(CO)3-

C8H5O3W  mw:332.975 Anion CAS: Z-12126-17-9 fg:22 cnt:10834

----

13VAN/HOU    Datum: EA=2.62(1) eV LPES p:8

Vertical Detachment Energy:2.1(2) eV.

++++++++++++++++++++++++++++++++

oCO2H-benzoate- | phthlate-

C8H5O4  mw:165.019 Anion CAS: Z-17234-12-7 fg:35 cnt:11440

----

21MAR/NOB    Datum: EA=4.67(5) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ophth.zaf]

G3MP2B3    |-208.0 |310.2|302.1| 4.718|-151.0 |-98.9  |27.0|104.2

G3MP2B3+   |-190.0 |328.5|320.4| 3.933|-151.3 |-99.2  |27.2|104.2

M062X/Def2T|-189.6 |328.9|320.9| 3.963|-153.8 |-98.0  |26.9|107.9

B3/6-311++G|-151.2 |326.6|318.5| 3.728|-110.6 |-65.2  |27.2|97.5 

++++++++++++++++++++++++++++++++

cubene-.

C8H6  mw:102.048 Anion CAS: Z-156556-61-5 fg:102 cnt:3594 BDE(A-H)= 90.0/3.7 D-EA           

HOF(AH)= 198.6/4.1 d+ah          |

DacidS=26.8/2.0 Stat | 

----

94STA/ING    Datum: DacidG= 384.0/5.0 IMRB | HOF(A-)=224.9/6.5 Acid p:8

DacidH(AH)= 392.0/5.0 G+TS

Near water; between Me2NH, PhF.

----

94STA/ING    Datum: EA=0.499(87) eV [11.5(20) kcal] p:6

Between CS2, MeNO2. Likely an open distonic structure, per composite computational methods(18BAR/).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cubene.zzf]

CBS-QB3    |224.5  |389.4|381.6|-0.085|200.8  |222.4  |25.9|73.7 

G3MP2B3    |221.7  |391.3|383.6|-0.147|197.5  |218.2  |26.0|72.8 

G3MP2B3+   |221.3  |391.3|383.5|-0.145|197.2  |217.9  |26.1|72.8 

G4MP2      |217.0  |390.7|382.9|-0.042|193.5  |216.0  |26.1|74.6 

M062X/Def2T|225.0  |392.5|384.8|-0.224|197.2  |219.8  |26.0|74.7 

B3/6-311++G|254.4  |391.4|383.6| 0.064|230.3  |255.8  |26.1|77.6 

++++++++++++++++++++++++++++++++

cyclooctatrienyne-.

C8H6  mw:102.048 Anion CAS: Z-52008-66-9 fg:102 cnt:4300 BDE(A-H)= 68.6/6.1 D-EA           

HOF(AH)= 112.9/3.0 d+ah          |

DacidS=26.8/3.0 Calc | 

----

97WEN/LIN    Datum: EA=1.044(8) eV LPES p:8

Triplet 0.708(6) eV higher.

----

97KAT/LEE    Datum: DacidG= 350.1/6.0 IMRB | HOF(A-)=105.3/6.8 Acid p:8

DacidH(AH)= 358.1/6.1 G+TS

Between tBuSH, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [co3e1y.zzf]

CBS-QB3    |111.4  |358.1|350.2| 1.105|119.0  |136.9  |26.5|69.9 

G3MP2B3    |104.2  |351.3|343.3| 1.138|120.1  |130.4  |26.9|62.4 

G3MP2B3+   |104.1  |351.2|343.2| 1.126|120.1  |130.1  |26.8|62.1 

G4MP2      |102.3  |351.5|343.5| 1.255|118.0  |131.2  |26.8|65.3 

M062X/Def2T|106.0  |354.3|346.6| 1.213|116.3  |133.9  |25.9|69.7 

B3/6-311++G|126.2  |358.1|350.2| 1.351|135.3  |157.3  |26.8|74.1 

++++++++++++++++++++++++++++++++

benzocyclobutadiene-.

C8H6  mw:102.048 Anion CAS: Z-34527-68-9 fg:103 cnt:5079

HOF(A.)=  97.0/4.0  00BRO/KAS    | BDE(A-H)= 61.8/4.2 D-EA           

DacidS=25.0/3.0 Stat | 

----

00BRO/KAS    Datum: EA=0.32(5) eV IMRB | HOF(A-)=89.6/4.2 R-EA p:8

Between phenanthrene, acetophenone.

----

00BRO/KAS    Datum: DacidH(AH)= 368.0/4.0 IMRB p:7

DacidG(AH)= 360.6/4.1 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcbd.zzf]

CBS-QB3    |95.9   |     |     | 0.228|       |100.8  |    |     

G3MP2B3    |88.6   |366.1|358.1| 0.328|89.7   |95.7   |27.0|58.2 

G3MP2B3+   |89.8   |     |     | 0.263|       |95.5   |    |     

G4MP2      |86.9   |     |     | 0.417|       |95.9   |    |     

M062X/Def2T|91.9   |     |     | 0.229|       |96.8   |    |     

B3/6-311++G|113.4  |     |     | 0.400|       |122.3  |    |     

++++++++++++++++++++++++++++++++

CH2=C(C6H4-mCl)O-

C8H6ClO  mw:153.011 Anion CAS: Z-704863-82-1 fg:64 cnt:1190

HOF(A.)=  15.9/2.2 D+AH          | BDE(A-H)= 96.0/2.0 Est2 01BOU/CHA 

HOF(AH)= -28.0/1.0 GpAd 93SP     |

DacidS=22.8/1.0 Stat |  S(A-)=94.7/1.4 Acid |  S(AH)=97.9/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 350.4/2.0 IMRE | HOF(A-)=-36.5/2.3 Acid p:9

DacidH(AH)= 357.2/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphcoj.zaf]

CBS-QB3    |-36.4  |357.6|350.0| 2.310|-28.3  |16.9   |25.8|97.3 

G3MP2B3    |-38.8  |357.5|349.0| 2.504|-29.2  |18.9   |28.5|100.2

G3MP2B3+   |-39.0  |357.5|349.7| 2.357|-29.3  |15.4   |26.2|96.8 

G4MP2      |-38.0  |357.6|349.7|      |-28.4  |       |26.5|     

M062X/Def2T|-37.5  |357.7|350.3| 2.192|-30.5  |13.1   |24.7|95.8 

B3/6-311++G|-7.1   |356.3|348.7| 2.336|3.9    |45.2   |25.5|93.4 

++++++++++++++++++++++++++++++++

mCH2Cl-benzoate-

C8H6ClO2  mw:169.006 Anion CAS: Z-861198-21-2 fg:35 cnt:3027

HOF(A.)= -29.4/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -86.8/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat | 

----

94DEC/EXN2   Datum: DacidG= 329.8/2.0 IMRE | HOF(A-)=-115.7/2.3 Acid p:9

DacidH(AH)= 336.8/2.1 G+TS EA(ev)= 3.742

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mjclba.zaf]

CBS-QB3    |-115.3 |335.9|328.3|      |-85.5  |       |25.6|     

G3MP2B3    |-115.5 |336.9|329.9| 3.809|-85.3  |-27.6  |23.8|109.8

G3MP2B3+   |-115.7 |336.9|329.2| 3.813|-85.4  |-27.8  |25.6|109.8

G4MP2      |-114.6 |336.9|329.4| 3.651|-84.3  |-30.4  |25.1|106.0

M062X/Def2T|-115.2 |336.9|329.4| 3.856|-87.5  |-26.2  |25.3|113.4

B3/6-311++G|-81.6  |334.7|327.1| 3.681|-49.0  |3.4    |25.5|104.5

++++++++++++++++++++++++++++++++

pCH2Cl-benzoate-

C8H6ClO2  mw:169.006 Anion CAS: Z-176224-77-4 fg:35 cnt:3028

HOF(A.)= -29.4/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -86.8/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat | 

----

94DEC/EXN2   Datum: DacidG= 329.3/2.0 IMRE | HOF(A-)=-116.2/2.3 Acid p:9

DacidH(AH)= 336.3/2.1 G+TS EA(ev)= 3.764

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pjclba.zaf]

CBS-QB3    |-115.2 |336.1|328.6|      |-85.5  |       |25.2|     

G3MP2B3    |-115.3 |337.1|330.1| 3.800|-85.2  |-27.6  |23.7|109.7

G3MP2B3+   |-115.5 |337.0|329.4| 3.804|-85.3  |-27.7  |25.4|109.7

G4MP2      |-114.3 |337.1|329.6| 3.639|-84.3  |-30.4  |25.0|106.0

M062X/Def2T|-115.3 |337.0|329.5| 3.853|-87.6  |-26.3  |25.2|113.4

B3/6-311++G|-81.7  |334.7|327.1| 3.681|-49.1  |3.3    |25.5|104.4

++++++++++++++++++++++++++++++++

2,5-diCl-3,6-diMe-p-benzoquinone-.

C8H6Cl2O2  mw:203.975 Anion CAS: Z-204583-12-0 fg:113 cnt:1123

HOF(A.)= -55.0/4.0 Est1          |

----

85FUK/MCI    Datum: EA=2.23(5) eV IMRE [51.4(11) kcal] | HOF(A-)=-106.4/4.2 R-EA p:9

.DELTA.eaG(355 K) = -50.2 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2cl2pbq.zzf]

CBS-QB3    |-118.3 |     |     | 2.361|       |-63.8  |    |     

G3MP2B3    |-115.0 |     |     | 2.263|       |-62.7  |    |     

G3MP2B3+   |-115.4 |     |     | 2.267|       |-63.0  |    |     

G4MP2      |-118.0 |     |     | 2.457|       |-61.3  |    |     

M062X/Def2T|-117.7 |     |     | 2.385|       |-62.7  |    |     

B3/6-311++G|-75.2  |     |     | 2.528|       |-16.8  |    |     

++++++++++++++++++++++++++++++++

methyl 3,5-diCl-benzoate-.

C8H6Cl2O2  mw:203.975 Anion CAS: N-2905-63-7 fg:112 cnt:3443

HOF(A.)= -80.8/1.0 GpAd 93SP     | | S(A.)=115.0/1.0  93SP

----

99HUH/KAN    Datum: EA=0.733(87) eV [16.9(20) kcal] p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=0.750(87) eV [17.3(20) kcal] p:8

.DELTA.eaG(343 K)=-17.9 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2rba.zzf]

CBS-QB3    |-100.7 |     |     | 0.707|       |-84.8  |    |     

G3MP2B3    |-97.2  |     |     | 0.657|       |-82.5  |    |     

G3MP2B3+   |-97.3  |     |     | 0.654|       |-82.5  |    |     

G4MP2      |-100.8 |     |     | 0.867|       |-81.2  |    |     

M062X/Def2T|-102.9 |     |     | 0.708|       |-86.8  |    |     

B3/6-311++G|-59.3  |     |     | 0.891|       |-39.2  |    |     

++++++++++++++++++++++++++++++++

mCF3-C6H4CH2-

C8H6F3  mw:159.043 Anion CAS: Z-72611-60-0 fg:74 cnt:809

HOF(AH)= -148.7/1.0 GpAd 93SP    |

DacidS=24.0/1.0 Stat |  S(A-)=97.6/1.4 Acid |  S(AH)=99.6/1.0 GpAd 93SP

----

83CAL/BAR #  Datum: DacidG= 362.0/2.0 IMRE | HOF(A-)=-145.2/2.3 Acid p:9

DacidH(AH)= 369.2/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqphj.zaf]

CBS-QB3    |-145.4 |373.1|366.6| 1.383|-152.8 |-113.7 |21.9|91.2 

G3MP2B3    |-148.1 |371.7|365.2| 1.583|-152.6 |-111.8 |21.9|93.0 

G3MP2B3+   |-148.2 |371.7|365.0| 1.590|-152.7 |-111.7 |22.5|93.1 

G4MP2      |-146.5 |371.6|365.0| 1.406|-150.9 |-114.3 |21.9|88.7 

M062X/Def2T|-150.2 |370.7|363.5| 1.409|-156.2 |-117.8 |24.2|90.5 

B3/6-311++G|-111.9 |369.9|363.6| 1.419|-114.4 |-79.3  |21.2|87.3 

++++++++++++++++++++++++++++++++

pCF3-C6H4CH2-

C8H6F3  mw:159.043 Anion CAS: Z-72611-65-5 fg:74 cnt:810

HOF(AH)= -148.7/1.0 GpAd 93SP    |

DacidS=24.0/1.0 Stat |  S(A-)=96.2/1.4 Acid |  S(AH)=98.2/1.0 GpAd 93SP

----

83CAL/BAR #  Datum: DacidG= 359.8/2.0 IMRE | HOF(A-)=-147.4/2.3 Acid p:9

DacidH(AH)= 367.0/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqphj.zaf]

CBS-QB3    |-149.9 |368.7|362.4| 1.560|-152.8 |-114.0 |21.1|90.9 

G3MP2B3    |-152.3 |367.6|361.0| 1.752|-152.7 |-112.1 |22.1|92.8 

G3MP2B3+   |-152.4 |367.6|361.2| 1.758|-152.8 |-112.0 |21.3|92.9 

G4MP2      |-150.6 |367.6|361.3| 1.571|-151.0 |-114.5 |20.9|88.6 

M062X/Def2T|-155.0 |366.1|358.9| 1.604|-156.3 |-118.1 |23.8|90.3 

B3/6-311++G|-117.8 |364.2|357.9| 1.655|-114.7 |-79.8  |21.1|87.1 

++++++++++++++++++++++++++++++++

pCF3-C6H4CH2O-

C8H6F3O  mw:175.038 Anion CAS: Z-497914-60-0 fg:32 cnt:6587

HOF(A.)= -132.0/2.2 D+AH         | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -184.4/1.0 GpAd 93SP    |

DacidS=22.0/2.0 Stat |  S(A-)=104.9/2.8 Acid |  S(AH)=108.9/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 354.7/2.0 IMRE | HOF(A-)=-188.8/2.3 Acid p:9

DacidH(AH)= 361.3/2.1 G+TS EA(ev)= 2.465

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqbzo.zaf]

CBS-QB3    |-189.9 |364.0|356.8|      |-188.1 |       |24.1|     

G3MP2B3    |-192.6 |361.8|355.5| 2.507|-187.1 |-134.5 |21.1|104.7

G3MP2B3+   |-192.9 |361.5|354.9| 2.521|-187.2 |-134.6 |22.1|104.7

G4MP2      |-190.6 |361.6|355.4|      |-185.0 |       |21.0|     

M062X/Def2T|-194.2 |361.8|355.2|      |-191.3 |       |22.2|     

M062X/Def2T|-189.5 |366.4|358.1| 2.126|-191.2 |-140.5 |27.8|102.8

B3/6-311++G|-154.4 |357.3|350.6| 2.458|-144.4 |-97.6  |22.3|98.9 

++++++++++++++++++++++++++++++++

mCF3-C6H4CH2O-

C8H6F3O  mw:175.038 Anion CAS: Z-907564-06-1 fg:32 cnt:6588

HOF(A.)= -132.0/2.2 D+AH         | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -184.4/1.0 GpAd 93SP    |

DacidS=22.0/2.0 Stat |  S(A-)=106.3/2.8 Acid |  S(AH)=110.3/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 355.3/2.0 IMRE | HOF(A-)=-188.2/2.3 Acid p:9

DacidH(AH)= 361.9/2.1 G+TS EA(ev)= 2.439

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqbzo.zaf]

CBS-QB3    |-192.9 |361.0|354.8|      |-188.1 |       |20.7|     

G3MP2B3    |-192.2 |362.1|355.5| 2.491|-187.1 |-134.6 |22.0|104.6

G3MP2B3+   |-192.5 |361.8|355.2| 2.503|-187.2 |-134.6 |22.1|104.6

G4MP2      |-190.3 |361.9|355.5|      |-185.0 |       |21.5|     

M062X/Def2T|-193.6 |362.3|356.0|      |-191.2 |       |21.3|     

M062X/Def2T|-193.5 |362.4|356.4| 2.310|-191.2 |-140.1 |20.0|103.2

B3/6-311++G|-153.8 |357.8|351.1| 2.430|-144.3 |-97.6  |22.4|98.8 

++++++++++++++++++++++++++++++++

pSO2CF3-C6H4CH2-

C8H6F3O2S  mw:223.005 Anion CAS: A-383-10-8 fg:74 cnt:819

DacidS=22.4/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 340.7/2.0 IMRE p:9

DacidH(AH)= 347.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptfphj.zaf]

CBS-QB3    |-224.2 |348.8|342.7|      |-207.2 |       |20.5|     

G3MP2B3    |-221.5 |348.1|341.4| 2.591|-202.4 |-161.7 |22.6|92.8 

G3MP2B3+   |-221.3 |348.3|342.1| 2.593|-202.4 |-161.5 |20.9|92.9 

G4MP2      |-222.4 |348.1|342.5| 2.340|-203.3 |-168.4 |18.8|87.0 

M062X/Def2T|-221.1 |346.5|340.5| 2.425|-203.0 |-165.2 |20.4|89.9 

B3/6-311++G|-137.7 |347.1|341.3| 2.398|-117.6 |-82.5  |19.6|87.2 

++++++++++++++++++++++++++++++++

CF3SO2CH(Ph)-

C8H6F3O2S  mw:223.005 Anion CAS: Z-213542-81-5 fg:72 cnt:2686

DacidS=21.8/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 328.1/2.0 IMRE p:9

DacidH(AH)= 334.6/2.2 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

91TAF/       Datum: DacidG= 298.9/2.0 IMRE p:4

DacidH(AH)= 305.4/2.2 G+TS

Probably wrong: in 94KOP/TAF, (CF3SO2)2CHPh is 301 kcal/mol; CF3SO2NHPh is 313.5. Composite computational methods(18BAR/) indicate .DELTA.acidG ca. 330 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phxtf.zaf]

G3MP2B3    |-231.1 |336.5|330.1| 3.098|-200.4 |-159.6 |21.3|92.9 

G3MP2B3+   |-230.7 |336.6|330.1| 3.094|-200.1 |-159.3 |21.7|92.8 

G4MP2      |-232.3 |336.3|329.9| 2.852|-201.4 |-166.5 |21.5|87.1 

M062X/Def2T|-232.1 |334.1|327.2| 2.980|-201.5 |-163.4 |22.9|90.3 

B3/6-311++G|-148.3 |335.6|328.9| 2.904|-116.6 |-81.3  |22.4|87.4 

++++++++++++++++++++++++++++++++

PhOH..CF3CO2-

C8H6F3O3  mw:207.027

Core ion CAS: Z-14477-72-6 Solvent: 108-95-2 fg:238 cnt:8725

HOF(solv)= -23.0/0.2 neut 94PED/   

----

14WAN/KAS    Datum: EA=<4.20(10) eV LPES p:8

Vertical Detachment Energy:5.1(1) eV. electron affinity(complex) < electron affinity(free ion), likely due to hydrogen atom transfer in the neutral photodetached product.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [qco2hoph.zcf]

G3MP2B3    |-334.4 | 22.9| 12.6| 34.4|-23.3  |-288.2 | 3.938

M062X/Def2T|-339.4 | 23.6| 14.0| 32.2|-24.8  |-290.9 | 3.838

B3/6-311++G|-292.0 | 20.4| 10.8| 32.2|-3.0   |-268.5 | 3.784

++++++++++++++++++++++++++++++++

MeSOMe..fluoranil-.

C8H6F4O3S  mw:257.998

Core ion CAS: Z-42439-31-6 Solvent: 67-68-5 fg:313 cnt:1980

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.5/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmf4pbq.zcf]

G3MP2B3    |-304.6 | 12.6|  3.5| 30.8|-34.4  |-257.6 

G4MP2      |-308.7 | 14.2|  4.6| 32.2|-36.3  |-258.2 

M062X/Def2T|-310.8 | 12.1|  3.8| 27.8|-32.6  |-266.2 

B3/6-311++G|-248.6 | 10.7|  3.8| 23.3|-8.2   |-229.6 

++++++++++++++++++++++++++++++++

indolide-

C8H6N  mw:116.051 Anion CAS: Z-22374-73-8 fg:51 cnt:1250

HOF(A.)=  76.5/0.3 D+AH          | BDE(A-H)= 91.2/0.2  06NIX/DEV     

HOF(AH)=  37.4/0.3  94PED/       |

DacidS=24.6/2.0 Stat | 

----

23YUA/LIU    Datum: EA=2.4311(4) eV LPES p:9

There is a dipole-bound state 6 cm-1 below the detachment threshold.

----

18NEL/OLI    Datum: EA=2.4315(17) eV SEVI p:9

DacidH(AH)= 348.7/0.6 D-EA

----

88TAF/BOR    Datum: DacidG= 341.9/2.0 IMRE | HOF(A-)=20.9/2.1 Acid p:9

DacidH(AH)= 349.2/2.1 G+TS

----

20NOB/MAR    Datum: EA=2.417(1) eV LPD  p:8

----

10MCK/SAN    Datum: EA=2.31(15) eV LPES p:8

----

88MEO/LIE    Datum: DacidH(AH)= 351.9/2.5 TDEq p:8

DacidG(AH)= 344.1/2.0 TDEq

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [indole.zaf]

CBS-QB3    |23.5   |349.0|341.6| 2.493|40.2   |81.0   |25.1|92.9 

G3MP2B3    |19.6   |349.1|341.8| 2.586|37.7   |79.3   |24.8|93.7 

G3MP2B3+   |19.5   |349.1|341.7| 2.589|37.5   |79.2   |25.0|93.8 

G4MP2      |19.6   |349.1|341.6| 2.493|37.7   |77.1   |25.0|91.5 

M062X/Def2T|20.4   |350.2|342.7| 2.467|34.9   |77.3   |25.2|94.5 

B3/6-311++G|45.4   |350.2|342.8| 2.369|62.5   |100.1  |24.9|89.7 

++++++++++++++++++++++++++++++++

PhCHCN-

C8H6N  mw:116.051 Anion CAS: Z-18802-89-6 fg:74 cnt:760

HOF(A.)=  74.3/1.0 D+AH          | BDE(A-H)= 81.9/0.3 SDEA 91BOR/CHE2

HOF(AH)=  44.5/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=84.8/3.2 Acid |  S(AH)=88.8/1.0 GpAd 93SP

----

14DIX/KHU2   Datum: EA=1.90(1) eV PVMI p:9

DacidH(AH)= 351.7/0.8 D-EA

----

81FUJ/MCI #  Datum: DacidG= 344.1/2.0 IMRE | HOF(A-)=29.5/2.4 Acid p:9

DacidH(AH)= 350.7/2.2 G+TS EA(ev)= 1.944

----

78CUM/KEB    Datum: DacidG= 344.9/2.0 IMRE p:8

DacidH(AH)= 351.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phchcn.zaf]

CBS-QB3    |34.6   |351.0|344.7| 1.962|49.3   |79.8   |21.2|82.6 

G3MP2B3    |29.0   |351.1|344.4| 2.145|45.2   |78.5   |22.3|85.4 

G3MP2B3+   |28.8   |351.0|344.8| 2.149|45.0   |78.4   |21.0|85.5 

G4MP2      |29.7   |351.1|344.4| 2.038|45.9   |76.7   |22.5|82.9 

M062X/Def2T|28.0   |347.8|340.6| 2.056|45.0   |75.4   |23.9|82.5 

B3/6-311++G|50.5   |346.5|340.9| 1.993|71.3   |96.4   |18.8|77.3 

++++++++++++++++++++++++++++++++

pCN-C6H4CH2-

C8H6N  mw:116.051 Anion CAS: Z-18802-90-9 fg:74 cnt:793

HOF(AH)=  44.3/1.0 GpAd 93SP     |

DacidS=24.0/1.0 Stat |  S(A-)=83.8/1.4 Acid |  S(AH)=85.8/1.0 GpAd 93SP

----

84KAH/HEH #  Datum: DacidG= 353.3/2.3 IMRE | HOF(A-)=39.1/2.5 Acid p:9

DacidH(AH)= 360.5/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnphj.zaf]

CBS-QB3    |42.0   |362.4|356.0| 1.788|45.3   |83.1   |21.4|89.9 

G3MP2B3    |35.7   |361.3|354.7| 2.006|41.6   |81.9   |22.3|92.4 

G3MP2B3+   |35.4   |361.2|355.2| 2.018|41.4   |81.8   |20.0|92.5 

G4MP2      |36.6   |361.3|355.0| 1.892|42.4   |80.1   |21.1|89.8 

M062X/Def2T|36.1   |359.1|352.3| 1.877|41.7   |79.3   |22.5|89.7 

B3/6-311++G|58.0   |358.7|353.2| 1.858|66.5   |100.7  |18.4|86.3 

++++++++++++++++++++++++++++++++

mCN-C6H4CH2-

C8H6N  mw:116.051 Anion CAS: Z-72611-58-6 fg:74 cnt:792

HOF(AH)=  44.3/1.0 GpAd 93SP     |

DacidS=24.0/1.0 Stat |  S(A-)=85.2/1.4 Acid |  S(AH)=87.2/1.0 GpAd 93SP

----

83CAL/BAR #  Datum: DacidG= 362.1/2.0 IMRE | HOF(A-)=47.9/2.3 Acid p:9

DacidH(AH)= 369.3/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcnphj.zaf]

CBS-QB3    |48.8   |369.2|363.0| 1.561|45.3   |84.6   |20.8|91.4 

G3MP2B3    |42.3   |367.9|361.2| 1.782|41.6   |83.3   |22.4|93.7 

G3MP2B3+   |42.1   |367.9|361.1| 1.787|41.5   |83.2   |22.8|93.8 

G4MP2      |43.0   |367.7|361.2| 1.669|42.5   |81.4   |21.7|90.9 

M062X/Def2T|44.3   |367.0|360.6| 1.581|42.0   |80.6   |21.2|90.7 

B3/6-311++G|66.3   |366.8|360.2| 1.566|66.8   |102.3  |22.2|87.6 

++++++++++++++++++++++++++++++++

N-Me-pyridinium-3,5-diCO2-

C8H6NO4  mw:180.030 Anion CAS: Z-297175-28-1 fg:37 cnt:5074 BDE(A-H)= 109.5/3.0 Est2          

DacidS=24.6/3.0 Stat | 

----

00WAN/BRO    Datum: EA=4.85(5) eV LPES p:8

DacidH(AH)= 311.3/2.7 D-EA

Vertical Detachment Energy:5.02(5) eV.

----

00BRO/KAS2   Datum: DacidG= 304.3/5.0 IMRB p:7

DacidH(AH)= 311.6/5.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nrpyr35c.zaf]

CBS-QB3    |-168.8 |     |     | 4.900|       |-55.6  |    |     

G3MP2B3    |-167.0 |317.5|310.8| 5.352|-117.3 |-43.3  |22.6|126.1

M062X/Def2T|-168.4 |     |     | 4.948|       |-53.7  |    |     

B3/6-311++G|-132.1 |     |     | 4.436|       |-29.6  |    |     

++++++++++++++++++++++++++++++++

N-Me-pyridinium-2,6-diCO2-

C8H6NO4  mw:180.030 Anion CAS: Z-490041-50-4 fg:37 cnt:7036

----

03WAN/DAC    Datum: EA=5.08(5) eV LPES p:8

Vertical Detachment Energy:5.32(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nrpyr26c.zaf]

CBS-QB3    |-175.8 |     |     | 4.808|       |-64.6  |    |     

G3MP2B3    |-174.7 |     |     | 4.851|       |-62.5  |    |     

G3MP2B3+   |-175.7 |     |     | 4.862|       |-63.5  |    |     

G4MP2      |-172.0 |     |     | 4.615|       |-65.4  |    |     

M062X/Def2T|-175.5 |     |     | 4.884|       |-62.8  |    |     

B3/6-311++G|-138.9 |     |     | 4.665|       |-31.3  |    |     

++++++++++++++++++++++++++++++++

3-aza-5-CO2Me-benzoate-

C8H6NO4  mw:180.030 Anion CAS: Z-53865-12-6 fg:35 cnt:5075

HOF(A.)= -87.2/3.6 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -144.6/2.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat |  S(A-)=117.7/3.6 Acid |  S(AH)=120.2/2.0 GpAd 93SP

----

00WAN/BRO    Datum: EA=4.17(7) eV LPES p:9

DacidH(AH)= 326.9/2.9 D-EA

Vertical Detachment Energy:4.38(6) eV.

----

00BRO/KAS2   Datum: DacidG= 323.2/5.0 IMRB | HOF(A-)=-180.1/5.5 Acid p:7

DacidH(AH)= 330.2/5.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3aza5eba.zaf]

CBS-QB3    |-179.5 |330.7|323.2| 4.058|-144.5 |-85.8  |25.3|110.8

G3MP2B3    |-177.9 |331.8|324.3| 4.062|-142.6 |-84.2  |25.3|110.5

G3MP2B3+   |-178.1 |331.8|324.1| 4.064|-142.7 |-84.3  |25.9|110.5

G4MP2      |-175.7 |331.7|324.2| 3.864|-140.2 |-86.5  |25.3|105.9

M062X/Def2T|-181.0 |331.8|324.2| 4.122|-148.1 |-85.8  |25.4|114.4

B3/6-311++G|-141.8 |329.9|322.2| 3.922|-104.5 |-51.3  |25.9|105.3

++++++++++++++++++++++++++++++++

N-Me-pyridinium-2,4-diCO2-

C8H6NO4  mw:180.030 Anion CAS: Z-490041-48-0 fg:37 cnt:7034

----

03WAN/DAC    Datum: EA=4.83(5) eV LPES p:8

Vertical Detachment Energy:4.98(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nrpyr24c.zaf]

CBS-QB3    |-171.9 |     |     | 4.643|       |-64.6  |    |     

G3MP2B3    |-170.4 |     |     | 4.668|       |-62.5  |    |     

G3MP2B3+   |-171.4 |     |     | 4.675|       |-63.5  |    |     

G4MP2      |-168.3 |     |     | 4.454|       |-65.4  |    |     

M062X/Def2T|-171.8 |     |     | 4.723|       |-62.8  |    |     

B3/6-311++G|-135.7 |     |     | 4.520|       |-31.3  |    |     

++++++++++++++++++++++++++++++++

4-aza-3-CO2Me-benzoate-

C8H6NO4  mw:180.030 Anion CAS: Z-490041-56-0 fg:35 cnt:7042

----

03WAN/DAC    Datum: EA=4.25(5) eV LPES p:8

Vertical Detachment Energy:4.46(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4aza3eba.zaf]

CBS-QB3    |-178.1 |     |     | 4.122|       |-83.0  |    |     

G3MP2B3    |-176.3 |     |     | 4.133|       |-80.9  |    |     

G3MP2B3+   |-176.5 |     |     | 4.135|       |-81.0  |    |     

G4MP2      |-174.0 |     |     | 3.937|       |-83.1  |    |     

M062X/Def2T|-179.2 |     |     | 4.207|       |-82.1  |    |     

B3/6-311++G|-140.3 |     |     | 4.004|       |-47.9  |    |     

++++++++++++++++++++++++++++++++

N-Me-pyridinium-2,5-diCO2-

C8H6NO4  mw:180.030 Anion CAS: Z-490041-49-1 fg:37 cnt:7035

----

03WAN/DAC    Datum: EA=5.02(5) eV LPES p:8

Vertical Detachment Energy:5.23(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nrpyr25c.zaf]

CBS-QB3    |-177.3 |     |     | 4.874|       |-64.6  |    |     

G3MP2B3    |-175.6 |     |     | 4.893|       |-62.5  |    |     

G3MP2B3+   |-176.4 |     |     | 4.888|       |-63.5  |    |     

G4MP2      |-173.3 |     |     | 4.672|       |-65.4  |    |     

M062X/Def2T|-177.3 |     |     | 4.953|       |-62.8  |    |     

B3/6-311++G|-140.3 |     |     | 4.717|       |-31.3  |    |     

++++++++++++++++++++++++++++++++

N-Me-pyridinium-2,3-diCO2-

C8H6NO4  mw:180.030 Anion CAS: Z-490041-47-9 fg:37 cnt:7033

----

03WAN/DAC    Datum: EA=4.25(5) eV LPES p:8

Vertical Detachment Energy:4.50(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nrpyr23c.zaf]

CBS-QB3    |-158.1 |     |     | 4.121|       |-63.3  |    |     

G3MP2B3    |-157.1 |     |     | 4.131|       |-62.1  |    |     

G4MP2      |-155.1 |     |     | 3.933|       |-64.7  |    |     

M062X/Def2T|-155.0 |     |     | 3.947|       |-65.0  |    |     

++++++++++++++++++++++++++++++++

N-CH2CO2-pyridinium-2-CO2-

C8H6NO4  mw:180.030 Anion CAS: Z-490041-51-5 fg:37 cnt:7038

----

03WAN/DAC    Datum: EA=4.75(5) eV LPES p:8

Vertical Detachment Energy:5.03(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2njco2ba.zaf]

CBS-QB3    |-168.2 |     |     | 3.307|       |-90.9  |    |     

G3MP2B3    |-167.2 |     |     | 4.747|       |-57.5  |    |     

G3MP2B3+   |-168.7 |     |     | 4.804|       |-57.8  |    |     

G4MP2      |-164.7 |     |     | 3.148|       |-91.2  |    |     

M062X/Def2T|-167.9 |     |     | 3.171|       |-93.9  |    |     

B3/6-311++G|-132.6 |     |     | 4.361|       |-31.9  |    |     

++++++++++++++++++++++++++++++++

N-CH2CO2-pyridinium-3-CO2-

C8H6NO4  mw:180.030 Anion CAS: Z-490041-53-7 fg:37 cnt:7039

----

03WAN/DAC    Datum: EA=5.14(5) eV LPES p:8

Vertical Detachment Energy:5.40(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3njco2ba.zaf]

CBS-QB3    |-174.3 |     |     | 5.194|       |-54.3  |    |     

G3MP2B3    |-172.7 |     |     | 5.079|       |-55.3  |    |     

G3MP2B3+   |-173.1 |     |     | 5.104|       |-55.2  |    |     

G4MP2      |-170.8 |     |     | 4.850|       |-58.7  |    |     

M062X/Def2T|-174.6 |     |     | 5.005|       |-59.0  |    |     

B3/6-311++G|-138.0 |     |     | 4.647|       |-30.7  |    |     

++++++++++++++++++++++++++++++++

N-CH2CO2-pyridinium-4-CO2-

C8H6NO4  mw:180.030 Anion CAS: Z-490041-54-8 fg:37 cnt:7040

----

03WAN/DAC    Datum: EA=5.12(5) eV LPES p:8

Vertical Detachment Energy:5.57(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4njco2ba.zaf]

CBS-QB3    |-173.6 |     |     | 5.145|       |-54.6  |    |     

G3MP2B3    |-172.1 |313.8|305.8| 5.056|-118.7 |-55.3  |26.9|115.5

G3MP2B3+   |-172.5 |     |     | 5.085|       |-55.1  |    |     

G4MP2      |-170.2 |313.4|305.5| 4.882|-116.4 |-57.3  |26.4|111.2

M062X/Def2T|-174.1 |     |     | 4.988|       |-58.9  |    |     

B3/6-311++G|-137.8 |     |     | 4.604|       |-31.4  |    |     

++++++++++++++++++++++++++++++++

N-Me-pyridinium-3,4-diCO2-

C8H6NO4  mw:180.030 Anion CAS: Z-490041-52-6 fg:37 cnt:7037

----

03WAN/DAC    Datum: EA=4.17(10) eV LPES p:8

Vertical Detachment Energy:4.42(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nrpyr34c.zaf]

CBS-QB3    |-149.1 |     |     | 3.669|       |-64.6  |    |     

G3MP2B3    |-148.3 |     |     | 3.728|       |-62.5  |    |     

G3MP2B3+   |-148.4 |     |     | 3.687|       |-63.5  |    |     

G4MP2      |-146.3 |     |     | 3.520|       |-65.4  |    |     

M062X/Def2T|-147.3 |     |     | 3.676|       |-62.8  |    |     

B3/6-311++G|-114.0 |     |     | 3.592|       |-31.3  |    |     

++++++++++++++++++++++++++++++++

2-aza-3-CO2Me-benzoate-

C8H6NO4  mw:180.030 Anion CAS: Z-490041-55-9 fg:35 cnt:7041

----

03WAN/DAC    Datum: EA=3.85(5) eV LPES p:8

Vertical Detachment Energy:4.10(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2aza3eba.zaf]

CBS-QB3    |-171.7 |     |     | 3.831|       |-82.8  |    |     

G3MP2B3    |-170.0 |     |     | 4.068|       |-75.8  |    |     

G4MP2      |-167.7 |     |     | 3.729|       |-81.2  |    |     

M062X/Def2T|-172.7 |     |     | 3.186|       |-98.4  |    |     

B3/6-311++G|-133.9 |     |     | 3.625|       |-48.0  |    |     

++++++++++++++++++++++++++++++++

quinazoline-.

C8H6N2  mw:130.054 Anion CAS: Z-34528-17-1 fg:105 cnt:2275

HOF(A.)=  58.1/0.7  95RIB/MAT    |

----

89DIL/KEB2   Datum: EA=0.577(87) eV [13.3(20) kcal] | HOF(A-)=44.8/2.1 R-EA p:8

.DELTA.eaG(423 K)= -12.7 kcal/mol; .DELTA.eaS = -1.5,taken as that of anthracene, from 87KEB/CHO. 1,3-diazanaphthalene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [quinaz.zzf]

CBS-QB3    |49.6   |     |     | 0.576|       |62.6   |    |     

G3MP2B3    |47.7   |     |     | 0.563|       |60.5   |    |     

G3MP2B3+   |47.6   |     |     | 0.560|       |60.3   |    |     

G4MP2      |45.2   |     |     | 0.693|       |61.0   |    |     

M062X/Def2T|46.0   |     |     | 0.532|       |58.1   |    |     

B3/6-311++G|68.4   |     |     | 0.702|       |84.3   |    |     

++++++++++++++++++++++++++++++++

quinoxaline-.

C8H6N2  mw:130.054 Anion CAS: Z-34504-55-7 fg:105 cnt:2276

HOF(A.)=  63.0/1.0  81STE/BAR    |

----

89DIL/KEB2   Datum: EA=0.711(87) eV [16.4(20) kcal] | HOF(A-)=46.6/2.2 R-EA p:8

.DELTA.eaG(423 K) =-15.8 kcal/mol; .DELTA.eaS(estimated) =-1.5, taken as that of anthracene. 1,4-diazabenzene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [quinoxal.zzf]

CBS-QB3    |45.8   |     |     | 0.742|       |62.7   |    |     

G3MP2B3    |44.6   |     |     | 0.697|       |60.5   |    |     

G3MP2B3+   |44.4   |     |     | 0.700|       |60.3   |    |     

G4MP2      |41.8   |     |     | 0.844|       |61.1   |    |     

M062X/Def2T|43.3   |     |     | 0.650|       |58.1   |    |     

B3/6-311++G|65.7   |     |     | 0.805|       |84.1   |    |     

++++++++++++++++++++++++++++++++

cinnoline-.

C8H6N2  mw:130.054 Anion CAS: Z-34528-09-1 fg:105 cnt:2277

HOF(A.)=  82.6/3.0 Est3          |

----

89DIL/KEB2   Datum: EA=0.720(87) eV [16.6(20) kcal] | HOF(A-)=66.0/3.6 R-EA p:8

.DELTA.eaG(423 K)= -16.0 kcal/mol; .DELTA.eaS=-1.5, taken as that of anthracene, from 87KEB/CHO. 1,2-diazanaphthalene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cinnolin.zzf]

CBS-QB3    |66.5   |     |     | 0.716|       |82.8   |    |     

G3MP2B3    |64.9   |     |     | 0.691|       |80.6   |    |     

G3MP2B3+   |64.7   |     |     | 0.690|       |80.4   |    |     

G4MP2      |61.8   |     |     | 0.830|       |80.8   |    |     

M062X/Def2T|63.7   |     |     | 0.683|       |79.2   |    |     

B3/6-311++G|85.4   |     |     | 0.846|       |104.7  |    |     

++++++++++++++++++++++++++++++++

pCHO-benzaldehyde-.

C8H6O2  mw:134.037 Anion CAS: Z-51978-27-9 fg:109 cnt:397

HOF(A.)= -37.6/1.0 GpAd 93SP     | | S(A.)=98.8/1.0  93SP

----

99HUH/KAN    Datum: EA=1.28(9) eV IMRE [29.6(20) kcal] | HOF(A-)=-67.2/2.2 R-EA p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

93MIS/HUH    Datum: EA=1.24(9) eV IMRE [28.5(20) kcal] p:8

.DELTA.eaG(343 K)=-29.4 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

81CHE/WEN    Datum: EA=>0.80(20) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

68KUH/LEV    Datum: EA=0.56 eV ECD  p:2

Done at constant temperature, so accuracy uncertain: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.3 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcho2ph.zzf]

CBS-QB3    |-68.3  |     |     | 1.353|       |-37.0  |    |     

G3MP2B3    |-68.8  |     |     | 1.302|       |-38.7  |    |     

G3MP2B3+   |-69.0  |     |     | 1.307|       |-38.8  |    |     

G4MP2      |-71.0  |     |     | 1.454|       |-37.4  |    |     

M062X/Def2T|-71.4  |     |     | 1.396|       |-39.2  |    |     

B3/6-311++G|-47.3  |     |     | 1.621|       |-9.9   |    |     

++++++++++++++++++++++++++++++++

mCHO-benzaldehyde-.

C8H6O2  mw:134.037 Anion CAS: Z-51978-29-1 fg:109 cnt:3430

HOF(A.)= -37.6/1.0 GpAd 93SP     | | S(A.)=100.2/1.0  93SP

----

99HUH/KAN    Datum: EA=1.01(9) eV IMRE [23.3(20) kcal] | HOF(A-)=-60.9/2.2 R-EA p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

93MIS/HUH    Datum: EA=0.971(87) eV [22.4(20) kcal] p:8

.DELTA.eaG(343 K)=-23.0 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcho2ph.zzf]

CBS-QB3    |-60.9  |     |     | 1.035|       |-37.0  |    |     

G3MP2B3    |-62.2  |     |     | 1.007|       |-39.0  |    |     

G3MP2B3+   |-62.2  |     |     | 1.004|       |-39.1  |    |     

G4MP2      |-64.5  |     |     | 1.165|       |-37.6  |    |     

M062X/Def2T|-63.4  |     |     | 1.038|       |-39.5  |    |     

B3/6-311++G|-40.7  |     |     | 1.323|       |-10.2  |    |     

++++++++++++++++++++++++++++++++

H2O..1,4-O2C-C6H4-CO2=

C8H6O5  mw:182.023

Core ion CAS: Z-3198-30-9 Solvent: 7732-18-5 fg:237 cnt:6361

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=1.49(5) eV LPES p:9

DaffH(AH)=  9.0/1.6 dEA

----

05MIN/VRB    Datum: EA=1.49(5) eV LPES p:8

DaffH(AH)=  9.0/1.6 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [terphthw.zcf]

++++++++++++++++++++++++++++++++

H2O..1,3-O2C-C6H4-CO2=

C8H6O5  mw:182.023

Core ion CAS: Z-42966-02-9 Solvent: 7732-18-5 fg:237 cnt:6378

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=0.62(5) eV LPES p:9

++++++++++++++++++++++++++++++++

H2O..1,2-O2C-C6H4-CO2=

C8H6O5  mw:182.023

Core ion CAS: Z-3198-29-6 Solvent: 7732-18-5 fg:237 cnt:10422

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=0.61(5) eV LPES p:8

DaffH(AH)=  9.5/1.6 dEA

++++++++++++++++++++++++++++++++

2,2'-bisthiophene-.

C8H6S2  mw:165.992 Anion CAS: Z-34512-06-6 fg:106 cnt:4974

HOF(A.)=  59.2/0.7  09RIB/SAN    |

----

11SIE/VOG    Datum: EA=0.075(20) eV LPES p:9

Neutral triplet state up 2.32 eV.

----

00SCH/KNO    Datum: EA=0.049(8) eV LPES p:8

----

05MIT/MAT    Datum: EA==0.0(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Higher clusters to n=100 have Vertical Detachment Energy = -2.68+3.05*n(-1/3).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2thiophe.zzf]

CBS-QB3    |53.1   |     |     | 0.147|       |55.9   |    |     

G3MP2B3    |50.9   |     |     | 0.112|       |52.8   |    |     

G3MP2B3+   |50.7   |     |     | 0.108|       |52.6   |    |     

G4MP2      |45.9   |     |     | 0.263|       |51.4   |    |     

M062X/Def2T|53.3   |     |     | 0.076|       |54.4   |    |     

B3/6-311++G|95.1   |     |     | 0.304|       |101.6  |    |     

++++++++++++++++++++++++++++++++

styrenide-

C8H7  mw:103.055 Anion CAS: Z-78427-92-6 fg:86 cnt:1843 BDE(A-H)= 99.3/4.6 D-EA           

HOF(AH)=  35.4/0.3  94PED/       |

DacidS=25.2/3.0 TDEq |  S(A-)=81.7/3.2 Acid |  S(AH)=82.5/1.0 GpAd 93SP

----

17FAT/LIS    Datum: DacidG= 382.3/0.4 IMRE | HOF(A-)=59.5/1.0 Acid p:9

DacidH(AH)= 389.8/1.0 G+TS

----

17FAT/LIS    Datum: EA=1.00(15) eV IMRB p:8

----

88MEO/KAF    Datum: DacidH(AH)= 391.0/2.5 TDEq p:8

DacidG(AH)= 383.4/2.0 TDEq

Acid: styrene. Authors say AM1 calculations indicate ortho deprotonation prefered to alpha; Composite computational methods(18BAR/) indicate alpha preferred by ca. 4 kcal/mol. Anchored to 88MEO scale.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcj.zaf]

CBS-QB3    |63.6   |391.6|384.2| 1.101|37.8   |89.1   |24.6|103.4

G3MP2B3    |57.0   |390.6|383.0| 1.317|33.6   |87.4   |25.3|105.9

G3MP2B3+   |56.4   |390.2|382.6| 1.335|33.4   |87.3   |25.6|105.9

G4MP2      |57.3   |390.3|382.7| 1.233|34.1   |85.7   |25.7|103.7

M062X/Def2T|60.3   |390.6|383.8| 1.041|34.5   |84.4   |22.7|102.0

B3/6-311++G|78.8   |388.7|380.9| 1.076|57.4   |103.7  |26.1|98.4 

++++++++++++++++++++++++++++++++

cubanide-

C8H7  mw:103.055 Anion CAS: Z-96688-77-6 fg:88 cnt:3940

HOF(A.)= 198.6/4.1 D+AH          | BDE(A-H)= 101.0/3.8 D-EA          

HOF(AH)= 148.7/0.9  94PED/       |

DacidS=21.9/1.0 Stat |  S(A-)=71.8/5.1 Acid |  S(AH)=75.9/5.0 GpAd 93SP

----

97HAR/EMR    Datum: EA=0.5(1) eV IMRB p:7

Between CS2, MeNO2.

----

97HAR/EMR    Datum: DacidG= 396.5/3.0 IMRB | HOF(A-)=186.0/3.1 Acid p:7

DacidH(AH)= 403.0/3.0 G+TS

Comparable to ammonia; D exchange with ND3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cubane.zaf]

CBS-QB3    |190.1  |407.1|399.3| 0.469|148.7  |200.8  |26.3|104.2

G3MP2B3    |184.1  |406.3|398.5| 0.585|145.0  |197.5  |26.3|104.6

G3MP2B3+   |183.9  |406.5|398.6| 0.579|144.7  |197.2  |26.3|104.7

G4MP2      |182.7  |405.9|398.1| 0.473|143.9  |193.5  |26.3|101.7

M062X/Def2T|190.8  |410.0|402.2| 0.279|145.5  |197.2  |26.3|103.8

B3/6-311++G|221.4  |408.4|400.6| 0.387|180.3  |230.3  |26.3|102.1

++++++++++++++++++++++++++++++++

cyclooctatetraenide-

C8H7  mw:103.055 Anion CAS: Z-61186-14-9 fg:86 cnt:4301

HOF(A.)= 112.9/3.0 D+AH          | BDE(A-H)= 94.3/2.7 D-EA           

HOF(AH)=  70.7/0.4  94PED/       |

DacidS=26.5/3.0 Calc | 

----

97KAT/LEE    Datum: EA=1.091(8) eV LPES p:9

----

97KAT/LEE    Datum: DacidG= 374.8/2.5 IMRE | HOF(A-)=87.7/2.7 Acid p:7

DacidH(AH)= 382.7/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cotide.zaf]

CBS-QB3    |95.5   |385.9|377.9| 1.028|75.3   |119.0  |26.8|95.9 

G3MP2B3    |87.5   |385.5|377.2| 1.419|69.2   |120.1  |27.9|103.0

G3MP2B3+   |87.4   |385.6|377.6| 1.422|69.0   |120.1  |26.8|103.2

G4MP2      |88.3   |385.6|377.7| 1.291|69.9   |118.0  |26.4|100.2

M062X/Def2T|91.2   |383.9|376.0| 1.094|72.0   |116.3  |26.4|96.5 

B3/6-311++G|110.3  |382.0|374.0| 1.091|95.6   |135.3  |26.9|91.9 

++++++++++++++++++++++++++++++++

dihydropentalenide-

C8H7  mw:103.055 Anion CAS: Z-194047-87-5 fg:77 cnt:4456 BDE(A-H)= 84.9/12.3 D-EA          

DacidS=21.1/3.0 Stat |  S(A-)=70.5/3.2 Acid |  S(AH)=75.4/1.0 Est

----

98KAT/GAR    Datum: EA=1.9(5) eV IMRB p:7

Between NO2, mCF3-nitrobenzene.

----

98KAT/GAR    Datum: DacidG= 348.4/4.2 IMRB | HOF(A-)=41.0/6.6 Acid p:7

DacidH(AH)= 354.7/4.3 G+TS

Acid: bicyclo[3.3.0]octa-1(5),2,6-triene. Between MeSH, tBuSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dihpentl.zaf]

CBS-QB3    |45.5   |351.9|344.2| 1.654|59.4   |83.5   |25.8|76.3 

G3MP2B3    |40.2   |352.8|345.2| 1.737|54.6   |80.2   |25.5|77.7 

G3MP2B3+   |40.0   |352.9|345.2| 1.737|54.4   |80.0   |25.5|77.7 

G4MP2      |39.9   |352.3|344.7| 1.663|54.8   |78.2   |25.5|75.5 

M062X/Def2T|43.6   |350.9|343.3| 1.655|57.3   |81.7   |25.5|76.4 

B3/6-311++G|68.6   |352.6|345.0| 1.567|83.3   |104.7  |25.5|73.5 

++++++++++++++++++++++++++++++++

pCl-C6H4C(Me)=NO-

C8H7ClNO  mw:168.022 Anion CAS: Z-171620-53-4 fg:39 cnt:7873

HOF(AH)=   6.2/2.0 Est3 90STE/CHI|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 341.6/2.2 IMRE | HOF(A-)=-11.1/3.0 Acid p:9

DacidH(AH)= 348.4/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclpcrno.zaf]

CBS-QB3    |-7.2   |350.0|344.5| 2.580|8.6    |52.3   |18.3|95.8 

G3MP2B3    |-8.2   |350.8|344.4| 2.758|8.2    |55.3   |21.2|99.2 

G3MP2B3    |-8.2   |350.7|344.2| 2.758|8.2    |55.3   |22.0|99.2 

G3MP2B3    |-9.0   |350.0|343.5| 3.137|8.2    |63.4   |21.8|107.3

G3MP2B3+   |-8.7   |350.5|343.5| 2.776|8.0    |55.2   |23.4|99.3 

G4MP2      |-8.1   |350.6|344.2|      |8.5    |       |21.6|     

M062X/Def2T|-8.1   |349.2|342.5|      |7.4    |       |22.7|     

B3/6-311++G|20.7   |345.8|339.4| 2.068|42.2   |68.4   |21.5|78.3 

B3/6-311++G|20.7   |345.8|339.4| 2.529|42.2   |79.0   |21.3|88.9 

++++++++++++++++++++++++++++++++

mCl-C6H4C(Me)=NO-

C8H7ClNO  mw:168.022 Anion CAS: N-27828-60-0 fg:39 cnt:7874

HOF(AH)=   6.2/2.0 Est3 90STE/CHI|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 341.4/2.2 IMRE | HOF(A-)=-11.2/3.0 Acid p:9

DacidH(AH)= 348.3/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclpcrno.zaf]

CBS-QB3    |-7.5   |349.6|343.1| 2.168|8.6    |42.6   |21.8|86.0 

G3MP2B3    |-9.0   |350.0|343.4|      |8.2    |       |22.0|     

G3MP2B3    |-8.7   |350.3|343.7|      |8.2    |       |22.1|     

G3MP2B3    |-9.0   |350.0|343.5| 2.789|8.2    |55.3   |21.9|99.2 

G3MP2B3+   |-9.1   |350.0|343.2|      |8.1    |       |22.6|     

G4MP2      |-8.5   |350.1|343.5|      |8.5    |       |22.3|     

M062X/Def2T|-8.7   |348.5|341.6| 1.975|7.5    |36.9   |23.1|81.6 

B3/6-311++G|20.0   |344.9|339.7| 2.101|42.4   |68.5   |17.3|78.1 

B3/6-311++G|20.2   |345.1|339.9| 2.097|42.4   |68.6   |17.1|78.3 

++++++++++++++++++++++++++++++++

MeCN..oCl-nitrobenzene-.

C8H7ClN2O2  mw:198.020

Core ion CAS: Z-34470-27-4 Solvent: 75-05-8 fg:307 cnt:1944

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 6.1/1.6 IMRE | HOF(A-)=0.2/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnoclnb.zcf]

G3MP2B3    |-5.9   | 13.3|  5.2| 24.7|17.4   |-10.1  

M062X/Def2T|-11.3  | 14.1|  8.9| 17.4|18.1   |-15.2  

B3/6-311++G|19.7   | 11.8|  4.6| 24.3|22.0   |9.5    

++++++++++++++++++++++++++++++++

MeCN..mCl-nitrobenzene-.

C8H7ClN2O2  mw:198.020

Core ion CAS: Z-34467-54-4 Solvent: 75-05-8 fg:307 cnt:1945

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 5.7/1.6 IMRE | HOF(A-)=-2.0/1.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnmclnb.zcf]

G3MP2B3    |-15.0  | 12.9|  5.2| 23.6|17.4   |-19.5  

M062X/Def2T|-20.9  | 13.9|  7.5| 21.3|18.1   |-25.1  

B3/6-311++G|9.3    | 11.5|  4.3| 24.2|22.0   |-1.1   

++++++++++++++++++++++++++++++++

MeCN..pCl-nitrobenzene-.

C8H7ClN2O2  mw:198.020

Core ion CAS: Z-34473-09-1 Solvent: 75-05-8 fg:307 cnt:1946

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 5.9/1.6 IMRE | HOF(A-)=-2.0/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnpclnb.zcf]

G3MP2B3    |-14.6  | 13.1|  4.9| 25.2|17.4   |-18.9  

M062X/Def2T|-20.6  | 14.1|  7.8| 21.1|18.1   |-24.6  

B3/6-311++G|9.6    | 11.7|  4.4| 24.4|22.0   |-0.7   

++++++++++++++++++++++++++++++++

mCl-acetophenone-.

C8H7ClO  mw:154.019 Anion CAS: Z-68225-76-3 fg:110 cnt:430

HOF(A.)= -28.0/1.0 GpAd 93SP     | | S(A.)=97.9/1.0  93SP

----

99HUH/KAN    Datum: EA=0.585(87) eV [13.5(20) kcal] | HOF(A-)=-41.5/2.2 R-EA p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=0.616(87) eV [14.2(20) kcal] p:8

.DELTA.eaG(343 K) = -14.5 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

75WEN/KAO    Datum: EA=0.581(30) eV ECD  p:5

----

69STE/WEN    Datum: EA=0.5832(56) eV [13.45(13) kcal] p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphac.zzf]

CBS-QB3    |-41.5  |     |     | 0.580|       |-28.4  |    |     

G3MP2B3    |-41.6  |     |     | 0.547|       |-29.2  |    |     

G3MP2B3+   |-41.7  |     |     | 0.546|       |-29.4  |    |     

G4MP2      |-44.6  |     |     | 0.713|       |-28.4  |    |     

M062X/Def2T|-43.6  |     |     | 0.578|       |-30.5  |    |     

B3/6-311++G|-13.7  |     |     | 0.773|       |3.8    |    |     

++++++++++++++++++++++++++++++++

pCl-acetophenone-.

C8H7ClO  mw:154.019 Anion CAS: Z-68225-77-4 fg:110 cnt:432

HOF(A.)= -28.0/1.0 GpAd 93SP     | | S(A.)=96.5/1.0  93SP

----

99HUH/KAN    Datum: EA=0.551(87) eV [12.7(20) kcal] | HOF(A-)=-40.7/2.2 R-EA p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=0.585(87) eV [13.5(20) kcal] p:8

.DELTA.eaG(343 K) = -13.8 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

75WEN/KAO    Datum: EA=0.566(30) eV ECD  p:5

----

69STE/WEN    Datum: EA=0.5668(52) eV [13.07(12) kcal] p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclphac.zzf]

CBS-QB3    |-40.4  |     |     | 0.527|       |-28.6  |    |     

G3MP2B3    |-40.1  |     |     | 0.476|       |-29.4  |    |     

G3MP2B3+   |-40.3  |     |     | 0.479|       |-29.6  |    |     

G4MP2      |-43.2  |     |     | 0.641|       |-28.7  |    |     

M062X/Def2T|-42.5  |     |     | 0.514|       |-30.9  |    |     

B3/6-311++G|-12.8  |     |     | 0.712|       |3.3    |    |     

++++++++++++++++++++++++++++++++

2-Cl-3,6-diMe-p-benzoquinone-.

C8H7ClO2  mw:170.014 Anion CAS: N-40853-39-2 fg:113 cnt:1126

HOF(A.)= -50.7/4.0 Est1          |

----

85FUK/MCI    Datum: EA=2.02(5) eV IMRE [46.5(11) kcal] | HOF(A-)=-97.2/4.2 R-EA p:9

.DELTA.eaG(355 K) = -45.3 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl36r2bq.zzf]

CBS-QB3    |-104.9 |     |     | 2.107|       |-56.2  |    |     

G3MP2B3    |-103.6 |     |     | 2.027|       |-56.8  |    |     

G3MP2B3+   |-104.1 |     |     | 2.036|       |-57.0  |    |     

G4MP2      |-106.2 |     |     | 2.203|       |-55.3  |    |     

M062X/Def2T|-105.6 |     |     | 2.141|       |-56.1  |    |     

B3/6-311++G|-70.9  |     |     | 2.286|       |-18.1  |    |     

++++++++++++++++++++++++++++++++

mF-C6H4C(Me)=NO-

C8H7FNO  mw:152.052 Anion CAS: A-329-54-4 fg:39 cnt:7872

HOF(AH)= -32.8/2.0 Est3 90STE/CHI|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 342.8/2.2 IMRE | HOF(A-)=-48.8/3.0 Acid p:9

DacidH(AH)= 349.7/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphcrno.zaf]

CBS-QB3    |-45.3  |350.4|343.6| 2.058|-30.0  |2.3    |23.0|84.3 

G3MP2B3    |-47.0  |351.0|344.4| 2.323|-30.8  |6.7    |22.0|89.6 

G3MP2B3    |-47.0  |351.2|344.6| 2.319|-30.9  |6.6    |22.1|89.6 

G3MP2B3    |-47.0  |351.0|344.2| 2.321|-30.7  |6.6    |22.6|89.5 

G3MP2B3+   |-47.3  |350.8|343.9|      |-30.9  |       |22.9|     

G4MP2      |-46.0  |350.7|343.9| 2.123|-29.5  |3.1    |22.7|84.7 

M062X/Def2T|-47.9  |349.6|342.9| 1.935|-32.7  |-3.2   |22.4|81.6 

B3/6-311++G|-21.3  |345.9|339.6| 2.058|0.1    |26.1   |20.9|78.1 

B3/6-311++G|-21.2  |345.9|339.7| 2.055|0.1    |26.2   |21.0|78.2 

++++++++++++++++++++++++++++++++

MeCN..mF-nitrobenzene-.

C8H7FN2O2  mw:182.050

Core ion CAS: Z-34470-17-2 Solvent: 75-05-8 fg:307 cnt:1942

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 6.0/1.6 IMRE | HOF(A-)=-40.5/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnmfnb.zcf]

G3MP2B3    |-53.3  | 13.2|  5.1| 25.1|17.4   |-57.5  

M062X/Def2T|-60.1  | 14.1|  7.7| 21.7|18.1   |-64.0  

B3/6-311++G|-32.2  | 11.8|  4.6| 24.1|22.0   |-42.3  

++++++++++++++++++++++++++++++++

MeCN..oF-nitrobenzene-.

C8H7FN2O2  mw:182.050

Core ion CAS: Z-34467-51-1 Solvent: 75-05-8 fg:307 cnt:1941

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 6.1/1.6 IMRE | HOF(A-)=-36.8/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnofnb.zcf]

G3MP2B3    |-44.3  | 13.4|  5.3| 25.2|17.4   |-48.2  

M062X/Def2T|-50.9  | 14.4|  7.9| 22.0|18.1   |-54.5  

B3/6-311++G|-22.9  | 12.0|  4.7| 24.4|22.0   |-32.9  

++++++++++++++++++++++++++++++++

MeCN..pF-nitrobenzene-.

C8H7FN2O2  mw:182.050

Core ion CAS: Z-34467-53-3 Solvent: 75-05-8 fg:307 cnt:1943

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 6.3/1.6 IMRE | HOF(A-)=-37.8/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnpfnb.zcf]

G3MP2B3    |-51.1  | 13.7|  5.6| 25.2|17.4   |-54.8  

M062X/Def2T|-58.0  | 14.7|  8.3| 21.6|18.1   |-61.3  

B3/6-311++G|-30.4  | 12.2|  4.8| 24.6|22.0   |-40.2  

++++++++++++++++++++++++++++++++

pF-acetophenone-.

C8H7FO  mw:138.049 Anion CAS: N-403-42-9 fg:110 cnt:409

HOF(A.)= -67.0/1.0 GpAd 93SP     | | S(A.)=93.7/1.0  93SP

----

75WEN/KAO    Datum: EA=0.391(6) eV ECD  | HOF(A-)=-76.0/1.0 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfphac.zzf]

CBS-QB3    |-74.4  |     |     | 0.310|       |-67.5  |    |     

G3MP2B3    |-74.2  |     |     | 0.247|       |-68.8  |    |     

G3MP2B3+   |-74.3  |     |     | 0.249|       |-68.9  |    |     

G4MP2      |-76.5  |     |     | 0.420|       |-67.1  |    |     

M062X/Def2T|-77.6  |     |     | 0.289|       |-71.2  |    |     

B3/6-311++G|-51.1  |     |     | 0.529|       |-39.2  |    |     

++++++++++++++++++++++++++++++++

oF-acetophenone-.

C8H7FO  mw:138.049 Anion CAS: N-445-27-2 fg:110 cnt:408

HOF(A.)= -67.0/1.0 GpAd 93SP     | | S(A.)=95.1/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

75WEN/KAO    Datum: EA=0.459(6) eV ECD  p:3

Composite computational methods(18BAR/) indicate an electron affinity of 0.21-0.25 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ofphac.zzf]

CBS-QB3    |-71.3  |     |     | 0.252|       |-65.7  |    |     

G3MP2B3    |-71.5  |     |     | 0.206|       |-67.0  |    |     

G3MP2B3+   |-71.6  |     |     | 0.204|       |-67.1  |    |     

G4MP2      |-73.8  |     |     | 0.388|       |-65.1  |    |     

M062X/Def2T|-74.7  |     |     | 0.226|       |-69.6  |    |     

B3/6-311++G|-46.9  |     |     | 0.584|       |-33.6  |    |     

++++++++++++++++++++++++++++++++

mF-acetophenone-.

C8H7FO  mw:138.049 Anion CAS: N-455-36-7 fg:110 cnt:407

HOF(A.)= -67.0/1.0 GpAd 93SP     | | S(A.)=95.1/1.0  93SP

----

75WEN/KAO    Datum: EA=0.546(6) eV ECD  | HOF(A-)=-79.6/1.0 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphac.zzf]

CBS-QB3    |-78.6  |     |     | 0.496|       |-67.4  |    |     

G3MP2B3    |-79.0  |     |     | 0.474|       |-68.4  |    |     

G3MP2B3+   |-79.1  |     |     | 0.472|       |-68.5  |    |     

G4MP2      |-81.4  |     |     | 0.650|       |-66.6  |    |     

M062X/Def2T|-81.9  |     |     | 0.490|       |-70.8  |    |     

B3/6-311++G|-54.5  |     |     | 0.703|       |-38.5  |    |     

++++++++++++++++++++++++++++++++

CF3SO2N(CH2Ph)-

C8H7F3NO2S  mw:238.016 Anion CAS: A-36457-58-6 fg:49 cnt:2926

DacidS=22.3/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 318.8/2.0 IMRE p:9

DacidH(AH)= 325.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tfnjph.zaf]

G3MP2B3    |-236.4 |327.4|320.5| 3.954|-196.6 |-144.9 |23.1|103.7

G3MP2B3+   |-236.7 |326.9|320.2| 4.116|-196.4 |-141.5 |22.3|107.0

G4MP2      |-237.8 |327.6|320.7|      |-198.2 |       |23.2|     

M062X/Def2T|-237.8 |326.5|319.2| 3.968|-199.7 |-146.2 |24.6|105.6

B3/6-311++G|-149.0 |326.8|319.7| 3.926|-108.5 |-58.2  |23.9|102.4

++++++++++++++++++++++++++++++++

Indole-.

C8H7N  mw:117.058 Anion CAS: Z-40613-72-7 fg:102 cnt:4755

HOF(A.)=  37.4/0.3  94PED/       |

----

00CAR/DES    Datum: EA=0.0035 eV Rydb | HOF(A-)=37.3/0.3 R-EA p:7

Dipole bound state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [indole.zzf]

CBS-QB3    |60.5   |     |     |-0.860|       |40.2   |    |     

G3MP2B3    |58.5   |     |     |-0.887|       |37.7   |    |     

G3MP2B3+   |60.6   |     |     |-1.001|       |37.5   |    |     

G4MP2      |55.1   |     |     |-0.737|       |37.7   |    |     

M062X/Def2T|59.0   |     |     |-1.013|       |34.9   |    |     

B3/6-311++G|71.3   |     |     |-0.380|       |62.5   |    |     

++++++++++++++++++++++++++++++++

MeCN..p-benzoquinone-.

C8H7NO2  mw:149.048

Core ion CAS: Z-3225-29-4 Solvent: 75-05-8 fg:313 cnt:1955

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 4.8/1.6 IMRE | HOF(A-)=-54.3/0.9 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnpbq.zcf]

G3MP2B3    |-66.7  | 10.7|  3.5| 22.2|17.4   |-73.4  

G4MP2      |-68.6  | 11.8|  5.2| 22.0|17.7   |-74.5  

M062X/Def2T|-66.7  |  9.9|  2.6| 24.3|18.1   |-74.9  

B3/6-311++G|-44.3  |  9.0|  5.2| 12.7|22.0   |-57.3  

++++++++++++++++++++++++++++++++

pCOMe-nitrobenzene-.

C8H7NO3  mw:165.043 Anion CAS: Z-34512-32-8 fg:107 cnt:1647

HOF(A.)= -24.6/1.0 GpAd 93SP     |

----

89CHO/KIS    Datum: EA=1.57(9) eV IMRE [36.1(20) kcal] | HOF(A-)=-60.7/2.2 R-EA p:9

.DELTA.eaG(423 K) = -34.8 kcal/mol, .DELTA.S = -3 eu estimated.

----

99HUH/KAN    Datum: EA=1.54(9) eV IMRE [35.5(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.
###### the following are "below the line": evaluated as not accurate ####

----

95MIS/HUH    Datum: EA=1.41(9) eV IMRE [32.6(20) kcal] p:4

.DELTA.eaG(343 K)=-33.5 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pacnb.zzf]

CBS-QB3    |-63.8  |     |     | 1.618|       |-26.5  |    |     

G3MP2B3    |-59.1  |     |     | 1.467|       |-25.3  |    |     

G3MP2B3+   |-59.4  |     |     | 1.470|       |-25.6  |    |     

G4MP2      |-62.7  |     |     | 1.669|       |-24.2  |    |     

M062X/Def2T|-63.9  |     |     | 1.685|       |-25.1  |    |     

B3/6-311++G|-37.3  |     |     | 1.959|       |7.8    |    |     

++++++++++++++++++++++++++++++++

oCOMe-nitrobenzene-.

C8H7NO3  mw:165.043 Anion CAS: Z-57643-05-7 fg:107 cnt:1645

HOF(A.)= -24.6/1.0 GpAd 93SP     |

----

89CHO/KIS    Datum: EA=1.40(9) eV IMRE [32.2(20) kcal] | HOF(A-)=-56.8/2.2 R-EA p:9

.DELTA.eaG(423 K) = -30.9 kcal/mol, .DELTA.S = -3 eu estimated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oacnb.zzf]

CBS-QB3    |-54.5  |     |     | 1.395|       |-22.2  |    |     

G3MP2B3    |-49.9  |     |     | 1.249|       |-21.1  |    |     

G3MP2B3+   |-50.6  |     |     | 1.265|       |-21.4  |    |     

G4MP2      |-52.9  |     |     | 1.428|       |-19.9  |    |     

M062X/Def2T|-54.6  |     |     | 1.492|       |-20.0  |    |     

B3/6-311++G|-25.9  |     |     | 1.717|       |13.7   |    |     

++++++++++++++++++++++++++++++++

mCOMe-nitrobenzene-.

C8H7NO3  mw:165.043 Anion CAS: Z-42354-70-1 fg:107 cnt:1646

HOF(A.)= -24.6/1.0 GpAd 93SP     |

----

89CHO/KIS    Datum: EA=1.33(9) eV IMRE [30.6(20) kcal] | HOF(A-)=-55.2/2.2 R-EA p:9

.DELTA.eaG(423 K) = -29.3 kcal/mol, .DELTA.S = -2 eu estimated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [macnb.zzf]

CBS-QB3    |-57.6  |     |     | 1.360|       |-26.4  |    |     

G3MP2B3    |-53.5  |     |     | 1.227|       |-25.3  |    |     

G3MP2B3+   |-53.8  |     |     | 1.229|       |-25.6  |    |     

G4MP2      |-57.2  |     |     | 1.437|       |-24.2  |    |     

M062X/Def2T|-57.9  |     |     | 1.417|       |-25.3  |    |     

B3/6-311++G|-31.1  |     |     | 1.700|       |7.9    |    |     

++++++++++++++++++++++++++++++++

pCO2Me-nitrobenzene-.

C8H7NO4  mw:181.038 Anion CAS: Z-34480-12-1 fg:107 cnt:3436

HOF(A.)= -70.4/1.0 GpAd 93SP     |

----

99HUH/KAN    Datum: EA=1.46(9) eV IMRE [33.7(20) kcal] | HOF(A-)=-104.1/2.2 R-EA p:8

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=1.47(9) eV IMRE [33.9(20) kcal] p:6

.DELTA.eaG(343 K)=-34.8 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [penb.zzf]

CBS-QB3    |-109.7 |     |     | 1.526|       |-74.6  |    |     

G3MP2B3    |-103.1 |     |     | 1.362|       |-71.7  |    |     

G3MP2B3+   |-103.3 |     |     | 1.366|       |-71.9  |    |     

G4MP2      |-106.6 |     |     | 1.592|       |-70.0  |    |     

M062X/Def2T|-111.0 |     |     | 1.604|       |-74.0  |    |     

B3/6-311++G|-77.7  |     |     | 1.858|       |-34.9  |    |     

++++++++++++++++++++++++++++++++

mCO2Me-nitrobenzene-.

C8H7NO4  mw:181.038 Anion CAS: Z-34480-12-1 fg:107 cnt:4502

HOF(A.)= -70.4/1.0 GpAd 93SP     |

----

99HUH/KAN    Datum: EA=1.23(9) eV IMRE [28.3(20) kcal] | HOF(A-)=-98.7/2.2 R-EA p:8

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [menb.zzf]

CBS-QB3    |-103.3 |     |     | 1.242|       |-74.7  |    |     

G3MP2B3    |-97.2  |     |     | 1.094|       |-72.1  |    |     

G3MP2B3+   |-97.5  |     |     | 1.097|       |-72.3  |    |     

G4MP2      |-101.1 |     |     | 1.338|       |-70.4  |    |     

M062X/Def2T|-104.6 |     |     | 1.306|       |-74.5  |    |     

B3/6-311++G|-71.2  |     |     | 1.565|       |-35.2  |    |     

++++++++++++++++++++++++++++++++

mNO2-C6H4C(Me)=NO-

C8H7N2O3  mw:179.046 Anion CAS: A-7471-32-1 fg:39 cnt:7877

HOF(AH)=   9.6/2.0 Est3 90STE/CHI|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 335.8/2.2 IMRE | HOF(A-)=-13.5/3.0 Acid p:9

DacidH(AH)= 342.6/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mniphrox.zaf]

CBS-QB3    |-12.2  |344.0|337.2| 2.410|9.6    |43.5   |22.8|86.0 

G3MP2B3    |-10.9  |345.1|338.3| 2.607|11.1   |49.2   |23.0|90.2 

G4MP2      |-10.5  |344.9|338.0|      |11.8   |       |23.0|     

M062X/Def2T|-10.2  |342.9|337.3| 2.281|11.6   |43.3   |18.7|83.8 

B3/6-311++G|17.0   |339.1|332.2| 2.368|45.2   |71.6   |23.0|78.6 

++++++++++++++++++++++++++++++++

pNO2-C6H4C(Me)=NO-

C8H7N2O3  mw:179.046 Anion CAS: Z-205938-30-3 fg:39 cnt:7880

HOF(AH)=   9.6/2.0 Est3 90STE/CHI|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 329.7/2.2 IMRE | HOF(A-)=-19.5/3.0 Acid p:9

DacidH(AH)= 336.6/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pniphrox.zaf]

CBS-QB3    |-16.1  |339.9|333.6| 3.020|9.8    |53.8   |20.9|96.0 

G3MP2B3    |-14.8  |341.0|335.0| 2.778|11.4   |49.3   |20.2|90.1 

G3MP2B3+   |-15.3  |340.8|334.8|      |11.1   |       |20.1|     

G4MP2      |-14.4  |340.8|334.6|      |12.0   |       |20.8|     

M062X/Def2T|-15.7  |337.2|330.8| 2.469|11.8   |41.4   |21.5|81.7 

B3/6-311++G|9.6    |331.7|325.6| 2.675|45.1   |71.3   |20.3|78.3 

B3/6-311++G|9.6    |331.7|325.8| 2.674|45.1   |71.3   |19.9|78.3 

++++++++++++++++++++++++++++++++

MeCN..oNO2-phenoxide-

C8H7N2O3  mw:179.046

Core ion CAS: Z-16554-53-3 Solvent: 75-05-8 fg:233 cnt:1959

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 6.4/1.6 IMRE | HOF(A-)=-41.8/3.6 AfIN p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

MeCN..pNO2-phenoxide-

C8H7N2O3  mw:179.046

Core ion CAS: Z-14609-74-6 Solvent: 75-05-8 fg:233 cnt:1958

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 5.7/1.6 IMRE | HOF(A-)=-48.0/2.9 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pniphoan.zcf]

G3MP2B3    |-59.8  |  9.5|  2.6| 21.0|17.4   |-67.6  

M062X/Def2T|-60.9  | 10.1|  5.3| 16.1|18.1   |-68.9  

B3/6-311++G|-34.7  |  8.5|  2.8| 19.0|22.0   |-48.2  

++++++++++++++++++++++++++++++++

MeCN..pNO2-nitrobenzene-.

C8H7N3O4  mw:209.044

Core ion CAS: Z-34505-33-4 Solvent: 75-05-8 fg:307 cnt:1954

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 3.2/1.6 IMRE | HOF(A-)=-14.2/0.8 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnpninb.zcf]

G3MP2B3    |-22.6  | 23.7| 16.0| 23.6|17.4   |-16.3  

M062X/Def2T|-29.7  | 28.3| 21.8| 21.7|18.1   |-19.5  

B3/6-311++G|-3.5   | 27.1| 20.4| 22.4|22.0   |1.6    

++++++++++++++++++++++++++++++++

MeCN..oNO2-nitrobenzene-.

C8H7N3O4  mw:209.044

Core ion CAS: Z-34505-38-9 Solvent: 75-05-8 fg:307 cnt:1952

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 4.8/1.6 IMRE | HOF(A-)=0.9/2.4 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnoninb.zcf]

G3MP2B3    |-11.7  | 12.8|  5.2| 23.2|17.4   |-16.3  

M062X/Def2T|-14.2  | 12.8|  4.8| 26.8|18.1   |-19.5  

B3/6-311++G|13.6   | 10.0|  3.4| 22.3|22.0   |1.6    

++++++++++++++++++++++++++++++++

MeCN..mNO2-nitrobenzene-.

C8H7N3O4  mw:209.044

Core ion CAS: Z-34509-56-3 Solvent: 75-05-8 fg:307 cnt:1953

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 4.3/1.6 IMRE | HOF(A-)=-6.2/2.3 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnmninb.zcf]

G3MP2B3    |-14.9  |  9.6|  2.1| 23.1|17.4   |-22.7  

M062X/Def2T|-21.4  | 12.2|  6.1| 20.6|18.1   |-27.2  

B3/6-311++G|5.3    |  8.4|  1.6| 22.5|22.0   |-8.3   

++++++++++++++++++++++++++++++++

(HCN)7..CN-

C8H7N8  mw:215.080 fg:485 cnt:3850

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 1.6/2.2 TDAs | HOF(A-)=151.0/4.1 AfIN p:8

DaffH(X..Y-)= 7.6/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

PhCH=CHO-

C8H7O  mw:119.050 Anion CAS: Z-12312-18-4 fg:62 cnt:751

HOF(AH)= -12.5/1.0 GpAd 93SP     |

----

77ZIM/REE    Datum: EA=2.10(8) eV PD   [48.5(19) kcal] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yvo-z.zaf]

G3MP2B3    |-33.2  |347.4|341.5| 2.306|-13.4  |20.0   |20.0|85.5 

M062X/Def2T|-32.4  |345.4|339.3| 2.134|-13.2  |16.8   |20.4|82.1 

B3/6-311++G|-9.9   |343.6|337.5| 2.137|13.8   |39.4   |20.5|77.7 

++++++++++++++++++++++++++++++++

CH2=C(Ph)O-

C8H7O  mw:119.050 Anion CAS: Z-34172-40-2 fg:64 cnt:732

HOF(A.)=  23.2/2.0 D+AH          | BDE(A-H)= 96.0/2.0 Est2 01BOU/CHA 

HOF(AH)= -20.7/0.4  94PED/       |

DacidS=22.8/2.0 Stat |  S(A-)=86.3/2.2 Acid |  S(AH)=89.5/1.0 GpAd 93SP

----

77ZIM/REE    Datum: EA=2.06(8) eV PD   [47.6(18) kcal] p:9

DacidH(AH)= 362.0/2.7 D-EA

----

79BAR/SCO #  Datum: DacidG= 354.5/2.0 IMRE | HOF(A-)=-25.1/2.1 Acid p:8

DacidH(AH)= 361.3/2.1 G+TS EA(ev)= 2.094

----

78CUM/KEB    Datum: DacidG= 355.5/2.0 IMRE p:7

DacidH(AH)= 362.3/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jcoph.zaf]

CBS-QB3    |-22.2  |362.6|355.1| 2.091|-19.0  |26.1   |25.2|97.3 

G3MP2B3    |-26.3  |362.4|354.1| 2.255|-21.5  |25.8   |28.0|99.4 

G3MP2B3+   |-26.4  |362.4|355.0| 2.149|-21.6  |23.3   |25.1|97.0 

G4MP2      |-25.4  |362.4|354.8| 2.025|-20.6  |21.4   |25.4|94.1 

M062X/Def2T|-23.8  |362.8|355.3| 1.970|-21.9  |21.7   |25.2|95.8 

B3/6-311++G|-0.2   |361.9|354.4| 2.024|5.2    |46.6   |25.2|93.5 

++++++++++++++++++++++++++++++++

mCHO-C6H4CH2-

C8H7O  mw:119.050 Anion CAS: Z-72611-59-7 fg:74 cnt:791

HOF(AH)= -16.9/1.0 GpAd 93SP     |

DacidS=24.0/2.0 Stat |  S(A-)=92.4/2.2 Acid |  S(AH)=94.4/1.0 GpAd 93SP

----

83CAL/BAR #  Datum: DacidG= 364.2/2.0 IMRE | HOF(A-)=-11.2/2.3 Acid p:9

DacidH(AH)= 371.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mchophj.zaf]

CBS-QB3    |-8.7   |373.1|367.0| 1.364|-16.0  |22.6   |20.6|90.8 

G3MP2B3    |-13.9  |371.8|364.8| 1.570|-18.4  |22.2   |23.3|92.7 

G3MP2B3+   |-14.1  |371.8|365.1| 1.574|-18.6  |22.1   |22.2|92.8 

G4MP2      |-13.3  |371.6|365.1| 1.448|-17.7  |20.0   |21.7|89.8 

M062X/Def2T|-11.7  |371.4|364.1| 1.372|-18.4  |19.8   |24.2|90.3 

B3/6-311++G|11.0   |370.3|363.9| 1.398|8.0    |43.1   |21.3|87.2 

++++++++++++++++++++++++++++++++

pCHO-C6H4CH2-

C8H7O  mw:119.050 Anion CAS: Z-72611-64-4 fg:74 cnt:795

HOF(AH)= -16.9/1.0 GpAd 93SP     |

DacidS=24.0/2.0 Stat |  S(A-)=91.0/2.2 Acid |  S(AH)=93.0/1.0 GpAd 93SP

----

84KAH/HEH #  Datum: DacidG= 352.6/2.3 IMRE | HOF(A-)=-22.8/2.6 Acid p:9

DacidH(AH)= 359.8/2.4 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pchophj.zaf]

CBS-QB3    |-21.0  |360.9|354.9| 1.824|-16.2  |21.1   |20.2|89.4 

G3MP2B3    |-26.0  |359.9|353.6| 2.027|-18.7  |20.7   |21.0|91.5 

G3MP2B3+   |-26.3  |359.7|353.5| 2.036|-18.9  |20.6   |21.0|91.6 

G4MP2      |-25.2  |360.0|354.1| 1.901|-18.0  |18.6   |19.7|88.8 

M062X/Def2T|-25.0  |358.6|352.4| 1.874|-18.9  |18.3   |20.8|89.2 

B3/6-311++G|-2.8   |357.0|350.7| 1.910|7.5    |41.3   |21.2|85.9 

++++++++++++++++++++++++++++++++

mCOMe-phenoxide-

C8H7O2  mw:135.045 Anion CAS: Z-18938-11-9 fg:33 cnt:590

HOF(A.)= -25.2/1.4 D+AH          | BDE(A-H)= 89.9/1.0  98BOR/MAR     

HOF(AH)= -63.0/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=94.9/1.4 Acid |  S(AH)=97.9/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 335.6/2.0 IMRE | HOF(A-)=-86.2/2.3 Acid p:9

DacidH(AH)= 342.5/2.0 G+TS EA(ev)= 2.648

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [macpho.zaf]

CBS-QB3    |-86.3  |341.5|334.0| 2.592|-62.0  |-26.5  |25.2|87.6 

G3MP2B3    |-88.7  |341.8|334.3| 2.765|-63.3  |-24.9  |25.1|90.5 

G3MP2B3+   |-89.0  |341.7|334.2| 2.771|-63.5  |-25.1  |25.2|90.5 

G4MP2      |-87.3  |341.7|334.2| 2.620|-61.9  |-26.9  |25.3|87.1 

M062X/Def2T|-87.8  |341.9|334.4| 2.609|-65.0  |-27.6  |25.2|89.5 

B3/6-311++G|-60.5  |339.1|331.5| 2.596|-32.3  |-0.6   |25.2|83.8 

++++++++++++++++++++++++++++++++

pCOMe-phenoxide-

C8H7O2  mw:135.045 Anion CAS: Z-18983-84-1 fg:33 cnt:592

HOF(A.)= -24.2/1.6 D+AH          | BDE(A-H)= 90.9/1.2  98BOR/MAR     

HOF(AH)= -63.0/1.0 GpAd 93SP     |

DacidS=23.0/2.0 Stat |  S(A-)=93.5/2.2 Acid |  S(AH)=96.5/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 328.6/2.0 IMRE | HOF(A-)=-93.2/2.3 Acid p:9

DacidH(AH)= 335.5/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pacpho.zaf]

CBS-QB3    |-92.9  |335.7|328.1| 2.843|-62.9  |-27.3  |25.4|87.6 

G3MP2B3    |-95.5  |336.1|328.6| 3.036|-64.3  |-25.4  |25.2|91.0 

G3MP2B3+   |-95.7  |336.0|328.4| 3.043|-64.5  |-25.5  |25.3|91.1 

G4MP2      |-93.9  |336.2|328.7| 2.887|-63.0  |-27.3  |25.3|87.8 

M062X/Def2T|-95.5  |335.4|327.9| 2.945|-66.2  |-27.5  |25.4|90.8 

B3/6-311++G|-68.8  |332.3|324.8| 2.947|-33.8  |-0.9   |25.2|85.1 

++++++++++++++++++++++++++++++++

PhCH2CO2-

C8H7O2  mw:135.045 Anion CAS: Z-7631-42-7 fg:34 cnt:1227

HOF(A.)= -15.7/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -76.6/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat |  S(A-)=95.0/2.2 Acid |  S(AH)=97.5/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 334.5/2.0 IMRE | HOF(A-)=-100.8/2.3 Acid p:9

DacidH(AH)= 341.5/2.1 G+TS EA(ev)= 3.690

----

88JIN/TOP #  Datum: DacidG= 334.1/2.0 IMRE p:8

DacidH(AH)= 341.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phjco2.zaf]

CBS-QB3    |-99.4  |340.8|334.0| 2.302|-74.4  |-45.1  |23.0|81.5 

G3MP2B3    |-101.4 |341.6|335.1| 2.354|-75.8  |-45.9  |21.9|82.0 

G3MP2B3+   |-101.7 |341.6|334.5| 2.376|-76.0  |-45.7  |23.7|82.4 

G4MP2      |-100.4 |341.6|334.7| 2.204|-74.7  |-48.3  |23.1|78.5 

M062X/Def2T|-100.2 |341.6|334.6| 2.226|-77.1  |-48.0  |23.5|81.2 

B3/6-311++G|-72.1  |339.1|331.9| 2.150|-43.9  |-21.3  |24.1|74.8 

++++++++++++++++++++++++++++++++

mMe-benzoate-

C8H7O2  mw:135.045 Anion CAS: Z-83450-79-7 fg:35 cnt:1264

HOF(A.)= -21.2/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -78.6/0.2  76COL/JIM    |

DacidS=23.5/2.0 Stat |  S(A-)=94.7/2.2 Acid |  S(AH)=97.2/1.0 GpAd 93SP

----

05WOO/WAN    Datum: EA=<3.61(5) eV LPES p:9

----

77MCM/KEB    Datum: DacidG= 333.6/2.0 IMRE | HOF(A-)=-103.7/2.1 Acid p:8

DacidH(AH)= 340.6/2.1 G+TS EA(ev)= 3.577

----

96DEC/EXN    Datum: DacidG= 333.4/2.0 IMRE p:7

DacidH(AH)= 340.4/2.1 G+TS

Relative to benzoate at 333.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mrba.zaf]

CBS-QB3    |-104.6 |340.1|332.3| 3.596|-78.9  |-21.6  |26.2|109.4

G3MP2B3    |-106.3 |341.0|333.5| 3.611|-80.1  |-23.0  |25.1|109.3

G3MP2B3+   |-106.5 |341.0|333.0| 3.613|-80.3  |-23.2  |26.6|109.2

G4MP2      |-105.3 |340.8|333.4| 3.481|-78.9  |-24.9  |24.9|106.1

M062X/Def2T|-104.8 |341.3|334.2| 3.641|-81.5  |-20.6  |23.9|112.9

B3/6-311++G|-76.3  |339.8|331.9|      |-48.8  |       |26.6|     

++++++++++++++++++++++++++++++++

pMe-benzoate-

C8H7O2  mw:135.045 Anion CAS: Z-83450-80-0 fg:35 cnt:1263

HOF(A.)= -21.9/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -79.3/0.2  76COL/JIM    |

DacidS=23.5/2.0 Stat |  S(A-)=93.3/2.2 Acid |  S(AH)=95.8/1.0 GpAd 93SP

----

05WOO/WAN    Datum: EA=<3.62(5) eV LPES p:9

----

77MCM/KEB    Datum: DacidG= 334.0/2.0 IMRE | HOF(A-)=-104.0/2.1 Acid p:9

DacidH(AH)= 341.0/2.1 G+TS EA(ev)= 3.560

----

96DEC/EXN    Datum: DacidG= 333.7/2.0 IMRE p:7

DacidH(AH)= 340.7/2.1 G+TS

Relative to benzoate at 333.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prba.zaf]

CBS-QB3    |-104.4 |340.4|332.9| 3.581|-79.1  |-21.7  |25.3|109.5

G3MP2B3    |-106.1 |341.5|334.3| 3.592|-80.3  |-23.1  |24.1|109.3

G3MP2B3+   |-106.3 |341.4|333.3| 3.595|-80.5  |-23.3  |27.1|109.3

G4MP2      |-105.1 |341.3|333.7| 3.464|-79.2  |-25.1  |25.3|106.2

M062X/Def2T|-104.7 |341.9|334.5| 3.620|-81.9  |-21.1  |24.8|112.9

B3/6-311++G|-76.2  |340.4|332.6| 3.405|-49.3  |2.4    |26.2|103.8

++++++++++++++++++++++++++++++++

oMe-benzoate-

C8H7O2  mw:135.045 Anion CAS: Z-83450-78-6 fg:35 cnt:1267

HOF(A.)= -19.1/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -76.5/0.2  76COL/JIM    |

DacidS=24.0/3.0 Stat |  S(A-)=95.0/3.2 Acid |  S(AH)=97.0/1.0 GpAd 93SP

----

05WOO/WAN    Datum: EA=<3.55(5) eV LPES p:9

----

77MCM/KEB    Datum: DacidG= 332.1/2.0 IMRE | HOF(A-)=-102.9/2.2 Acid p:9

DacidH(AH)= 339.3/2.2 G+TS EA(ev)= 3.636

----

93DEC/ERT    Datum: DacidG= 332.4/2.0 IMRE p:7

DacidH(AH)= 339.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [orba.zaf]

CBS-QB3    |-103.2 |339.9|331.9| 3.563|-77.3  |-21.0  |26.5|108.4

G3MP2B3    |-105.0 |340.9|332.9| 3.578|-78.7  |-22.5  |26.8|108.3

G4MP2      |-103.9 |340.7|332.8| 3.447|-77.4  |-24.4  |26.6|105.2

M062X/Def2T|-103.7 |341.2|333.1| 3.595|-80.2  |-20.6  |27.2|111.8

B3/6-311++G|-74.1  |339.8|331.6| 3.394|-46.6  |4.2    |27.3|102.9

++++++++++++++++++++++++++++++++

mCO2Me-phenoxide-

C8H7O3  mw:151.040 Anion CAS: Z-52119-44-5 fg:33 cnt:600

HOF(A.)= -70.5/2.2 D+AH          | BDE(A-H)= 90.4/1.9  98BOR/MAR     

HOF(AH)= -108.8/1.0 GpAd 93SP    |

DacidS=23.0/1.0 Stat |  S(A-)=106.1/1.4 Acid |  S(AH)=109.1/1.0 GpAd 93SP

----

81FUJ/MCI    Datum: DacidG= 337.0/2.0 IMRE | HOF(A-)=-130.6/2.3 Acid p:9

DacidH(AH)= 343.9/2.0 G+TS EA(ev)= 2.608

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mco2rpho.zaf]

CBS-QB3    |-132.2 |343.4|335.8| 2.566|-109.8 |-73.0  |25.3|88.9 

G3MP2B3    |-132.9 |343.7|336.1| 2.734|-109.4 |-69.8  |25.3|91.7 

G3MP2B3+   |-133.1 |343.6|336.0| 2.740|-109.5 |-69.9  |25.6|91.8 

G4MP2      |-131.0 |343.6|336.0| 2.565|-107.4 |-71.8  |25.4|87.7 

M062X/Def2T|-134.4 |343.6|336.0| 2.569|-113.3 |-75.2  |25.4|90.3 

B3/6-311++G|-100.7 |341.1|333.5| 2.537|-74.6  |-42.2  |25.6|84.5 

++++++++++++++++++++++++++++++++

pCO2Me-phenoxide-

C8H7O3  mw:151.040 Anion CAS: Z-20269-55-0 fg:33 cnt:601

HOF(A.)= -70.0/2.2 D+AH          | BDE(A-H)= 90.9/2.0 Est2           

HOF(AH)= -108.8/1.0 GpAd 93SP    |

DacidS=23.0/2.0 Stat |  S(A-)=104.7/2.2 Acid |  S(AH)=107.7/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 330.3/2.0 IMRE | HOF(A-)=-137.3/2.3 Acid p:9

DacidH(AH)= 337.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pco2rpho.zaf]

CBS-QB3    |-139.5 |336.9|329.4| 2.810|-110.7 |-74.7  |25.0|88.1 

G3MP2B3    |-140.4 |337.4|329.9| 3.005|-110.6 |-71.0  |25.0|91.7 

G3MP2B3+   |-140.6 |337.3|329.8| 3.014|-110.7 |-71.1  |25.2|91.7 

G4MP2      |-138.3 |337.5|329.9| 2.831|-108.6 |-72.9  |25.2|87.7 

M062X/Def2T|-143.1 |336.5|329.3| 2.900|-115.0 |-76.1  |24.4|90.9 

B3/6-311++G|-109.7 |333.8|326.2| 2.883|-76.2  |-43.2  |25.2|85.1 

++++++++++++++++++++++++++++++++

PhOCH2CO2-

C8H7O3  mw:151.040 Anion CAS: Z-4421-01-6 fg:38 cnt:2185

HOF(A.)= -47.8/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -108.7/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat |  S(A-)=104.6/3.2 Acid |  S(AH)=107.1/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 331.0/2.0 IMRE | HOF(A-)=-136.4/2.4 Acid p:9

DacidH(AH)= 338.0/2.2 G+TS EA(ev)= 3.842

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phojco2.zaf]

CBS-QB3    |-132.3 |336.2|329.4| 3.803|-102.8 |-44.5  |22.9|110.3

G3MP2B3    |-133.2 |337.0|331.0| 3.941|-103.0 |-42.2  |20.4|112.9

G3MP2B3+   |-133.4 |336.9|329.7| 3.825|-103.2 |-45.1  |24.3|110.2

G4MP2      |-131.5 |337.0|330.4| 3.661|-101.3 |-46.9  |22.0|106.4

M062X/Def2T|-134.5 |337.6|330.4| 3.795|-107.4 |-46.9  |24.2|112.7

B3/6-311++G|-101.0 |334.6|327.4| 3.692|-68.3  |-15.7  |24.2|104.7

++++++++++++++++++++++++++++++++

mOMe-benzoate-

C8H7O3  mw:151.040 Anion CAS: Z-16887-54-0 fg:35 cnt:1265

HOF(A.)= -49.2/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -106.6/0.2  78COL/JIM   |

DacidS=23.5/2.0 Stat |  S(A-)=104.1/2.2 Acid |  S(AH)=106.6/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 332.4/2.0 IMRE | HOF(A-)=-132.9/2.1 Acid p:9

DacidH(AH)= 339.4/2.1 G+TS EA(ev)= 3.629

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [morba.zaf]

CBS-QB3    |-136.8 |338.3|330.7| 3.650|-109.3 |-52.5  |25.4|108.9

G3MP2B3    |-137.0 |339.0|331.8| 3.864|-108.8 |-47.8  |24.0|113.1

G3MP2B3+   |-137.2 |339.0|331.3| 3.675|-109.0 |-52.3  |25.8|108.7

G4MP2      |-135.2 |338.9|331.3| 3.519|-106.9 |-54.0  |25.4|105.1

M062X/Def2T|-138.4 |339.4|331.7| 3.705|-113.0 |-52.8  |25.6|112.3

B3/6-311++G|-103.3 |337.8|330.2| 3.490|-73.9  |-22.8  |25.7|103.2

++++++++++++++++++++++++++++++++

oOMe-benzoate-

C8H7O3  mw:151.040 Anion CAS: Z-16887-70-0 fg:35 cnt:1266

HOF(AH)= -108.8/1.0 GpAd 93SP    |

DacidS=23.3/2.0 Stat |  S(A-)=103.9/2.2 Acid |  S(AH)=106.6/1.0 GpAd 93SP

----

77MCM/KEB    Datum: DacidG= 332.4/2.0 IMRE | HOF(A-)=-135.1/2.3 Acid p:9

DacidH(AH)= 339.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oorba.zaf]

CBS-QB3    |-131.2 |341.4|333.3| 3.615|-106.9 |-47.8  |27.4|111.2

G3MP2B3    |-131.7 |342.3|334.7| 3.607|-106.8 |-48.4  |25.6|110.4

G3MP2B3+   |-132.3 |339.8|332.1| 3.633|-104.9 |-48.6  |26.0|108.5

G4MP2      |-129.5 |342.6|334.3| 3.357|-104.9 |-52.0  |27.7|105.0

M062X/Def2T|-132.9 |340.7|333.4| 3.507|-108.9 |-52.0  |24.7|109.0

B3/6-311++G|-98.0  |338.8|331.1| 3.362|-69.5  |-20.5  |25.8|101.1

++++++++++++++++++++++++++++++++

pOMe-benzoate-

C8H7O3  mw:151.040 Anion CAS: Z-16285-97-5 fg:35 cnt:2451

HOF(A.)= -51.4/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -108.8/1.0 GpAd 93SP    |

DacidS=23.5/1.0 Stat |  S(A-)=102.7/1.4 Acid |  S(AH)=105.2/1.0 GpAd 93SP

----

74YAM/MCM    Datum: DacidG= 333.8/2.0 IMRE | HOF(A-)=-133.7/2.3 Acid p:8

DacidH(AH)= 340.8/2.0 G+TS EA(ev)= 3.568

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [porba.zaf]

CBS-QB3    |-133.9 |342.1|333.7|      |-110.3 |       |28.1|     

G3MP2B3    |-134.0 |343.4|335.4| 3.516|-110.2 |-53.0  |26.7|109.3

G3MP2B3+   |-134.2 |343.4|334.7| 3.518|-110.3 |-53.1  |29.1|109.3

G4MP2      |-132.3 |343.2|334.8| 3.363|-108.3 |-54.8  |28.1|105.6

M062X/Def2T|-135.1 |344.4|336.7| 3.507|-114.9 |-54.2  |26.0|112.8

B3/6-311++G|-100.6 |342.4|332.8| 3.318|-75.7  |-24.2  |32.4|103.6

++++++++++++++++++++++++++++++++

PhCH(OH)CO2-

C8H7O3  mw:151.040 Anion CAS: Z-769-61-9 fg:38 cnt:11575

HOF(AH)= -116.3/3.0 GpAd 93SP    |

----

23MOL/JAR    Datum: EA=3.17(2) eV LPD  p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yxohco2.zaf]

CBS-QB3    |-151.8 |324.5|318.3| 4.310|-110.6 |-52.0  |20.9|110.7

G3MP2B3    |-152.5 |325.8|318.9| 4.292|-111.1 |-53.0  |23.1|110.2

G4MP2      |-150.6 |325.9|319.1| 4.070|-109.4 |-56.3  |22.9|105.2

M062X/Def2T|-151.8 |325.6|318.7| 4.149|-112.7 |-55.7  |23.1|109.1

B3/6-311++G|-117.5 |323.4|316.4| 4.043|-73.6  |-23.8  |23.4|102.0

++++++++++++++++++++++++++++++++

3,5-dihydroxy-4-acetyl-phenoxide-

C8H7O4  mw:167.035 Anion CAS: A-480-66-0 fg:33 cnt:4745

HOF(AH)= -147.1/2.0 GpAd 93SP    |

DacidS=25.8/3.0 Calc | 

----

99BRE/KNO    Datum: DacidG= 316.5/2.7 IMRB | HOF(A-)=-188.6/3.5 Acid p:8

DacidH(AH)= 324.2/2.8 G+TS

Acid: 2,4,6-trihydroxyacetophenone.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35oh4acp.zaf]

CBS-QB3    |-189.0 |331.9|324.2|      |-155.1 |       |25.8|     

G3MP2B3    |-189.0 |332.5|324.9| 3.356|-154.4 |-111.6 |25.6|94.9 

G3MP2B3+   |-189.2 |332.5|324.8| 3.360|-154.5 |-111.7 |25.8|94.9 

G4MP2      |-186.1 |332.7|325.0| 3.154|-151.7 |-113.4 |25.7|90.4 

M062X/Def2T|-191.7 |332.9|325.4| 3.235|-159.9 |-117.0 |25.3|95.0 

B3/6-311++G|-153.2 |330.2|322.6| 3.193|-116.2 |-79.6  |25.8|88.7 

++++++++++++++++++++++++++++++++

H2O..1,2-HO2C-C6H4-CO2-

C8H7O5  mw:183.030

Core ion CAS: Z-17234-12-7 Solvent: 7732-18-5 fg:237 cnt:3233

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.7/0.3 IMRE p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phthhw.zcf]

G3MP2B3    |-276.6 | 10.9|  2.7| 27.7|-57.6  |-208.0 

G3MP2B3    |-276.6 | 10.9|  2.6| 28.0|-57.6  |-208.0 

M062X/Def2T|-276.0 | 32.8| 24.0| 29.4|-53.6  |-189.6 

B3/6-311++G|-235.4 | 30.1| 21.7| 28.0|-54.2  |-151.2 

++++++++++++++++++++++++++++++++

H2O..1,4-HO2C-C6H4-CO2-

C8H7O5  mw:183.030

Core ion CAS: Z-46093-15-6 Solvent: 7732-18-5 fg:237 cnt:3234

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.4/0.3 IMRE | HOF(A-)=-72.2/0.3 AfIN p:8

DaffH(X..Y-)= 14.4/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wterphth.zcf]

G3MP2B3    |-264.8 | 12.4|  3.4| 30.2|-57.6  |-194.8 

G4MP2      |-262.1 | 11.8|  2.9| 29.9|-57.5  |-192.8 

M062X/Def2T|-263.5 | 14.0|  5.5| 28.5|-53.6  |-195.9 

B3/6-311++G|-224.4 | 11.5|  3.1| 28.2|-54.2  |-158.8 

++++++++++++++++++++++++++++++++

styrene-.

C8H8  mw:104.063 Anion CAS: Z-34504-62-6 fg:103 cnt:9671

HOF(A.)=  35.4/0.3  94PED/       |
###### the following are "below the line": evaluated as not accurate ####

----

95RUO/KAD    Datum: EA=0.15(6) eV ECD  p:4

----

98CHE/CAR    Datum: EA=0.10(5) eV ECD  p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phv.zz0]

CBS-QB3    |44.4   |     |     |-0.273|       |37.8   |    |     

M062X/Def2T|41.2   |     |     |-0.280|       |34.5   |    |     

++++++++++++++++++++++++++++++++

cyclooctatetraene-.

C8H8  mw:104.063 Anion CAS: Z-34510-85-5 fg:102 cnt:913

HOF(A.)=  70.7/0.4  94PED/       | BDE(A-H)= 50.0/5.9 D-EA 97KAT/LEE 

HOF(AH)=  72.8/5.9 R-DH          |

DacidS=26.0/3.0 Stat |  S(A-)=78.2/3.2 Acid |  S(AH)=78.2/1.0 GpAd 93SP

----

97KAT/LEE    Datum: EA=0.55(2) eV IMRE | HOF(A-)=58.0/0.6 R-EA p:8

----

97KAT/LEE    Datum: DacidG= 343.2/3.7 IMRB p:8

DacidH(AH)= 351.0/3.8 G+TS

Between H2S, MeCO2H.

----

96WEN/HRO    Datum: EA=0.65 eV LPES p:8

Electron affinity(D4h COT) = 1.099(10) eV. D4H is the transition state, 10-11 kcal/mol above the ground state D8h structure.

----

02MIL/VIG    Datum: EA=0.57(3) eV kfkr p:7

----

98DEN/CHE    Datum: EA=0.58(10) eV CIDC p:7

Entropy of attachment: -14.7/13 eu.

----

79GYG/PET    Datum: EA=<0.83 eV PD   p:7

----

69WEN/RIS    Datum: EA=0.577(43) eV [13.3(10) kcal] p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cot.zzf]

CBS-QB3    |61.4   |353.2|345.5| 0.604|74.0   |75.3   |25.7|53.4 

G3MP2B3    |55.2   |349.1|341.4| 0.608|73.4   |69.2   |25.6|48.0 

G3MP2B3+   |55.1   |349.0|341.3| 0.602|73.3   |69.0   |25.9|47.8 

G4MP2      |53.0   |348.8|341.1| 0.736|71.4   |69.9   |25.7|50.6 

M062X/Def2T|57.0   |348.4|340.3| 0.659|73.2   |72.0   |27.2|50.8 

B3/6-311++G|75.1   |349.8|342.5| 0.887|92.6   |95.6   |24.5|55.0 

++++++++++++++++++++++++++++++++

1,3-benzoquinodimethane-.

C8H8  mw:104.063 Anion CAS: Z-183988-81-0 fg:102 cnt:3955

HOF(A.)=  77.9/2.7 D+AH          | BDE(A-H)= 90.1/1.7  00HAM/WEN     

HOF(AH)=  39.9/2.1  86HAY/KRU    |

DacidS=24.7/2.0 Stat | 

----

97WEN/KIM    Datum: EA=0.919(8) eV LPES | HOF(A-)=56.7/2.7 R-EA p:9

Triplet state. Singlet state is 9.6/0.2 kcal/mol higher.

----

00HAM/WEN    Datum: DacidG= 375.1/2.0 IMRB p:7

DacidH(AH)= 382.5/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mj2ph.zaf]

CBS-QB3    |59.8   |380.7|373.7| 0.892|44.8   |80.1   |23.6|87.4 

G3MP2B3    |55.1   |379.0|371.9| 1.066|43.3   |79.4   |23.6|88.2 

G3MP2B3+   |55.1   |379.1|372.0| 1.063|43.2   |79.3   |23.8|88.2 

G4MP2      |52.7   |379.0|371.9| 1.129|40.9   |78.4   |23.8|89.7 

M062X/Def2T|57.8   |380.6|373.0| 0.891|41.9   |77.9   |25.6|88.2 

B3/6-311++G|73.8   |378.8|371.7| 0.936|62.3   |95.1   |23.8|84.9 

++++++++++++++++++++++++++++++++

cyclopentadienylidenetrimethylenemethane-.

C8H8  mw:104.063 Anion CAS: Z-219318-49-7 fg:102 cnt:9575

----

96ZHA/DOW    Datum: DacidH(AH)= 354.0/3.0 IMRB p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpcj2.zzf]

G3MP2B3    |55.1   |356.0|348.6| 1.808|66.2   |96.7   |25.0|82.5 

M062X/Def2T|57.8   |357.9|350.3| 3.086|64.7   |129.0  |25.5|116.4

B3/6-311++G|78.0   |359.2|351.2| 2.724|86.0   |140.7  |26.8|106.7

++++++++++++++++++++++++++++++++

acetophenone..Br-

C8H8BrO  mw:198.976

Core ion CAS: Z-24959-67-9 Solvent: 98-86-2 fg:483 cnt:2633

HOF(solv)= -20.7/0.4 neut 94PED/   

----

91PAU/KEB    Datum: DaffG= 5.6/1.0 IMRE | HOF(A-)=-83.2/1.3 AfIN p:8

DaffH(X..Y-)= 11.6/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phcorbr.zcf]

G3MP2B3    |-88.0  | 14.0|  8.0| 20.1|-21.5  |-52.5  

G4MP2      |-86.3  | 13.6|  7.5| 20.4|-20.6  |-52.1  

M062X/Def2T|-87.1  | 16.2| 10.5| 19.1|-21.9  |-49.0  

B3/6-311++G|-62.2  | 11.3|  4.8| 21.9|5.2    |-56.1  

++++++++++++++++++++++++++++++++

pCOMe-phenol..Br-

C8H8BrO2  mw:214.971

Core ion CAS: Z-24959-67-9 Solvent: 99-93-4 fg:483 cnt:2605

HOF(solv)= -63.0/1.0 GpAd 93SP     

----

90PAU/KEB2   Datum: DaffG= 15.4/1.0 IMRE | HOF(A-)=-136.1/1.6 AfIN p:8

DaffH(X..Y-)= 22.3/1.2 G+TS

.DELTA.affG at 423 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pacphobr.zcf]

G3MP2B3    |-142.4 | 25.6| 18.6| 23.5|-64.3  |-52.5  

G4MP2      |-140.2 | 25.2| 18.2| 23.3|-63.0  |-52.1  

M062X/Def2T|-143.4 | 28.2| 21.1| 23.7|-66.2  |-49.0  

B3/6-311++G|-113.8 | 23.9| 16.3| 25.4|-33.8  |-56.1  

++++++++++++++++++++++++++++++++

mCH2Cl-C6H4CH2-

C8H8Cl  mw:139.032 Anion CAS: N-127205-07-6 fg:74 cnt:5254

HOF(A.)=  33.4/2.2 D+AH          | BDE(A-H)= 89.0/2.0  99KIM/WEN     

HOF(AH)=  -3.5/1.0 GpAd 93SP     |

DacidS=24.0/2.0 Stat | 

----

00HAM/WEN    Datum: EA=1.194(53) eV CIDC | HOF(A-)=5.9/3.7 Acid p:8

DacidH(AH)= 375.1/2.3 D-EA

DaffH(AH)=  72.0/3.7 A-IN

----

00HAM/WEN    Datum: DaffH= 20.1/1.6 CIDT | HOF(A-)=57.8/3.1 AfIN p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcljphj.zaf]

CBS-QB3    |11.1   |377.7|371.1| 1.172|-0.9   |37.9   |22.3|90.8 

G3MP2B3    |6.7    |376.3|369.1| 1.375|-2.4   |38.2   |24.2|92.7 

G3MP2B3+   |6.3    |376.1|369.3| 1.388|-2.6   |38.1   |22.9|92.8 

G4MP2      |6.6    |376.2|369.6| 1.243|-2.5   |35.0   |22.2|89.5 

M062X/Def2T|8.1    |375.5|368.7| 1.197|-2.7   |35.5   |22.9|90.4 

B3/6-311++G|33.8   |374.4|367.8| 1.219|26.8   |61.7   |21.9|87.1 

++++++++++++++++++++++++++++++++

2,6-diMe-4-Cl-nitrobenzene-.

C8H8ClNO2  mw:185.025 Anion CAS: N-14839-61-3 fg:107 cnt:3947

HOF(A.)=  -4.7/3.0 Est1 93ACR/TUC|

----

93MIS/KAN2   Datum: EA=0.989(87) eV [22.8(20) kcal] | HOF(A-)=-27.5/3.6 R-EA p:8

.DELTA.eaG(343 K) = -22.5 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

99HUH/KAN    Datum: EA=0.954(87) eV [22.0(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r4clnb.zzf]

CBS-QB3    |-32.3  |     |     | 0.990|       |-9.6   |    |     

G3MP2B3    |-26.5  |     |     | 0.826|       |-7.6   |    |     

G3MP2B3+   |-27.2  |     |     | 0.831|       |-8.2   |    |     

G4MP2      |-30.6  |     |     | 1.026|       |-7.1   |    |     

M062X/Def2T|-31.0  |     |     | 1.045|       |-6.9   |    |     

B3/6-311++G|2.1    |     |     | 1.265|       |31.2   |    |     

++++++++++++++++++++++++++++++++

(HCN)8..Cl-

C8H8ClN8  mw:251.057 fg:482 cnt:3857

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 0.0/2.2 TDAs | HOF(A-)=154.3/3.9 AfIN p:8

DaffH(X..Y-)= 8.2/1.0 TDAs

++++++++++++++++++++++++++++++++

acetophenone..Cl-

C8H8ClO  mw:155.027

Core ion CAS: Z-16887-00-6 Solvent: 98-86-2 fg:482 cnt:1503

HOF(solv)= -20.7/0.4 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 9.5 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phcorcl.zcf]

G3MP2B3    |-93.5  | 15.9|  9.4| 21.8|-21.5  |-56.1  

G3MP2B3+   |-93.4  | 15.7|  9.5| 20.8|-21.6  |-56.1  

G4MP2      |-91.6  | 16.1|  9.6| 21.9|-20.6  |-55.0  

M062X/Def2T|-89.6  | 19.2| 12.9| 21.1|-21.9  |-48.4  

B3/6-311++G|-65.5  |  2.9|  7.5| 21.0|5.2    |-56.9  

++++++++++++++++++++++++++++++++

pCl-3,5-diMe-phenoxide-

C8H8ClO  mw:155.027 Anion CAS: Z-45771-97-9 fg:33 cnt:11664

----

93MIS/KAN    Datum: DacidG= 339.2/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl35ryo.zaf]

CBS-QB3    |-68.8  |344.6|337.0|      |-47.7  |       |25.7|     

G3MP2B3    |-70.1  |345.1|337.4| 2.555|-48.1  |-11.3  |25.8|88.8 

G4MP2      |-69.6  |345.0|337.4|      |-47.5  |       |25.8|     

M062X/Def2T|-67.7  |344.9|337.3| 2.393|-47.9  |-12.6  |25.4|87.5 

B3/6-311++G|-36.3  |342.8|335.1| 2.356|-11.8  |17.9   |25.7|81.8 

++++++++++++++++++++++++++++++++

Co(COT)-.

C8H8Co  mw:162.996 Anion CAS: Z-1085944-57-5 fg:24 cnt:7211

----

08LI_/EUS2   Datum: EA=1.2(1) eV LPES p:9

++++++++++++++++++++++++++++++++

(COT)Eu-

C8H8Eu  mw:256.984 Anion CAS: Z-850552-29-3 fg:24 cnt:7618

----

14HOS/TAK    Datum: EA=0.88(8) eV LPES p:8

----

05TAK/HOS    Datum: EA=1.2(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coteu-9.zz0]

M062X/Def2T|24.4   |     |     | 0.809|       |42.9   |    |     

++++++++++++++++++++++++++++++++

(COT)Eu2-

C8H8Eu2  mw:409.905 Anion CAS: Z-1601489-91-1 fg:24 cnt:11827

----

14HOS/TAK    Datum: EA=0.59(4) eV LPES p:8

++++++++++++++++++++++++++++++++

2,6-diMe-4-F-nitrobenzene-.

C8H8FNO2  mw:169.054 Anion CAS: N-315-12-8 fg:107 cnt:3946

HOF(A.)= -45.4/3.0 Est1 93ACR/TUC|

----

93MIS/KAN2   Datum: EA=0.850(87) eV [19.6(20) kcal] | HOF(A-)=-65.0/3.6 R-EA p:8

.DELTA.eaG(343 K) = -19.3 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

99HUH/KAN    Datum: EA=0.828(87) eV [19.1(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r4fnb.zzf]

CBS-QB3    |-67.9  |     |     | 0.864|       |-48.2  |    |     

G3MP2B3    |-62.6  |     |     | 0.703|       |-46.6  |    |     

G3MP2B3+   |-63.3  |     |     | 0.706|       |-47.2  |    |     

G4MP2      |-65.9  |     |     | 0.908|       |-45.1  |    |     

M062X/Def2T|-68.0  |     |     | 0.903|       |-47.2  |    |     

B3/6-311++G|-37.6  |     |     | 1.150|       |-11.2  |    |     

++++++++++++++++++++++++++++++++

MeOH..mCF3-nitrobenzene-.

C8H8F3NO3  mw:223.046

Core ion CAS: Z-34526-71-1 Solvent: 67-56-1 fg:307 cnt:1925

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.9/1.6 TDAs | HOF(A-)=-239.7/3.0 AfIN p:7

DaffH(X..Y-)= 14.6/2.0 TDAs

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohmqnb.zcf]

G3MP2B3    |-238.7 | 13.7|  5.5| 27.7|-47.8  |-177.1 

M062X/Def2T|-246.7 | 14.4|  6.9| 25.4|-46.6  |-185.6 

B3/6-311++G|-203.6 | 12.4|  4.1| 27.9|-43.7  |-147.5 

++++++++++++++++++++++++++++++++

pMe-C6H4S(O)(=NSO2CF3)NH-

C8H8F3N2O3S2  mw:300.993 Anion CAS: A-156427-94-0 fg:49 cnt:5058

----

01KOP/KOP    Datum: DacidG= 310.4/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tsontfnh.zaf]

G3MP2B3    |-249.0 |319.3|310.6| 4.362|-201.0 |-148.1 |29.0|105.0

G4MP2      |-253.9 |318.7|311.1|      |-205.4 |       |25.2|     

M062X/Def2T|-247.1 |319.0|312.6| 4.345|-201.4 |-146.7 |21.6|106.8

B3/6-311++G|-117.2 |319.9|314.2| 4.151|-69.7  |-20.7  |19.0|101.2

++++++++++++++++++++++++++++++++

CF3CH2OH..PhS-

C8H8F3OS  mw:209.025

Core ion CAS: Z-13133-62-5 Solvent: 75-89-8 fg:255 cnt:2267

HOF(solv)=-212.3/0.2 neut 94PED/   

----

89SIE/MEO    Datum: DaffG= 13.5/0.6 TDAs | HOF(A-)=-233.3/0.3 AfIN p:8

DaffH(X..Y-)= 21.0/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phshojq.zcf]

G3MP2B3    |-236.4 | 20.3| 11.1| 30.9|-212.7 |-3.4   

G4MP2      |-234.1 | 21.6| 12.0| 32.2|-209.6 |-2.9   

M062X/Def2T|-238.8 | 24.0| 13.5| 35.2|-214.4 |-0.4   

B3/6-311++G|-190.5 | 20.6| 12.0| 29.0|-189.5 |19.6   

++++++++++++++++++++++++++++++++

2,8,10-trioxaadamantyl-6,9-diOH-4-CF3-4-O-

C8H8F3O6  mw:257.028 Anion CAS: Z-1620767-59-0 fg:31 cnt:8653

----

14SAM/WAN    Datum: EA=4.28(10) eV LPES p:9

Vertical Detachment Energy:4.70(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qkass.zaf]

G3MP2B3    |-446.0 |321.6|314.9| 4.247|-400.4 |-347.3 |22.5|105.2

M062X/Def2T|-449.4 |324.0|317.2| 4.068|-408.7 |-354.7 |22.7|106.1

B3/6-311++G|-363.1 |320.2|313.2| 3.973|-316.0 |-270.8 |23.3|97.3 

++++++++++++++++++++++++++++++++

Fe(COT)-.

C8H8Fe  mw:159.998 Anion CAS: Z-1085944-53-1 fg:24 cnt:7209

----

08LI_/EUS2   Datum: EA=1.18(10) eV LPES p:9

++++++++++++++++++++++++++++++++

Fe2(COT)-.

C8H8Fe2  mw:215.933 Anion CAS: Z-1085944-55-3 fg:24 cnt:7210

----

08LI_/EUS2   Datum: EA=1.1(1) eV LPES p:9

++++++++++++++++++++++++++++++++

(HCN)8..I-

C8H8IN8  mw:342.992 fg:484 cnt:3869

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 0.5/2.2 TDAs | HOF(A-)=126.8/3.9 AfIN p:8

DaffH(X..Y-)= 6.8/1.0 TDAs

++++++++++++++++++++++++++++++++

cubyl-NH-

C8H8N  mw:118.066 Anion CAS: Z-808764-55-8 fg:43 cnt:6750

----

04ABB/ALK    Datum: DacidH(AH)= 340.0/4.0 IMRB | HOF(A-)=-25.7/4.0 Acid p:7

Dissociative proton transfer to phenoxide and stronger bases. Posiibly opening to enamine.

++++++++++++++++++++++++++++++++

PhC(Me)=NO-

C8H8NO  mw:134.061 Anion CAS: Z-42331-33-9 fg:39 cnt:7869

HOF(AH)=  13.5/3.0 Est3 90STE/CHI|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 346.0/2.2 IMRE | HOF(A-)=0.6/3.8 Acid p:9

DacidH(AH)= 352.8/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcrno.zaf]

CBS-QB3    |6.8    |354.2|347.5| 1.896|18.3   |50.6   |22.5|84.4 

G3MP2B3    |3.9    |354.8|348.4| 2.132|16.3   |53.2   |21.5|89.0 

G3MP2B3    |3.9    |354.8|348.7|      |16.3   |       |20.5|     

G3MP2B3    |3.9    |354.8|348.7| 2.132|16.3   |53.2   |20.5|89.0 

G3MP2B3+   |3.5    |354.6|347.8| 2.149|16.1   |53.1   |22.8|89.1 

G4MP2      |4.1    |354.6|347.9| 1.957|16.7   |49.4   |22.5|84.7 

G4MP2      |4.1    |354.5|348.2| 1.958|16.8   |49.4   |21.1|84.7 

M062X/Def2T|5.5    |353.6|347.0| 1.749|16.6   |45.8   |22.2|81.4 

B3/6-311++G|27.3   |350.4|343.8| 1.856|44.2   |70.1   |22.0|78.0 

B3/6-311++G|27.3   |350.4|343.8| 1.857|44.2   |70.1   |22.0|78.0 

++++++++++++++++++++++++++++++++

pCOMe-anilide-

C8H8NO  mw:134.061 Anion CAS: Z-152857-85-7 fg:47 cnt:679

HOF(A.)=  19.9/1.4 D+AH          | BDE(A-H)= 91.9/1.0 SDEA 93BOR/ZHA 

HOF(AH)= -19.9/1.0 GpAd 93SP     |

DacidS=24.4/2.0 Stat |  S(A-)=96.0/2.2 Acid |  S(AH)=97.6/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 344.0/2.0 IMRE | HOF(A-)=-34.3/2.3 Acid p:9

DacidH(AH)= 351.3/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pacphnh.zaf]

CBS-QB3    |-33.0  |352.3|344.9| 2.320|-19.6  |20.5   |24.7|92.2 

G3MP2B3    |-36.8  |351.8|344.4| 2.502|-21.4  |20.9   |24.7|94.4 

G3MP2B3+   |-37.1  |351.6|344.2| 2.509|-21.6  |20.7   |24.9|94.4 

G4MP2      |-36.0  |351.9|344.5| 2.362|-20.7  |18.5   |24.7|91.3 

M062X/Def2T|-35.7  |352.4|345.0| 2.385|-23.4  |19.3   |24.8|94.7 

B3/6-311++G|-12.4  |350.6|343.2| 2.379|4.3    |42.4   |24.8|90.2 

++++++++++++++++++++++++++++++++

mCOMe-anilide-

C8H8NO  mw:134.061 Anion CAS: N-176698-32-1 fg:47 cnt:678

HOF(A.)=  19.7/2.2 D+AH          | BDE(A-H)= 91.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -19.9/1.0 GpAd 93SP     |

DacidS=24.4/2.0 Stat |  S(A-)=97.4/2.2 Acid |  S(AH)=99.0/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 352.4/2.0 IMRE | HOF(A-)=-25.9/2.3 Acid p:9

DacidH(AH)= 359.7/2.1 G+TS EA(ev)= 1.979

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [macphnh.zaf]

CBS-QB3    |-23.8  |360.1|352.7| 1.965|-18.2  |21.4   |24.7|91.7 

G3MP2B3    |-27.7  |359.4|352.0| 2.139|-19.9  |21.6   |24.8|93.6 

G3MP2B3+   |-28.0  |359.3|351.8| 2.147|-20.0  |21.5   |25.1|93.6 

G4MP2      |-27.0  |359.3|351.9| 1.995|-19.1  |19.0   |25.0|90.2 

M062X/Def2T|-25.6  |360.5|353.1| 1.968|-21.4  |19.8   |25.1|93.3 

B3/6-311++G|-1.6   |358.9|351.5| 1.946|6.8    |43.2   |24.9|88.5 

++++++++++++++++++++++++++++++++

PhN=C(Me)O-

C8H8NO  mw:134.061 Anion CAS: Z-61057-08-7 fg:48 cnt:702

HOF(A.)=  20.7/3.2 D+AH          | BDE(A-H)= 99.0/3.0 SDEA 90BOR/HAR2

HOF(AH)= -26.2/1.0  12UMN/CHI    |

DacidS=23.3/1.0 Stat |  S(A-)=85.4/1.4 Acid |  S(AH)=88.1/1.0 GpAd 93SP

----

98KOP/KOP    Datum: DacidG= 340.6/2.0 IMRE | HOF(A-)=-44.3/2.3 Acid p:9

DacidH(AH)= 347.6/2.0 G+TS EA(ev)= 2.821

----

78CUM/KEB    Datum: DacidG= 345.8/2.0 IMRE p:8

DacidH(AH)= 352.8/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acnph-z.zaf]

CBS-QB3    |-42.8  |348.4|341.6|      |-25.4  |19.6   |22.9|97.1 

G3MP2B3    |-45.2  |348.6|341.8| 2.829|-26.6  |20.2   |22.7|98.9 

G3MP2B3+   |-45.4  |348.6|341.2| 2.832|-26.7  |20.1   |24.5|98.9 

G4MP2      |-44.3  |348.7|341.6| 2.679|-25.8  |17.6   |23.7|95.5 

M062X/Def2T|-45.7  |348.6|341.2| 2.692|-29.6  |16.5   |24.9|98.2 

B3/6-311++G|-20.6  |347.9|340.7| 2.601|-1.3   |39.5   |24.2|92.9 

++++++++++++++++++++++++++++++++

PhCH=C(NH2)O-

C8H8NO  mw:134.061 Anion CAS: Z-740019-01-6 fg:68 cnt:2498

HOF(AH)= -31.1/1.0 GpAd 93SP     |

DacidS=19.0/3.0 Stat |  S(A-)=90.7/3.2 Acid |  S(AH)=97.7/1.0 GpAd 93SP

----

91TAF/       Datum: DacidG= 347.7/2.0 IMRE | HOF(A-)=-43.4/2.4 Acid p:9

DacidH(AH)= 353.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phxconhz.zaf]

CBS-QB3    |-36.9  |357.8|351.6| 1.874|-28.9  |6.5    |20.7|87.5 

G3MP2B3    |-40.3  |357.3|351.4| 2.044|-30.4  |6.9    |19.9|89.5 

G3MP2B3+   |-40.4  |357.4|351.4| 2.042|-30.6  |6.9    |20.1|89.5 

G4MP2      |-39.7  |357.4|351.9| 1.894|-29.9  |4.1    |18.5|86.1 

M062X/Def2T|-40.7  |356.1|350.0| 1.856|-32.1  |2.3    |20.4|86.6 

B3/6-311++G|-16.2  |354.8|349.0| 1.831|-3.7   |26.2   |19.4|82.0 

++++++++++++++++++++++++++++++++

pCO2Me-anilide-

C8H8NO2  mw:150.056 Anion CAS: Z-951794-14-2 fg:47 cnt:683

HOF(A.)= -26.1/2.2 D+AH          | BDE(A-H)= 91.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -65.7/1.0 GpAd 93SP     |

DacidS=24.4/2.0 Stat |  S(A-)=107.2/2.2 Acid |  S(AH)=108.8/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 345.2/2.0 IMRE | HOF(A-)=-78.9/2.3 Acid p:9

DacidH(AH)= 352.5/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pco2rphn.zaf]

CBS-QB3    |-79.3  |353.9|346.6|      |-67.5  |       |24.8|     

G3MP2B3    |-81.4  |353.5|346.2| 2.455|-67.7  |-24.7  |24.6|95.1 

G3MP2B3+   |-81.6  |353.4|346.0| 2.469|-67.8  |-24.7  |24.9|95.2 

G4MP2      |-80.0  |353.5|346.2| 2.284|-66.3  |-27.3  |24.7|91.1 

M062X/Def2T|-83.0  |353.8|346.6| 2.332|-72.1  |-29.2  |24.0|95.1 

B3/6-311++G|-52.9  |352.4|345.0| 2.310|-38.0  |0.3    |24.9|90.4 

++++++++++++++++++++++++++++++++

mCO2Me-anilide-

C8H8NO2  mw:150.056 Anion CAS: A-4518-10-9 fg:47 cnt:682

HOF(A.)= -26.1/2.2 D+AH          | BDE(A-H)= 91.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -65.7/1.0 GpAd 93SP     |

DacidS=24.4/2.0 Stat |  S(A-)=108.6/2.2 Acid |  S(AH)=110.2/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 353.3/2.0 IMRE | HOF(A-)=-70.8/2.3 Acid p:9

DacidH(AH)= 360.6/2.1 G+TS EA(ev)= 1.940

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mephnh.zaf]

CBS-QB3    |-70.0  |362.3|354.7|      |-66.5  |       |25.3|     

G3MP2B3    |-72.1  |361.6|353.7| 2.094|-66.6  |-23.9  |26.5|94.8 

G3MP2B3+   |-72.4  |361.5|353.9| 2.103|-66.7  |-24.0  |25.6|94.8 

G4MP2      |-70.9  |361.5|354.0| 1.927|-65.2  |-26.5  |25.2|90.8 

M062X/Def2T|-72.6  |362.5|355.1| 1.911|-70.4  |-28.5  |25.0|94.0 

B3/6-311++G|-42.3  |360.9|353.4| 1.881|-35.9  |1.0    |25.4|89.1 

++++++++++++++++++++++++++++++++

p-NHAc-phenoxide-

C8H8NO2  mw:150.056 Anion CAS: Z-74339-10-9 fg:33 cnt:8673

HOF(AH)= -68.7/1.0 GpAd 93SP     |

DacidS=20.5/2.0 CIDC | 

----

14DAV/GON    Datum: DacidG= 335.7/2.2 CIDC | HOF(A-)=-92.5/2.3 Acid p:5

DacidH(AH)= 341.9/2.1 CIDC

Linear Free Energy Relationships, composite computations(18BAR/) indicate .DELTA.acidH ca. 5 kcal/mol weaker than this. The latter predict an NH acidity 2 kcal/mol weaker than the OH acidity. The authors' .DELTA.fHs are based on the e- convention.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnacpho.zaf]

CBS-QB3    |-86.9  |346.7|339.5|      |-67.9  |       |24.1|     

G3MP2B3    |-88.0  |347.0|339.9| 2.355|-67.7  |-33.6  |23.8|86.2 

G3MP2B3+   |-88.2  |346.9|339.4| 2.370|-67.9  |-33.6  |24.9|86.4 

G4MP2      |-86.9  |346.7|339.4| 2.187|-66.4  |-36.4  |24.5|82.1 

M062X/Def2T|-89.4  |347.2|339.4| 2.160|-71.9  |-39.6  |25.9|84.4 

B3/6-311++G|-61.6  |343.9|336.5| 2.189|-38.3  |-11.1  |25.1|79.3 

++++++++++++++++++++++++++++++++

pNO2-3,5-diMe-phenoxide-

C8H8NO3  mw:166.051 Anion CAS: Z-2193078-86-1 fg:33 cnt:11666

----

93MIS/KAN    Datum: DacidG= 328.8/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni35ryo.zaf]

CBS-QB3    |-77.8  |331.5|324.4|      |-43.6  |       |24.0|     

G3MP2B3    |-76.7  |332.6|325.2| 3.195|-42.1  |-2.6   |24.5|91.5 

G4MP2      |-75.5  |332.5|325.2|      |-40.9  |       |24.4|     

M062X/Def2T|-74.5  |330.4|323.4| 3.181|-40.2  |-0.7   |23.3|91.5 

B3/6-311++G|-46.2  |327.0|319.9| 3.169|-5.9   |27.3   |23.6|85.3 

++++++++++++++++++++++++++++++++

MeCN..nitrobenzene-.

C8H8N2O2  mw:164.059

Core ion CAS: Z-12169-65-2 Solvent: 75-05-8 fg:307 cnt:1940

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 6.6/1.6 IMRE | HOF(A-)=33.1/0.2 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnnb.zcf]

G3MP2B3    |-3.6   | 13.7|  5.6| 24.9|17.4   |-7.3   

M062X/Def2T|-7.7   | 14.8|  8.7| 20.5|18.1   |-11.0  

++++++++++++++++++++++++++++++++

MeOH..mCN-nitrobenzene-.

C8H8N2O3  mw:180.054

Core ion CAS: Z-12402-46-9 Solvent: 67-56-1 fg:307 cnt:1928

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.7/1.6 IMRE | HOF(A-)=-34.1/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohmcnnb.zcf]

G3MP2B3    |-46.3  | 13.2|  5.3| 26.8|-47.8  |14.8   

M062X/Def2T|-50.7  | 14.0|  6.2| 26.1|-46.6  |9.9    

B3/6-311++G|-24.2  | 12.0|  3.7| 27.8|-43.7  |31.5   

++++++++++++++++++++++++++++++++

MeOH..pCN-nitrobenzene-.

C8H8N2O3  mw:180.054

Core ion CAS: Z-12402-47-0 Solvent: 67-56-1 fg:307 cnt:1929

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.1/2.0 TDAs | HOF(A-)=-50.9/3.0 AfIN p:7

DaffH(X..Y-)= 13.9/2.0 TDAs

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohpcnnb.zcf]

G3MP2B3    |-49.9  | 12.7|  4.9| 26.2|-47.8  |10.6   

M062X/Def2T|-54.7  | 13.1|  5.0| 27.2|-46.6  |5.1    

B3/6-311++G|-28.4  | 11.3|  3.0| 27.7|-43.7  |26.6   

++++++++++++++++++++++++++++++++

MeOH..oCN-nitrobenzene-.

C8H8N2O3  mw:180.054

Core ion CAS: Z-12402-45-8 Solvent: 67-56-1 fg:307 cnt:1927

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.5/1.6 IMRE | HOF(A-)=-33.0/2.4 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohocnnb.zcf]

G3MP2B3    |-42.9  | 13.1|  5.2| 26.5|-47.8  |18.0   

M062X/Def2T|-47.2  | 13.4|  5.4| 27.0|-46.6  |12.9   

B3/6-311++G|-20.1  | 11.8|  3.5| 27.7|-43.7  |35.4   

++++++++++++++++++++++++++++++++

2,6-diMe-4-NO2-nitrobenzene-.

C8H8N2O4  mw:196.049 Anion CAS: N-74709-95-8 fg:107 cnt:3952

HOF(A.)=  -1.5/3.0 Est1 93ACR/TUC|

----

93MIS/KAN2   Datum: EA=1.64(9) eV IMRE [37.9(20) kcal] | HOF(A-)=-39.4/3.6 R-EA p:8

.DELTA.eaG(343 K) = -37.6 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

99HUH/KAN    Datum: EA=1.64(9) eV IMRE [37.8(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r4ninb.zzf]

CBS-QB3    |-50.1  |     |     | 1.831|       |-7.6   |    |     

G3MP2B3    |-41.3  |     |     | 1.617|       |-3.7   |    |     

G3MP2B3+   |-42.1  |     |     | 1.630|       |-4.2   |    |     

G4MP2      |-46.0  |     |     | 1.857|       |-2.9   |    |     

M062X/Def2T|-44.4  |     |     | 1.875|       |-1.0   |    |     

B3/6-311++G|-15.1  |     |     | 2.187|       |35.6   |    |     

++++++++++++++++++++++++++++++++

(pyrazine)2-.

C8H8N4  mw:160.075 Anion CAS: N-101419-87-8 fg:305 cnt:6277

HOF(solv)=  48.6/0.4 neut 12VER/EME

----

02SON/LEE    Datum: EA=0.410(10) eV LPES p:8

DaffH(AH)=  0.2/0.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(uracil)2-.

C8H8N4O4  mw:224.055

Core ion CAS: Z-42052-10-8 Solvent: 66-22-8 fg:320 cnt:9091

HOF(solv)= -72.4/0.6 neut 94PED/   

----

10KO_/WAN    Datum: EA=2.20(15) eV LPES p:7

The stated EA is the Vertical Detachment Energy. This may involved proton-transfered dimers. Adiabatic electron affinity may be close to 0.7 eV.

++++++++++++++++++++++++++++++++

Ni(edo)2- (edo=5,6-dihydro-1,4-dioxine-2,3-dithiolate)

C8H8NiO4S4  mw:353.866 Anion CAS: Z-812646-40-5 fg:24 cnt:8866

----

16LIU/HOU    Datum: EA=2.375(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni(dddt)2- (dddt=5,6-dihydro-1,4-dithiine-2,3-dithiolate)

C8H8NiS8  mw:417.775 Anion CAS: Z-97337-11-6 fg:24 cnt:8865

----

16LIU/HOU    Datum: EA=2.78(1) eV LPES p:8

++++++++++++++++++++++++++++++++

mMe-benzaldehyde-.

C8H8O  mw:120.058 Anion CAS: N-620-23-5 fg:109 cnt:380

HOF(A.)= -16.9/1.0 GpAd 93SP     | | S(A.)=94.4/1.0  93SP

----

75WEN/KAO    Datum: EA=0.416(6) eV ECD  | HOF(A-)=-26.5/1.0 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mrphcho.zzf]

CBS-QB3    |-24.5  |     |     | 0.367|       |-16.0  |    |     

G3MP2B3    |-26.2  |     |     | 0.337|       |-18.4  |    |     

G3MP2B3+   |-26.3  |     |     | 0.336|       |-18.6  |    |     

G4MP2      |-28.9  |     |     | 0.485|       |-17.7  |    |     

M062X/Def2T|-26.8  |     |     | 0.371|       |-18.4  |    |     

B3/6-311++G|-4.7   |     |     | 0.554|       |8.0    |    |     

++++++++++++++++++++++++++++++++

acetophenone-.

C8H8O  mw:120.058 Anion CAS: Z-35120-58-2 fg:110 cnt:379

HOF(A.)= -20.7/0.4  94PED/       |

----

75WEN/KAO    Datum: EA=0.334(6) eV ECD  | HOF(A-)=-28.4/0.4 R-EA p:5

----

67WEN/CHE    Datum: EA=0.334(4) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

07YAG/MAE    Datum: EA=2.55(3) eV LPES p:1

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcor.zzf]

G3MP2B3    |-27.3  |339.0|332.8| 0.264|0.9    |-21.5  |20.7|29.8 

G3MP2B3+   |-27.4  |339.0|332.4| 0.261|0.8    |-21.6  |22.0|29.7 

G4MP2      |-29.9  |338.9|332.6| 0.413|-1.7   |-20.6  |21.3|33.2 

M062X/Def2T|-27.5  |     |     | 0.250|       |-21.9  |    |     

B3/6-311++G|-4.8   |339.0|332.4| 0.442|23.5   |5.2    |22.2|33.8 

++++++++++++++++++++++++++++++++

pMe-benzaldehyde-.

C8H8O  mw:120.058 Anion CAS: Z-99438-22-9 fg:109 cnt:381

HOF(A.)= -16.9/1.0 GpAd 93SP     | | S(A.)=93.0/1.0  93SP

----

75WEN/KAO    Datum: EA=0.385(6) eV ECD  | HOF(A-)=-25.8/1.0 R-EA p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prphcho.zzf]

CBS-QB3    |-23.1  |     |     | 0.302|       |-16.2  |    |     

G3MP2B3    |-24.2  |     |     | 0.245|       |-18.7  |    |     

G3MP2B3+   |-24.5  |     |     | 0.252|       |-18.9  |    |     

G4MP2      |-26.9  |     |     | 0.391|       |-18.0  |    |     

M062X/Def2T|-25.5  |     |     | 0.292|       |-18.9  |    |     

B3/6-311++G|-3.8   |     |     | 0.496|       |7.5    |    |     

++++++++++++++++++++++++++++++++

methyl benzoate-.

C8H8O2  mw:136.053 Anion CAS: Z-34533-12-5 fg:112 cnt:400

HOF(A.)= -66.0/1.0  02ROU/TEM    |

----

68KUH/LEV    Datum: EA=0.18 eV ECD  | HOF(A-)=-70.1/1.0 R-EA p:5

Done at constant temperature, so results uncertain: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.25 to 0.04 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phco2r.zzf]

CBS-QB3    |-68.4  |     |     | 0.078|       |-67.0  |    |     

G3MP2B3    |-69.3  |     |     | 0.079|       |-67.8  |    |     

G3MP2B3+   |-69.4  |     |     | 0.076|       |-67.9  |    |     

G4MP2      |-71.9  |     |     | 0.258|       |-66.3  |    |     

M062X/Def2T|-71.8  |     |     | 0.060|       |-70.7  |    |     

B3/6-311++G|-42.6  |     |     | 0.242|       |-37.3  |    |     

++++++++++++++++++++++++++++++++

2,6-diMe-p-benzoquinone-.

C8H8O2  mw:136.053 Anion CAS: Z-34496-58-7 fg:113 cnt:399

HOF(A.)= -44.0/2.0 Est1          |

----

85FUK/MCI    Datum: EA=1.76(5) eV IMRE [40.6(11) kcal] | HOF(A-)=-84.6/2.3 R-EA p:9

.DELTA.eaG(355 K) = -39.4 kcal/mol; .DELTA.eaS =-3.3, estimated from data in 88HEI/CHO.

----

88HEI/CHO    Datum: EA=1.76(6) eV IMRE [40.7(14) kcal] p:8

.DELTA.eaG(423 K) = -39.3 kcal/mol; .DELTA.eaS(estimated) = -3.3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26rpbq.zzf]

CBS-QB3    |-90.9  |     |     | 1.852|       |-48.1  |    |     

G3MP2B3    |-91.5  |     |     | 1.786|       |-50.3  |    |     

G3MP2B3+   |-91.9  |     |     | 1.790|       |-50.5  |    |     

G4MP2      |-93.7  |     |     | 1.945|       |-48.8  |    |     

M062X/Def2T|-91.9  |     |     | 1.886|       |-48.3  |    |     

B3/6-311++G|-65.4  |     |     | 2.030|       |-18.5  |    |     

++++++++++++++++++++++++++++++++

2,5-diMe-p-benzoquinone-.

C8H8O2  mw:136.053 Anion CAS: Z-3599-25-5 fg:113 cnt:398

HOF(A.)= -45.0/2.0 Est1          |

----

88HEI/CHO    Datum: EA=1.76(6) eV IMRE [40.6(14) kcal] | HOF(A-)=-85.6/2.4 R-EA p:9

.DELTA.eaG(423 K) = -39.2 kcal/mol; .DELTA.eaS estimated = -3.3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [25rpbq.zzf]

CBS-QB3    |-90.8  |     |     | 1.844|       |-48.2  |    |     

G3MP2B3    |-91.0  |     |     | 1.761|       |-50.3  |    |     

G3MP2B3+   |-91.2  |     |     | 1.760|       |-50.5  |    |     

G4MP2      |-93.3  |     |     | 1.925|       |-48.8  |    |     

M062X/Def2T|-92.1  |     |     | 1.868|       |-48.8  |    |     

B3/6-311++G|-65.4  |     |     | 2.021|       |-18.7  |    |     

++++++++++++++++++++++++++++++++

oOH-acetophenone-.

C8H8O2  mw:136.053 Anion CAS: N-118-93-4 fg:110 cnt:1116

HOF(A.)= -63.0/1.0 GpAd 93SP     | | S(A.)=97.9/1.0  93SP

----

85FUK/MCI    Datum: EA=0.850(48) eV [19.6(11) kcal] | HOF(A-)=-82.6/1.5 R-EA p:9

.DELTA.eaG(355 K) = -20.7 kcal/mol; .DELTA.eaS = 3.0, estimated from data in 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oohphac.zzf]

CBS-QB3    |-81.7  |     |     | 1.073|       |-56.9  |    |     

G3MP2B3    |-81.3  |     |     | 0.989|       |-58.4  |    |     

G3MP2B3+   |-81.4  |     |     | 0.841|       |-61.6  |    |     

G4MP2      |-83.6  |     |     | 1.147|       |-57.1  |    |     

M062X/Def2T|-83.6  |     |     | 0.508|       |-72.0  |    |     

B3/6-311++G|-55.3  |     |     | 1.223|       |-27.0  |    |     

++++++++++++++++++++++++++++++++

mOMe-benzaldehyde-.

C8H8O2  mw:136.053 Anion CAS: Z-254430-96-1 fg:109 cnt:401

HOF(A.)= -46.3/1.0 GpAd 93SP     | | S(A.)=103.8/1.0  93SP

----

75WEN/KAO    Datum: EA=0.484(6) eV ECD  | HOF(A-)=-57.5/1.0 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [morphcho.zzf]

CBS-QB3    |-54.4  |     |     | 0.355|       |-46.5  |    |     

G3MP2B3    |-54.1  |     |     | 0.303|       |-47.4  |    |     

G3MP2B3+   |-54.2  |     |     | 0.304|       |-47.5  |    |     

G4MP2      |-56.5  |     |     | 0.470|       |-45.9  |    |     

M062X/Def2T|-57.7  |     |     | 0.336|       |-50.2  |    |     

B3/6-311++G|-29.5  |     |     | 0.541|       |-17.4  |    |     

++++++++++++++++++++++++++++++++

2,6-diOH-acetophenone-. (DHAP)

C8H8O3  mw:152.048 Anion CAS: Z-1007895-16-0 fg:110 cnt:10038

----

07LIP/EUS    Datum: EA=0.59(5) eV LPES p:8

Vertical Detachment Energy:1.05(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26ohphac.zzf]

G3MP2B3    |-118.5 |     |     | 0.373|       |-110.4 |    |     

G3MP2B3+   |-118.5 |     |     | 0.372|       |-110.5 |    |     

M062X/Def2T|-122.3 |     |     | 0.360|       |-114.3 |    |     

B3/6-311++G|-88.1  |     |     | 0.544|       |-76.1  |    |     

++++++++++++++++++++++++++++++++

2,6-diOMe-p-benzoquinone-.

C8H8O4  mw:168.043 Anion CAS: Z-26547-64-8 fg:113 cnt:1671

----

88HEI/CHO    Datum: EA=1.72(6) eV TDEq [39.6(14) kcal] p:9

.DELTA.eaG(423 K) =-38.9 kcal/mol; .DELTA.eaS = -1.9 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26orpbq.zzf]

CBS-QB3    |-148.4 |     |     | 2.080|       |-100.2 |    |     

G3MP2B3    |-145.5 |     |     | 2.000|       |-99.1  |    |     

G3MP2B3+   |-145.8 |     |     | 2.001|       |-99.4  |    |     

G4MP2      |-147.1 |     |     | 2.212|       |-95.9  |    |     

M062X/Def2T|-151.2 |     |     | 2.100|       |-102.8 |    |     

B3/6-311++G|-113.0 |     |     | 1.937|       |-68.4  |    |     

++++++++++++++++++++++++++++++++

(H2O)2..1,4-O2C-C6H4-CO2=

C8H8O6  mw:200.033 fg:237 cnt:6362

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=2.00(5) eV LPES p:9

DaffH(AH)=  11.8/1.6 dEA

----

05MIN/VRB    Datum: EA=2.00(5) eV LPES p:8

DaffH(AH)=  11.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)2..1,3-O2C-C6H4-CO2=

C8H8O6  mw:200.033 fg:237 cnt:6379

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=1.00(5) eV LPES p:9

DaffH(AH)=  8.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)2..1,2-O2C-C6H4-CO2=

C8H8O6  mw:200.033 fg:237 cnt:10423

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=1.00(5) eV LPES p:8

DaffH(AH)=  9.0/1.6 dEA

++++++++++++++++++++++++++++++++

PhCHMe-

C8H9  mw:105.071 Anion CAS: Z-13822-53-2 fg:74 cnt:786

HOF(A.)=  40.7/1.3 D+AH          | BDE(A-H)= 85.6/1.3  04MUR/DOS     

HOF(AH)=   7.2/0.2  94PED/       |

DacidS=21.6/1.4 Stat |  S(A-)=81.8/1.4 Acid |  S(AH)=86.2/0.2  69BEN/CRU

----

79BAR/SCO #  Datum: DacidG= 373.3/2.0 IMRE | HOF(A-)=21.2/2.1 Acid p:9

DacidH(AH)= 379.7/2.0 G+TS EA(ev)= 0.844 DaffH(X..Y-)= 48.9/2.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phchr.zaf]

CBS-QB3    |26.9   |383.6|375.9| 0.814|9.1    |45.6   |25.8|88.6 

G3MP2B3    |21.1   |382.4|374.6| 1.005|5.9    |44.1   |26.1|90.4 

G3MP2B3+   |20.8   |382.4|374.9| 1.010|5.6    |44.0   |25.2|90.5 

G4MP2      |21.0   |382.1|374.3| 0.903|6.1    |41.7   |26.0|87.7 

M062X/Def2T|23.0   |380.9|373.0| 0.815|6.8    |41.7   |26.7|87.0 

B3/6-311++G|44.2   |381.1|373.6| 0.792|30.3   |62.3   |25.1|84.1 

++++++++++++++++++++++++++++++++

pMe-C6H4CH2-

C8H9  mw:105.071 Anion CAS: Z-59305-42-9 fg:74 cnt:788

HOF(A.)=  39.9/2.2  86HAY/KRU    | BDE(A-H)= 87.7/2.2 R-AH           

HOF(AH)=   4.3/0.2  94PED/       |

DacidS=23.8/1.4 Stat |  S(A-)=82.0/1.4 Acid |  S(AH)=84.2/0.2  69BEN/CRU

----

79BAR/SCO #  Datum: DacidG= 374.8/2.3 IMRE | HOF(A-)=20.5/2.4 Acid p:9

DacidH(AH)= 381.9/2.3 G+TS EA(ev)= 0.840

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prphj.zaf]

G3MP2B3    |20.3   |384.0|377.6| 1.011|3.5    |43.4   |21.6|92.1 

M062X/Def2T|23.0   |383.5|377.4| 0.824|4.2    |41.8   |20.4|89.7 

B3/6-311++G|43.5   |382.9|376.8|      |27.8   |       |20.6|     

++++++++++++++++++++++++++++++++

mMe-C6H4CH2-

C8H9  mw:105.071 Anion CAS: Z-59305-38-3 fg:74 cnt:787

HOF(A.)=  39.9/2.1  86HAY/KRU    | BDE(A-H)= 87.9/2.1 R-AH           

HOF(AH)=   4.1/0.2  94PED/       |

DacidS=24.0/1.0 Stat |  S(A-)=83.6/1.0 Acid |  S(AH)=85.6/0.3  69STU/WES

----

83CAL/BAR #  Datum: DacidG= 373.9/2.5 IMRE | HOF(A-)=19.5/2.5 Acid p:9

DacidH(AH)= 381.1/2.5 G+TS EA(ev)= 0.885

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mrphj.zaf]

CBS-QB3    |24.2   |383.5|378.2| 0.900|6.4    |44.8   |17.9|90.4 

G3MP2B3    |18.1   |382.0|374.8| 1.100|3.3    |43.3   |24.3|92.1 

G3MP2B3+   |17.9   |382.0|376.3| 1.105|3.1    |43.2   |19.1|92.2 

G4MP2      |18.0   |381.7|376.1| 1.002|3.5    |40.9   |18.7|89.5 

M062X/Def2T|21.0   |381.6|374.5| 0.912|4.1    |41.9   |23.9|89.9 

B3/6-311++G|41.9   |381.4|375.7| 0.895|27.7   |62.3   |19.3|86.7 

++++++++++++++++++++++++++++++++

7-Me-cycloheptatrienide-

C8H9  mw:105.071 Anion CAS: Z-34568-79-1 fg:80 cnt:6058

HOF(AH)=  36.9/2.0 GpAd 93SP     |

DacidS=24.6/3.0 Stat |  S(A-)=80.6/4.2 Acid |  S(AH)=82.0/3.0 GpAd 93SP

----

02MIS/KIN    Datum: DacidG= 363.3/2.0 IMRE | HOF(A-)=41.8/3.0 Acid p:7

DacidH(AH)= 370.6/2.2 G+TS

Reprotonation is thermochemically likely to be on C-1, giving 1-alkyl-cycloheptatriene, and thus not a true equilibrium - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [7rcht.zaf]

G3MP2B3    |46.0   |379.4|370.6| 0.519|33.9   |57.7   |29.4|75.9 

G3MP2B3+   |45.4   |378.9|370.5| 0.539|33.6   |57.6   |28.3|76.0 

M062X/Def2T|51.2   |377.5|368.9| 0.354|38.4   |59.2   |28.9|72.9 

B3/6-311++G|70.8   |375.4|366.8| 0.330|62.7   |78.2   |29.0|67.6 

++++++++++++++++++++++++++++++++

6,6-dimethylfulven-7-ide-

C8H9  mw:105.071 Anion CAS: Z-183988-76-3 fg:80 cnt:2116

HOF(A.)=  64.5/3.3 D+AH          | BDE(A-H)= 84.5/3.0 SDEA 89BOR/HAR 

HOF(AH)=  32.1/1.3  94PED/       |

DacidS=22.0/3.0 Stat | 

----

88BRI/SQU    Datum: DacidG= 347.5/3.0 IMRB | HOF(A-)=20.5/3.4 Acid p:7

DacidH(AH)= 354.1/3.1 G+TS EA(ev)= 1.910

Acidity between nPrSH, iPrSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2rfulv.zaf]

CBS-QB3    |22.7   |350.9|343.6|      |37.6   |       |24.6|     

G3MP2B3    |17.4   |351.4|344.1| 2.116|33.2   |66.2   |24.5|85.1 

G3MP2B3+   |17.2   |351.5|344.2|      |33.0   |       |24.3|     

G4MP2      |17.2   |351.1|343.9| 2.008|33.2   |63.5   |24.4|82.4 

M062X/Def2T|20.2   |348.5|341.0| 1.930|36.4   |64.7   |25.1|80.4 

B3/6-311++G|43.8   |351.4|344.1| 1.832|59.7   |86.0   |24.6|78.5 

++++++++++++++++++++++++++++++++

2-methylenenorborn-5-en-3-ide-

C8H9  mw:105.071 Anion CAS: Z-238078-34-7 fg:80 cnt:1147

HOF(AH)=  43.0/5.0 Est3          |

DacidS=23.2/1.0 Stat | 

----

86LEE/SQU    Datum: DacidG= 383.1/2.0 IMRB | HOF(A-)=67.3/5.4 Acid p:8

DacidH(AH)= 390.0/2.0 G+TS

Ca. 1 kcal < H2O.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jnorbor.zaf]

CBS-QB3    |68.6   |390.4|382.4| 0.557|44.0   |81.3   |26.7|89.4 

G3MP2B3    |62.0   |389.4|381.6| 0.683|39.7   |77.6   |26.4|90.0 

G3MP2B3+   |61.6   |389.4|381.5| 0.690|39.4   |77.4   |26.5|90.0 

G4MP2      |61.9   |389.1|381.2| 0.592|40.0   |75.4   |26.3|87.5 

M062X/Def2T|70.9   |390.9|383.1| 0.544|44.7   |83.3   |26.3|90.8 

B3/6-311++G|95.4   |388.6|380.7| 0.585|74.1   |108.7  |26.5|86.8 

++++++++++++++++++++++++++++++++

PhCH2CH2-

C8H9  mw:105.071 Anion CAS: Z-1208609-74-8 fg:88 cnt:2364

HOF(A.)=  55.6/2.0 D+AH          | BDE(A-H)= 100.5/2.0 Est2 90SEE/RUS

HOF(AH)=   7.2/0.2  94PED/       |

DacidS=28.0/2.0 Stat |  S(A-)=88.2/2.0 Acid |  S(AH)=86.2/0.3  69STU/WES

----

90GRA/SQU    Datum: DacidH(AH)= 406.0/4.6 CIDT | HOF(A-)=47.5/4.6 Acid p:7

DacidG(AH)= 397.7/4.6 H-TS  EA(eV)= 0.351

From decarboxylation threshold. Stable form probably the spiro[2.5]octadienide 89MAA/VAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phjj.zaf]

CBS-QB3    |52.8   |409.5|402.0| 0.283|9.1    |59.6   |25.3|102.7

G3MP2B3    |47.4   |408.7|401.4| 0.352|5.9    |55.8   |24.7|102.0

G3MP2B3+   |46.8   |408.4|400.9| 0.372|5.6    |55.6   |25.3|102.1

G4MP2      |47.4   |408.5|401.2| 0.237|6.1    |53.2   |24.7|99.2 

M062X/Def2T|52.9   |410.8|402.9| 0.128|6.8    |56.0   |26.4|101.3

B3/6-311++G|71.1   |408.0|400.6| 0.285|30.3   |77.9   |24.9|99.7 

++++++++++++++++++++++++++++++++

bicyclo[3.2.1]octa-2,6-dien-4-ide-

C8H9  mw:105.071 Anion CAS: Z-76881-29-3 fg:80 cnt:1144

DacidS=23.3/2.0 Stat | 

----

86LEE/SQU #  Datum: DacidG= 372.6/2.0 IMRE | HOF(A-)=36.9/2.3 Acid p:9

DacidH(AH)= 379.6/2.1 G+TS

1.4 kcal > MeOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc321die.zaf]

CBS-QB3    |53.8   |381.3|373.4| 0.702|38.3   |69.8   |26.6|83.6 

G3MP2B3    |47.2   |380.6|372.6| 0.850|33.7   |66.5   |26.8|84.9 

G3MP2B3+   |46.9   |380.7|372.8| 0.850|33.5   |66.4   |26.5|85.0 

G4MP2      |46.9   |380.1|372.1| 0.760|34.0   |64.2   |26.8|82.3 

M062X/Def2T|55.7   |382.1|374.2| 0.640|38.3   |70.3   |26.5|84.1 

B3/6-311++G|80.7   |380.1|372.2| 0.685|67.9   |96.3   |26.5|80.6 

++++++++++++++++++++++++++++++++

2,8,10-trioxaadamantyl-4-CF3-4,6,9-triOH..Cl-

C8H9ClF3O6  mw:293.005

Core ion CAS: Z-16887-00-6 Solvent: 1620767-42-1 fg:482 cnt:8657

----

14SAM/WAN    Datum: EA=5.60(10) eV LPES p:9

DaffH(AH)=  45.8/2.3 dEA

Vertical Detachment Energy:5.82(10) eV.

++++++++++++++++++++++++++++++++

MeOH..3,5-F2-C6H3CH2O-

C8H9F2O2  mw:175.058

Core ion CAS: Z-907564-05-0 Solvent: 67-56-1 fg:232 cnt:7980

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 7.5 IMRE | HOF(A-)=-167.6/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f2bzor.zcf]

G3MP2B3    |-191.6 | 24.0| 14.0| 33.2|-47.8  |-119.8 

M062X/Def2T|-195.2 | 24.1| 15.1| 30.0|-46.6  |-124.4 

B3/6-311++G|-159.7 | 23.3| 15.0| 27.8|-43.7  |-92.7  

++++++++++++++++++++++++++++++++

SiF4..2,6-diMe-nitrobenzene-.

C8H9F4NO2Si  mw:255.034

Core ion CAS: Z-34505-31-2 Solvent: 7783-61-1 fg:307 cnt:4995

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 19.8/0.6 IMRE | HOF(A-)=-402.6/1.2 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifoornb.zcf]

G3MP2B3    |-431.9 | 34.0| 22.9| 37.4|-383.0 |-14.8  

M062X/Def2T|-441.1 | 37.8| 25.3| 41.8|-385.9 |-17.4  

++++++++++++++++++++++++++++++++

H2O..indole-.

C8H9NO  mw:135.069

Core ion CAS: Z-40613-72-7 Solvent: 7732-18-5 fg:305 cnt:9988

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16BUY/BUO    Datum: EA=0.144(40) eV LPES p:8

DaffH(AH)=  3.2/0.9 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

2,6-diMe-nitrobenzene-.

C8H9NO2  mw:151.064 Anion CAS: Z-34505-31-2 fg:107 cnt:426

HOF(A.)=   2.1/0.4  93ACR/TUC    |

----

85FUK/MCI    Datum: EA=0.811(48) eV [18.7(11) kcal] | HOF(A-)=-16.6/1.2 R-EA p:9

.DELTA.eaG(355 K) = -18.3 kcal/mol; .DELTA.eaS =-1.1, estimated from data in 86CHO/HEI.

----

99HUH/KAN    Datum: EA=0.742(87) eV [17.1(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<2.61(5) eV PD   p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r2nb.zzf]

CBS-QB3    |-18.1  |     |     | 0.770|       |-0.5   |    |     

G3MP2B3    |-14.8  |     |     | 0.644|       |-0.1   |    |     

G3MP2B3+   |-15.4  |     |     | 0.641|       |-0.7   |    |     

G4MP2      |-18.5  |     |     | 0.826|       |0.5    |    |     

M062X/Def2T|-17.4  |     |     | 0.825|       |1.6    |    |     

B3/6-311++G|8.7    |     |     | 1.032|       |32.5   |    |     

++++++++++++++++++++++++++++++++

2,4-diMe-nitrobenzene-.

C8H9NO2  mw:151.064 Anion CAS: Z-37551-97-6 fg:107 cnt:425

HOF(A.)=   3.5/2.0 Est3          |

----

85FUK/MCI    Datum: EA=0.880(48) eV [20.3(11) kcal] | HOF(A-)=-16.8/2.3 R-EA p:9

.DELTA.eaG(355 K) = -19.9 kcal/mol; .DELTA.eaS =-1.1, estimated from data in 86CHO/HEI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [24r2nb.zzf]

CBS-QB3    |-21.7  |     |     | 0.894|       |-1.2   |    |     

G3MP2B3    |-17.8  |     |     | 0.752|       |-0.6   |    |     

G3MP2B3+   |-18.1  |     |     | 0.751|       |-1.0   |    |     

G4MP2      |-21.8  |     |     | 0.950|       |0.0    |    |     

M062X/Def2T|-20.9  |     |     | 0.919|       |0.2    |    |     

B3/6-311++G|4.3    |     |     | 1.131|       |30.2   |    |     

++++++++++++++++++++++++++++++++

2,3-diMe-nitrobenzene-.

C8H9NO2  mw:151.064 Anion CAS: Z-35963-33-8 fg:107 cnt:423

HOF(A.)=   0.7/1.0 GpAd 93SP     |

----

86CHO/HEI    Datum: EA=0.854(87) eV [19.7(20) kcal] | HOF(A-)=-19.0/2.2 R-EA p:9

.DELTA.eaG=-19.4 kcal/mol; .DELTA.eaS=-1.1 eu.

----

85FUK/MCI    Datum: EA=0.915(48) eV [21.1(11) kcal] p:6

.DELTA.eaG(355 K) = -20.7 kcal/mol; .DELTA.eaS =-1.1, estimated from data in 86CHO/HEI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [23r2nb.zzf]

CBS-QB3    |-20.1  |     |     | 0.878|       |-0.1   |    |     

G3MP2B3    |-16.2  |     |     | 0.731|       |0.4    |    |     

G4MP2      |-20.3  |     |     | 0.930|       |1.0    |    |     

M062X/Def2T|-19.2  |     |     | 0.916|       |1.7    |    |     

B3/6-311++G|7.0    |     |     | 1.116|       |32.6   |    |     

++++++++++++++++++++++++++++++++

3,4-diMe-nitrobenzene-.

C8H9NO2  mw:151.064 Anion CAS: Z-34527-23-6 fg:107 cnt:427

HOF(A.)=  -2.0/2.0 Est3          |

----

85FUK/MCI    Datum: EA=0.924(48) eV [21.3(11) kcal] | HOF(A-)=-23.3/2.3 R-EA p:9

.DELTA.eaG(355 K) = -20.9 kcal/mol; .DELTA.eaS =-1.1, estimated from data in 86CHO/HEI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [34r2nb.zzf]

CBS-QB3    |-25.0  |     |     | 0.938|       |-3.5   |    |     

G3MP2B3    |-20.9  |     |     | 0.783|       |-3.0   |    |     

G3MP2B3+   |-21.2  |     |     | 0.784|       |-3.3   |    |     

G4MP2      |-25.1  |     |     | 0.979|       |-2.6   |    |     

M062X/Def2T|-24.3  |     |     | 0.957|       |-2.4   |    |     

B3/6-311++G|0.9    |     |     | 1.177|       |27.9   |    |     

++++++++++++++++++++++++++++++++

3,5-diMe-nitrobenzene-.

C8H9NO2  mw:151.064 Anion CAS: Z-39933-64-7 fg:107 cnt:2420

HOF(A.)=  -2.0/2.0 Est3          |
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.21(5) eV PD   | HOF(A-)=>-29.9/2.3 R-EA p:4

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.84 to 0.98 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35r2nb.zzf]

CBS-QB3    |-25.8  |     |     | 0.980|       |-3.2   |    |     

G3MP2B3    |-22.0  |     |     | 0.845|       |-2.6   |    |     

G3MP2B3+   |-22.2  |     |     | 0.839|       |-2.9   |    |     

G4MP2      |-26.1  |     |     | 1.039|       |-2.2   |    |     

M062X/Def2T|-24.9  |     |     | 1.030|       |-1.4   |    |     

B3/6-311++G|-0.5   |     |     | 1.229|       |27.9   |    |     

++++++++++++++++++++++++++++++++

MeCO2H..nitrobenzene-.

C8H9NO4  mw:183.054

Core ion CAS: Z-12169-65-2 Solvent: 64-19-7 fg:307 cnt:1774

HOF(solv)=-103.4/0.6 neut 94PED/   

----

85SIE/       Datum: DaffG= 14.6/0.2 TDAs | HOF(A-)=-133.0/0.7 AfIN p:8

DaffH(X..Y-)= 22.6/0.1 TDAs

++++++++++++++++++++++++++++++++

pyrrole..pyrrolide-

C8H9N2  mw:133.077

Core ion CAS: Z-23303-09-5 Solvent: 109-97-7 fg:251 cnt:2097

HOF(solv)=  25.9/0.1 neut 94PED/   

----

88MEO/   2   Datum: DaffG= 16.3/1.0 TDAs | HOF(A-)=-0.6/1.0 AfIN p:8

DaffH(X..Y-)= 26.5/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pyrrpyrr.zcf]

G3MP2B3    |20.7   | 22.9| 14.1| 29.6|26.0   |17.7   

G3MP2B3+   |20.7   | 22.8| 14.0| 29.6|25.9   |17.6   

G4MP2      |20.1   | 22.7| 14.0| 29.0|25.7   |17.1   

M062X/Def2T|18.9   | 23.8| 15.2| 29.0|23.5   |19.2   

B3/6-311++G|43.6   | 21.6| 13.6| 26.7|36.4   |28.7   

++++++++++++++++++++++++++++++++

pNO2-3,5-diMe-anilide-

C8H9N2O2  mw:165.067 Anion CAS: A-34761-82-5 fg:47 cnt:11672

----

93MIS/KAN    Datum: DacidG= 349.1/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni35rynh.zaf]

CBS-QB3    |-18.7  |347.5|340.3|      |-0.4   |       |24.0|     

G3MP2B3    |-18.8  |347.6|340.2| 2.705|0.8    |43.8   |24.8|95.1 

G4MP2      |-18.2  |347.6|340.2|      |1.4    |       |24.8|     

M062X/Def2T|-15.2  |346.8|339.8| 2.648|2.6    |46.1   |23.7|95.6 

B3/6-311++G|9.4    |344.6|337.5| 2.647|32.1   |70.8   |23.7|90.8 

++++++++++++++++++++++++++++++++

2,3-diMe-phenoxide-

C8H9O  mw:121.066 Anion CAS: Z-86260-39-1 fg:33 cnt:7228

HOF(AH)= -37.7/2.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

08MAD/COS    Datum: DacidG= 340.4/2.2 CIDC | HOF(A-)=-56.3/3.0 Acid p:8

DacidH(AH)= 347.1/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [23r2pho.zaf]

CBS-QB3    |-53.1  |349.3|341.9| 2.133|-36.6  |-3.8   |24.6|84.9 

G3MP2B3    |-56.3  |349.5|342.2| 2.323|-38.6  |-2.7   |24.5|88.1 

G3MP2B3+   |-56.7  |349.4|341.8| 2.333|-38.9  |-2.9   |25.3|88.1 

G4MP2      |-55.6  |349.5|342.2| 2.197|-38.0  |-4.9   |24.7|85.2 

M062X/Def2T|-54.4  |349.7|343.0| 2.147|-39.4  |-4.8   |22.5|86.7 

B3/6-311++G|-28.8  |347.3|339.9| 2.188|-8.8   |19.6   |24.6|80.5 

++++++++++++++++++++++++++++++++

2,4-diMe-phenoxide-

C8H9O  mw:121.066 Anion CAS: Z-86260-38-0 fg:33 cnt:7229

HOF(AH)= -38.2/2.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

08MAD/COS    Datum: DacidG= 341.3/2.1 CIDC | HOF(A-)=-56.0/3.0 Acid p:8

DacidH(AH)= 347.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [24r2pho.zaf]

CBS-QB3    |-53.1  |349.7|342.1| 2.061|-37.1  |-5.5   |25.8|83.7 

G3MP2B3    |-56.0  |350.1|342.3| 2.229|-38.9  |-4.5   |26.0|86.5 

G3MP2B3+   |-56.4  |349.9|342.3| 2.241|-39.1  |-4.7   |25.5|86.6 

G4MP2      |-55.3  |350.1|342.2| 2.103|-38.2  |-6.8   |26.3|83.5 

M062X/Def2T|-54.2  |349.9|342.7| 2.062|-39.4  |-6.6   |24.1|84.9 

B3/6-311++G|-29.1  |348.1|340.6| 2.103|-9.9   |17.3   |25.1|79.3 

++++++++++++++++++++++++++++++++

2,5-diMe-phenoxide-

C8H9O  mw:121.066 Anion CAS: Z-64502-87-0 fg:33 cnt:7230

HOF(AH)= -38.2/2.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

08MAD/COS    Datum: DacidG= 341.0/2.2 CIDC | HOF(A-)=-56.2/3.0 Acid p:8

DacidH(AH)= 347.7/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [25r2pho.zaf]

CBS-QB3    |-54.2  |348.8|341.5| 2.143|-37.3  |-4.8   |24.6|84.6 

G3MP2B3    |-57.3  |349.1|342.1| 2.323|-39.3  |-3.7   |23.7|87.6 

G3MP2B3+   |-57.6  |349.1|341.7| 2.331|-39.5  |-3.9   |24.7|87.7 

G4MP2      |-56.7  |349.1|341.9| 2.197|-38.6  |-6.0   |24.1|84.7 

M062X/Def2T|-55.2  |349.2|341.2| 2.149|-39.7  |-5.6   |26.9|86.2 

B3/6-311++G|-30.2  |347.4|340.2| 2.100|-10.3  |18.2   |23.9|80.6 

++++++++++++++++++++++++++++++++

2,6-diMe-phenoxide-

C8H9O  mw:121.066 Anion CAS: Z-25117-01-5 fg:33 cnt:7231

HOF(AH)= -38.2/2.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

08MAD/COS    Datum: DacidG= 339.8/2.2 CIDC | HOF(A-)=-57.4/3.0 Acid p:8

DacidH(AH)= 346.5/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26rpho.zaf]

CBS-QB3    |-55.9  |347.7|340.0|      |-37.9  |       |25.9|     

G3MP2B3    |-59.0  |347.9|340.2| 2.309|-39.7  |-5.6   |25.9|86.2 

G3MP2B3+   |-59.2  |347.9|340.4| 2.313|-39.9  |-5.8   |25.2|86.2 

G4MP2      |-58.2  |347.9|340.0| 2.187|-39.0  |-7.8   |26.6|83.3 

M062X/Def2T|-56.9  |348.0|340.5| 2.135|-40.2  |-7.6   |25.3|84.7 

B3/6-311++G|-31.2  |346.0|338.6| 2.075|-10.0  |16.7   |25.1|78.8 

++++++++++++++++++++++++++++++++

3,4-diMe-phenoxide-

C8H9O  mw:121.066 Anion CAS: Z-68743-40-8 fg:33 cnt:7232

HOF(AH)= -37.7/2.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

08MAD/COS    Datum: DacidG= 342.1/2.3 CIDC | HOF(A-)=-54.6/3.1 Acid p:8

DacidH(AH)= 348.8/2.4 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [34r2pho.zaf]

CBS-QB3    |-51.4  |350.9|343.4| 2.071|-36.5  |-3.6   |25.2|85.0 

G3MP2B3    |-54.5  |351.2|343.8| 2.250|-38.5  |-2.6   |25.2|88.1 

G3MP2B3+   |-55.0  |351.0|343.4| 2.270|-38.8  |-2.7   |25.5|88.2 

G4MP2      |-53.9  |351.1|343.5| 2.124|-37.9  |-4.9   |25.4|85.0 

M062X/Def2T|-52.8  |351.2|342.8| 2.101|-39.3  |-4.4   |28.1|86.9 

B3/6-311++G|-27.7  |348.9|341.3| 2.052|-9.3   |19.6   |25.5|81.0 

++++++++++++++++++++++++++++++++

3,5-diMe-phenoxide-

C8H9O  mw:121.066 Anion CAS: Z-67303-73-5 fg:33 cnt:7233

HOF(A.)=  -3.7/4.7               | BDE(A-H)= 86.6/0.4  03LUC/MUG     

HOF(AH)= -38.2/2.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

08MAD/COS    Datum: DacidG= 341.3/2.2 CIDC | HOF(A-)=-55.9/3.0 Acid p:8

DacidH(AH)= 348.0/2.3 G+TS EA(ev)= 2.265

----

93MIS/KAN    Datum: DacidG= 345.3/2.0 IMRE p:7

DacidH(AH)= 352.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35r2pho.zaf]

CBS-QB3    |-52.6  |349.8|342.6| 2.158|-36.7  |-2.9   |24.3|85.9 

G3MP2B3    |-55.9  |350.1|343.2| 2.346|-38.8  |-1.8   |23.0|89.1 

G3MP2B3+   |-56.2  |350.1|342.5| 2.353|-39.1  |-2.0   |25.4|89.2 

G4MP2      |-55.3  |349.9|342.1| 2.222|-38.1  |-4.2   |26.3|86.0 

M062X/Def2T|-53.6  |350.5|344.2| 2.196|-39.4  |-3.1   |21.1|88.4 

B3/6-311++G|-29.2  |348.3|341.5| 2.135|-10.2  |20.0   |22.9|82.3 

++++++++++++++++++++++++++++++++

mEt-phenoxide-

C8H9O  mw:121.066 Anion CAS: Z-62105-36-6 fg:33 cnt:580

HOF(A.)=   1.0/1.0 D+AH          | BDE(A-H)= 88.0/1.0  98BOR/MAR     

HOF(AH)= -34.9/0.4  94PED/       |

DacidS=23.0/1.0 Stat |  S(A-)=91.9/1.4 Acid |  S(AH)=94.9/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 342.4/2.0 IMRE | HOF(A-)=-51.3/2.1 Acid p:9

DacidH(AH)= 349.3/2.0 G+TS EA(ev)= 2.271

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [metpho.zaf]

CBS-QB3    |-50.6  |349.1|341.6| 2.217|-34.0  |0.5    |25.3|86.6 

G3MP2B3    |-54.1  |349.3|341.7| 2.408|-36.2  |1.4    |25.4|89.7 

G3MP2B3+   |-54.4  |349.3|341.8| 2.413|-36.5  |1.2    |25.3|89.8 

G4MP2      |-53.5  |349.2|341.4| 2.284|-35.5  |-0.9   |26.1|86.7 

M062X/Def2T|-51.7  |349.6|342.0| 2.242|-36.6  |0.0    |25.7|88.8 

B3/6-311++G|-27.5  |347.4|339.9| 2.197|-7.5   |23.2   |25.2|82.9 

++++++++++++++++++++++++++++++++

pEt-phenoxide-

C8H9O  mw:121.066 Anion CAS: Z-62105-37-7 fg:33 cnt:582

HOF(A.)=   0.3/1.0 D+AH          | BDE(A-H)= 86.8/1.0  98BOR/MAR     

HOF(AH)= -34.4/0.3  94PED/       |

DacidS=23.0/1.0 Stat |  S(A-)=90.5/1.4 Acid |  S(AH)=93.5/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 342.9/2.0 IMRE | HOF(A-)=-50.4/2.0 Acid p:9

DacidH(AH)= 349.8/2.0 G+TS EA(ev)= 2.197

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [petpho.zaf]

CBS-QB3    |-49.7  |349.6|342.2|      |-33.6  |       |25.0|     

G3MP2B3    |-53.0  |349.9|342.4| 2.325|-35.7  |0.6    |25.0|88.4 

G3MP2B3+   |-53.4  |349.7|342.3| 2.334|-35.9  |0.4    |25.0|88.5 

G4MP2      |-52.4  |349.8|342.3| 2.195|-35.0  |-1.7   |25.2|85.4 

M062X/Def2T|-50.5  |350.2|342.7| 2.143|-35.9  |-1.0   |25.1|87.0 

B3/6-311++G|-26.8  |347.5|340.1| 2.126|-7.0   |22.2   |25.0|81.4 

++++++++++++++++++++++++++++++++

PhCH(Me)O-

C8H9O  mw:121.066 Anion CAS: Z-113534-04-6 fg:30 cnt:2336

HOF(A.)=  19.2/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -34.2/1.0 GpAd 93SP     |

DacidS=22.9/1.0 Calc |  S(A-)=113.8/1.4 Acid |  S(AH)=117.0/1.0 GpAd 93SP

----

13ABB/KOP    Datum: DacidG= 361.5/2.4 IMRE | HOF(A-)=-31.6/2.7 Acid p:9

DacidH(AH)= 368.3/2.4 G+TS EA(ev)= 2.202 DaffH(X..Y-)= 45.6/2.6 A-IN

----

90GRA/SCH    Datum: DacidG= 361.3/2.8 CIDC p:8

DacidH(AH)= 368.1/2.8 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phchro.zaf]

CBS-QB3    |-29.4  |367.1|360.1| 2.286|-30.7  |23.4   |23.5|106.2

G3MP2B3    |-32.2  |368.0|361.0| 2.276|-33.0  |20.3   |23.6|105.5

G3MP2B3+   |-32.6  |367.8|361.0| 2.283|-33.2  |20.2   |22.9|105.5

G4MP2      |-31.6  |367.9|360.9| 2.135|-32.3  |17.7   |23.5|102.1

M062X/Def2T|-28.2  |369.0|362.0| 2.042|-32.5  |19.0   |23.5|103.6

B3/6-311++G|-4.8   |365.5|358.6| 2.147|-3.0   |44.8   |23.1|99.9 

++++++++++++++++++++++++++++++++

pMe-C6H4CH2O-

C8H9O  mw:121.066 Anion CAS: Z-185749-51-3 fg:30 cnt:6595

HOF(A.)=  20.4/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -32.0/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=92.5/2.8 Acid |  S(AH)=96.5/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 363.9/2.0 IMRE | HOF(A-)=-27.2/2.3 Acid p:9

DacidH(AH)= 370.5/2.1 G+TS EA(ev)= 2.066

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prbzo.zaf]

CBS-QB3    |-25.9  |     |     | 2.145|       |23.7   |    |     

G3MP2B3    |-28.5  |369.6|362.9| 2.139|-31.0  |21.0   |22.6|104.0

G3MP2B3+   |-29.1  |369.3|363.0|      |-31.2  |       |21.1|     

G4MP2      |-28.2  |369.4|362.7|      |-30.5  |       |22.6|     

M062X/Def2T|-25.2  |370.3|363.5| 1.917|-30.8  |19.2   |22.7|102.1

B3/6-311++G|-2.8   |366.4|360.2|      |-1.9   |       |20.9|     

++++++++++++++++++++++++++++++++

pSOMe-C6H4CH2-

C8H9OS  mw:153.038 Anion CAS: N-84237-65-0 fg:74 cnt:808

HOF(AH)= -16.6/1.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 359.3/2.0 IMRE | HOF(A-)=-16.3/2.3 Acid p:9

DacidH(AH)= 366.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [psorphj.zaf]

CBS-QB3    |-8.2   |367.6|360.9| 1.593|-10.1  |28.4   |22.6|90.6 

G3MP2B3    |-11.9  |366.3|359.2| 1.797|-11.0  |29.4   |23.7|92.6 

G3MP2B3+   |-12.1  |366.2|360.5| 1.805|-11.1  |29.5   |19.2|92.7 

G4MP2      |-13.2  |366.1|359.2| 1.649|-12.1  |24.7   |23.0|88.9 

M062X/Def2T|-8.3   |365.6|358.5| 1.608|-9.2   |28.6   |23.9|90.0 

B3/6-311++G|35.9   |365.4|359.6| 1.591|37.7   |72.4   |19.5|86.8 

++++++++++++++++++++++++++++++++

pOMe-C6H4CH2O-

C8H9O2  mw:137.061 Anion CAS: Z-185749-53-5 fg:32 cnt:6594

HOF(A.)=  -8.9/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -61.3/1.0 GpAd 93SP     |

DacidS=22.0/2.0 Stat |  S(A-)=101.9/2.8 Acid |  S(AH)=105.9/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 363.1/2.0 IMRE | HOF(A-)=-57.3/2.3 Acid p:9

DacidH(AH)= 369.7/2.1 G+TS EA(ev)= 2.101

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [porbzo.zaf]

CBS-QB3    |-55.8  |369.1|361.6|      |-59.2  |       |25.3|     

G3MP2B3    |-56.6  |370.6|362.9| 2.100|-59.9  |-8.1   |25.7|103.9

G3MP2B3+   |-57.1  |370.3|362.8| 2.112|-60.1  |-8.3   |25.1|103.9

G4MP2      |-55.5  |370.4|362.9|      |-58.8  |       |25.4|     

M062X/Def2T|-55.8  |371.6|364.3| 1.907|-62.7  |-10.9  |24.2|103.8

M062X/Def2T|-55.6  |371.5|364.1| 1.857|-62.4  |-12.7  |24.7|101.8

B3/6-311++G|-27.3  |367.5|360.0| 1.972|-27.5  |18.2   |25.0|97.8 

++++++++++++++++++++++++++++++++

PhSO2CHMe-

C8H9O2S  mw:169.033 Anion CAS: Z-751429-09-1 fg:72 cnt:781

HOF(AH)= -71.3/1.0 GpAd 93SP     |

DacidS=26.0 Stat |  S(A-)=104.0/1.0 Acid |  S(AH)=104.0/1.0 GpAd 93SP

----

78CUM/KEB    Datum: DacidG= 357.2/2.0 IMRE | HOF(A-)=-72.0/1.0 Acid p:8

DacidH(AH)= 365.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phso2xr.zaf]

CBS-QB3    |-61.8  |365.2|357.4| 2.155|-61.3  |-11.9  |26.0|101.4

G3MP2B3    |-60.9  |365.6|357.8| 2.168|-59.4  |-10.7  |26.1|100.8

G3MP2B3+   |-60.9  |365.6|357.7| 2.162|-59.3  |-10.9  |26.3|100.5

G4MP2      |-63.6  |365.4|357.6| 1.984|-61.8  |-17.6  |26.0|96.2 

M062X/Def2T|-55.8  |365.2|357.5| 2.014|-56.4  |-9.3   |25.9|99.2 

B3/6-311++G|10.1   |365.9|358.0| 2.007|11.5   |56.6   |26.5|97.3 

++++++++++++++++++++++++++++++++

pSO2Me-C6H4CH2-

C8H9O2S  mw:169.033 Anion CAS: N-91484-62-7 fg:74 cnt:813

HOF(AH)= -65.3/0.8  94PED/       |

DacidS=22.4/2.0 Stat |  S(A-)=99.9/2.2 Acid |  S(AH)=103.5/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 352.1/2.0 IMRE | HOF(A-)=-72.2/2.2 Acid p:9

DacidH(AH)= 358.8/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pso2rphj.zaf]

CBS-QB3    |-68.7  |360.1|354.1|      |-63.1  |       |20.2|     

G3MP2B3    |-69.1  |359.1|352.2| 2.118|-61.0  |-20.3  |23.1|92.8 

G3MP2B3+   |-69.2  |359.0|353.2| 2.128|-61.0  |-20.2  |19.6|93.0 

G4MP2      |-71.9  |359.1|353.1| 1.934|-63.8  |-27.3  |20.0|88.6 

M062X/Def2T|-64.8  |358.0|351.1| 1.941|-58.1  |-20.0  |23.2|90.2 

B3/6-311++G|0.4    |358.1|352.3| 1.920|9.6    |44.7   |19.4|87.2 

++++++++++++++++++++++++++++++++

MeCO2H..PhS-

C8H9O2S  mw:169.033

Core ion CAS: Z-13133-62-5 Solvent: 64-19-7 fg:255 cnt:2264

HOF(solv)=-103.4/0.6 neut 94PED/   

----

89SIE/MEO    Datum: DaffG= 12.5/0.4 TDAs | HOF(A-)=-123.7/0.6 AfIN p:8

DaffH(X..Y-)= 20.3/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hoacphs.zcf]

G3MP2B3    |-122.2 | 16.0|  6.8| 31.1|-102.8 |-3.4   

G3MP2B3+   |-122.5 | 16.1|  7.1| 30.0|-102.9 |-3.5   

G4MP2      |-121.0 | 15.9|  6.6| 31.2|-102.2 |-2.9   

M062X/Def2T|-121.2 | 17.4|  8.5| 29.9|-103.3 |-0.4   

B3/6-311++G|-88.2  | 14.9|  6.2| 29.4|-92.8  |19.6   

++++++++++++++++++++++++++++++++

phenol..MeCO2-

C8H9O3  mw:153.056

Core ion CAS: Z-71-50-1 Solvent: 108-95-2 fg:234 cnt:1531

HOF(solv)= -23.0/0.2 neut 94PED/   

----

86MEO/SIE2   Datum: DaffG= 18.9/1.6 TDAs p:8

DaffH(X..Y-)= 26.1/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phohaco.zcf]

G3MP2B3    |-172.9 | 28.2| 18.2| 33.5|-23.3  |-121.4 

G3MP2B3+   |-173.0 | 28.0| 17.4| 35.6|-23.4  |-121.5 

G4MP2      |-171.1 | 27.6| 17.2| 34.7|-22.4  |-121.1 

M062X/Def2T|-173.9 | 30.4| 19.7| 35.9|-24.8  |-118.7 

B3/6-311++G|-143.6 | 26.5| 16.1| 34.9|-3.0   |-114.0 

++++++++++++++++++++++++++++++++

3-COMe-bicyclo[1.1.1]pentane-1-CO2-

C8H9O3  mw:153.056 Anion CAS: Z-845819-99-0 fg:38 cnt:6613 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 332.1/2.0 CIDC p:8

DacidH(AH)= 339.3/2.0 G+TS EA(ev)= 3.787

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acbcpco2.zaf]

CBS-QB3    |-110.8 |337.6|330.3|      |-82.7  |       |24.8|     

G3MP2B3    |-111.0 |338.6|331.6| 3.687|-82.5  |-25.7  |23.5|108.9

G3MP2B3+   |-111.3 |338.6|331.7| 3.688|-82.7  |-25.9  |23.0|108.9

G4MP2      |-110.0 |338.5|331.0|      |-81.3  |       |25.4|     

M062X/Def2T|-108.1 |339.3|331.8| 3.044|-82.7  |-36.9  |25.2|97.9 

B3/6-311++G|-69.4  |336.8|329.2| 3.443|-38.9  |10.3   |25.3|101.3

++++++++++++++++++++++++++++++++

3,5-diOMe-phenoxide-

C8H9O3  mw:153.056 Anion CAS: N-58864-28-1 fg:33 cnt:9918

HOF(AH)= -78.7/2.0 GpAd 93SP     |

----

19WOO/HEN    Datum: EA=2.35(10) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35orpho.zaf]

CBS-QB3    |-117.1 |346.2|338.6| 2.225|-97.6  |-65.8  |25.5|83.9 

G3MP2B3    |-117.3 |347.7|339.9| 2.484|-97.8  |-60.1  |25.9|89.8 

G3MP2B3+   |-117.6 |346.7|339.0| 2.413|-97.0  |-62.0  |25.8|87.2 

G4MP2      |-115.3 |347.6|339.8| 2.233|-95.7  |-63.8  |26.2|84.0 

M062X/Def2T|-121.4 |347.7|339.5| 2.376|-104.4 |-66.7  |27.6|89.9 

B3/6-311++G|-83.6  |344.8|337.1| 2.221|-61.1  |-32.4  |25.7|80.8 

++++++++++++++++++++++++++++++++

3-CO2Me-bicyclo[1.1.1]pentane-1-CO2-

C8H9O4  mw:169.051 Anion CAS: Z-845820-01-1 fg:38 cnt:6612 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 332.5/2.0 CIDC p:8

DacidH(AH)= 339.7/2.0 G+TS EA(ev)= 3.770

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [esbcpco2.zaf]

CBS-QB3    |-157.4 |338.4|331.1|      |-130.1 |       |24.7|     

G3MP2B3    |-156.1 |339.4|332.3| 3.687|-128.3 |-70.7  |23.8|109.7

G3MP2B3+   |-156.2 |339.4|332.1| 3.691|-128.4 |-70.7  |24.7|109.8

G4MP2      |-154.4 |339.3|331.4|      |-126.6 |       |26.5|     

M062X/Def2T|-155.2 |340.0|332.0| 3.046|-130.6 |-84.1  |27.0|98.6 

B3/6-311++G|-110.5 |337.7|329.8| 3.457|-80.9  |-30.4  |26.6|102.6

++++++++++++++++++++++++++++++++

H2SO4..oMe-PhCO2-

C8H9O6S  mw:233.013

Core ion CAS: Z-83450-78-6 Solvent: 7664-93-9 fg:235 cnt:11643

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

19HOU/VAL    Datum: EA=5.87(10) eV LPES p:8

Vertical Detachment Energy:6.55(10) eV. An isomer shows EA=5.50 eV.

++++++++++++++++++++++++++++++++

H2SO4..mMe-PhCO2-

C8H9O6S  mw:233.013

Core ion CAS: Z-83450-79-7 Solvent: 7664-93-9 fg:235 cnt:11644

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

19HOU/VAL    Datum: EA=5.96(10) eV LPES p:8

Vertical Detachment Energy:6.56(10) eV. An isomer shows EA=5.50 eV.

++++++++++++++++++++++++++++++++

H2SO4..pMePhCO2-

C8H9O6S  mw:233.013

Core ion CAS: Z-83450-80-0 Solvent: 7664-93-9 fg:235 cnt:11645

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

19HOU/VAL    Datum: EA=5.86(10) eV LPES p:8

Vertical Detachment Energy:6.55(10) eV. An isomer shows EA=5.47 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rbah2so4.zcf]

G3MP2B3    |-324.3 | 52.4| 40.6| 39.7|-165.9 |-106.1 

++++++++++++++++++++++++++++++++

m-xylene..Cl-

C8H10Cl  mw:141.048

Core ion CAS: Z-16887-00-6 Solvent: 108-38-3 fg:482 cnt:1517

HOF(solv)=   4.1/0.2 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 3.9 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mxylencl.zcf]

CBS-QB3    |-60.5  | 10.2|  2.4| 26.2|6.4    |-56.7  

G3MP2B3    |-62.8  | 10.0|  3.3| 22.4|3.3    |-56.1  

G4MP2      |-61.6  | 10.2|  2.6| 25.4|3.5    |-55.0  

M062X/Def2T|-57.3  | 12.9|  7.5| 18.1|4.1    |-48.4  

++++++++++++++++++++++++++++++++

p-xylene..Cl-

C8H10Cl  mw:141.048

Core ion CAS: Z-16887-00-6 Solvent: 106-42-3 fg:482 cnt:1520

HOF(solv)=   4.3/0.2 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 3.9 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pxylencl.zcf]

CBS-QB3    |-59.6  |  9.3|  2.1| 23.9|6.4    |-56.7  

G3MP2B3    |-61.8  |  9.1|  2.2| 23.2|3.5    |-56.1  

G4MP2      |-60.7  |  9.3|  2.1| 24.3|3.6    |-55.0  

M062X/Def2T|-56.2  | 11.9|  4.3| 25.7|4.2    |-48.4  

B3/6-311++G|-36.3  | -3.6|  0.9| 21.4|27.8   |-56.9  

++++++++++++++++++++++++++++++++

PhEt..Cl-

C8H10Cl  mw:141.048

Core ion CAS: Z-16887-00-6 Solvent: 100-41-4 fg:482 cnt:1515

HOF(solv)=   7.2/0.2 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 5.0 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phetcl.zcf]

CBS-QB3    |-58.5  | 10.8|  5.0| 19.5|9.1    |-56.7  

G3MP2B3    |-60.9  | 10.6|  4.5| 20.5|5.9    |-56.1  

G3MP2B3+   |-60.9  | 10.3|  5.0| 18.0|5.6    |-56.1  

G4MP2      |-59.8  | 10.9|  4.7| 20.7|6.1    |-55.0  

M062X/Def2T|-56.0  | 14.3|  7.9| 21.5|6.8    |-48.4  

B3/6-311++G|-34.6  | -2.8|  2.6| 18.5|30.3   |-56.9  

++++++++++++++++++++++++++++++++

MeSOMe..pCl-nitrobenzene-.

C8H10ClNO3S  mw:235.008

Core ion CAS: Z-34473-09-1 Solvent: 67-68-5 fg:307 cnt:1970

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 7.6/1.6 IMRE | HOF(A-)=-56.2/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmpclnb.zcf]

G3MP2B3    |-69.7  | 15.8|  7.1| 29.2|-34.4  |-19.5  

M062X/Def2T|-74.3  | 16.7|  8.6| 27.0|-32.6  |-25.1  

B3/6-311++G|-23.6  | 14.3|  6.8| 25.1|-8.2   |-1.1   

++++++++++++++++++++++++++++++++

MeSOMe..mCl-nitrobenzene-.

C8H10ClNO3S  mw:235.008

Core ion CAS: Z-34467-54-4 Solvent: 67-68-5 fg:307 cnt:1969

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 7.5/1.6 IMRE | HOF(A-)=-56.2/1.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmmclnb.zcf]

G3MP2B3    |-70.1  | 16.2|  7.8| 28.2|-34.4  |-19.5  

M062X/Def2T|-74.6  | 16.9|  7.9| 30.3|-32.6  |-25.1  

B3/6-311++G|-23.9  | 14.5|  6.7| 26.2|-8.2   |-1.1   

++++++++++++++++++++++++++++++++

MeSOMe..oCl-nitrobenzene-.

C8H10ClNO3S  mw:235.008

Core ion CAS: Z-34470-27-4 Solvent: 67-68-5 fg:307 cnt:1968

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 7.8/1.6 IMRE | HOF(A-)=-54.0/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmoclnb.zcf]

G3MP2B3    |-61.2  |  7.3| -1.6| 29.7|-34.4  |-19.5  

M062X/Def2T|-65.1  |  7.5| -1.3| 29.5|-32.6  |-25.1  

B3/6-311++G|-13.7  |  4.3| -3.2| 25.4|-8.2   |-1.1   

++++++++++++++++++++++++++++++++

MeOH..pCl-C6H4CH2O-

C8H10ClO2  mw:173.037

Core ion CAS: Z-106085-80-7 Solvent: 67-56-1 fg:232 cnt:7978

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 9.0 IMRE | HOF(A-)=-80.5/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pclbzor.zcf]

G3MP2B3    |-103.5 | 21.3| 12.7| 28.8|-47.8  |-34.4  

G4MP2      |-102.7 | 20.9| 11.8| 30.8|-47.8  |-34.0  

M062X/Def2T|-104.2 | 24.7| 15.8| 30.0|-46.6  |-32.8  

B3/6-311++G|-71.0  | 20.2| 12.5| 26.0|-43.7  |-7.1   

++++++++++++++++++++++++++++++++

MeOH..mCl-C6H4CH2O-

C8H10ClO2  mw:173.037

Core ion CAS: Z-497914-64-4 Solvent: 67-56-1 fg:232 cnt:7979

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 8.5 IMRE | HOF(A-)=-81.0/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mclbzor.zcf]

G3MP2B3    |-103.7 | 21.2| 12.3| 29.6|-47.8  |-34.8  

G4MP2      |-102.9 | 20.9| 11.7| 30.6|-47.8  |-34.3  

M062X/Def2T|-104.5 | 24.6| 16.2| 28.4|-46.6  |-33.2  

B3/6-311++G|-71.3  | 20.0| 12.3| 25.9|-43.7  |-7.6   

++++++++++++++++++++++++++++++++

pCl-C6H5SiMe2-

C8H10ClSi  mw:169.025 Anion CAS: A-1432-31-1 fg:59 cnt:5259

DacidS=26.0/3.0 Stat | 

----

01IRI/KIK    Datum: DacidG= 369.0/2.0 IMRE p:8

DacidH(AH)= 376.8/2.2 G+TS

The Hammett .rho. for ArSiH(Me)2 acidities in this work is only 1/3 that from composite computation methods(18BAR/), though the parent compound agrees well. Arylsilanes with EWGs are increasing too weak. - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclphsir.zaf]

CBS-QB3    |-1.5   |373.9|366.5|      |-9.6   |       |25.0|     

G3MP2B3    |-4.3   |373.2|365.6| 1.490|-10.3  |29.9   |25.2|92.3 

G3MP2B3+   |-4.7   |373.0|365.5| 1.495|-10.5  |29.7   |25.2|92.3 

G4MP2      |-4.2   |373.3|365.9| 1.322|-10.3  |26.3   |24.8|88.7 

M062X/Def2T|-1.2   |373.5|366.4| 1.237|-10.0  |27.5   |23.8|89.6 

B3/6-311++G|35.2   |373.2|365.5| 1.384|29.3   |67.0   |25.7|89.8 

++++++++++++++++++++++++++++++++

mCl-C6H5SiMe2-

C8H10ClSi  mw:169.025 Anion CAS: A-2083-13-8 fg:59 cnt:5260

DacidS=26.0/3.0 Stat | 

----

01IRI/KIK    Datum: DacidG= 368.8/2.0 IMRE p:8

DacidH(AH)= 376.6/2.2 G+TS

The Hammett .rho. for ArSiH(Me)2 acidities in this work is only 1/3 that from composite computation methods(18BAR/), though the parent compound agrees well. Arylsilanes with EWGs are increasing too weak. - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphsir.zaf]

CBS-QB3    |-2.0   |373.6|366.1|      |-9.8   |       |24.9|     

G3MP2B3    |-5.0   |372.6|365.2| 1.509|-10.4  |29.8   |25.0|92.3 

G3MP2B3+   |-5.3   |372.5|365.0| 1.514|-10.6  |29.5   |25.0|92.2 

G4MP2      |-4.7   |372.8|365.4| 1.340|-10.3  |26.2   |25.0|88.6 

M062X/Def2T|-1.9   |372.8|365.6| 1.277|-10.0  |27.6   |24.2|89.7 

B3/6-311++G|34.4   |372.4|365.1| 1.415|29.3   |67.0   |24.7|89.8 

++++++++++++++++++++++++++++++++

MeSOMe..pF-nitrobenzene-.

C8H10FNO3S  mw:219.037

Core ion CAS: Z-34467-53-3 Solvent: 67-68-5 fg:307 cnt:1967

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 8.2/1.6 IMRE | HOF(A-)=-92.0/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmpfnb.zcf]

G3MP2B3    |-106.3 | 17.1|  8.0| 30.5|-34.4  |-54.8  

B3/6-311++G|-63.5  | 15.0|  5.3| 32.6|-8.2   |-40.2  

++++++++++++++++++++++++++++++++

MeSOMe..oF-nitrobenzene-.

C8H10FNO3S  mw:219.037

Core ion CAS: Z-34467-51-1 Solvent: 67-68-5 fg:307 cnt:1965

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 7.9/1.6 IMRE | HOF(A-)=-91.0/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmofnb.zcf]

G3MP2B3    |-99.6  | 17.0|  7.7| 31.0|-34.4  |-48.2  

M062X/Def2T|-104.8 | 17.7|  8.4| 31.1|-32.6  |-54.5  

B3/6-311++G|-56.3  | 15.2|  7.6| 25.6|-8.2   |-32.9  

++++++++++++++++++++++++++++++++

MeSOMe..mF-nitrobenzene-.

C8H10FNO3S  mw:219.037

Core ion CAS: Z-34470-17-2 Solvent: 67-68-5 fg:307 cnt:1966

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 7.8/1.6 IMRE | HOF(A-)=-94.7/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmmfnb.zcf]

G3MP2B3    |-108.5 | 16.6|  8.0| 28.9|-34.4  |-57.5  

M062X/Def2T|-113.8 | 17.2|  8.1| 30.6|-32.6  |-64.0  

B3/6-311++G|-65.4  | 14.9|  7.1| 26.2|-8.2   |-42.3  

++++++++++++++++++++++++++++++++

MeOH..pF-C6H4CH2O-

C8H10FO2  mw:157.067

Core ion CAS: Z-497914-57-5 Solvent: 67-56-1 fg:232 cnt:7976

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 9.4 IMRE | HOF(A-)=-117.9/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pfbzor.zcf]

G3MP2B3    |-141.1 | 21.7| 12.7| 30.2|-47.8  |-71.6  

M062X/Def2T|-142.7 | 25.2| 16.3| 30.0|-46.6  |-70.8  

B3/6-311++G|-111.9 | 20.6| 12.7| 26.5|-43.7  |-47.6  

++++++++++++++++++++++++++++++++

MeOH..mF-C6H4CH2O-

C8H10FO2  mw:157.067

Core ion CAS: Z-497914-63-3 Solvent: 67-56-1 fg:232 cnt:7977

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 8.6 IMRE | HOF(A-)=-119.1/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mfbzor.zcf]

G3MP2B3    |-141.8 | 21.5| 12.7| 29.5|-47.8  |-72.4  

M062X/Def2T|-143.4 | 25.0| 16.2| 29.7|-46.6  |-71.7  

B3/6-311++G|-112.6 | 20.5| 12.7| 26.2|-43.7  |-48.4  

++++++++++++++++++++++++++++++++

pF-C6H4SiMe2-

C8H10FSi  mw:153.054 Anion CAS: A-1432-40-2 fg:59 cnt:5257

DacidS=26.0/3.0 Stat | 

----

01IRI/KIK    Datum: DacidG= 369.7/2.0 IMRE p:8

DacidH(AH)= 377.5/2.2 G+TS

The Hammett .rho. for ArSiH(Me)2 acidities in this work is only 1/3 that from composite computation methods(18BAR/), though the parent compound agrees well. Arylsilanes with EWGs are increasing too weak. - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfphsir2.zaf]

CBS-QB3    |-38.4  |375.7|368.3|      |-48.4  |       |24.7|     

G3MP2B3    |-41.5  |375.1|367.8| 1.410|-49.4  |-9.0   |24.6|92.5 

G3MP2B3+   |-41.8  |375.0|367.6| 1.413|-49.6  |-9.3   |24.7|92.4 

G4MP2      |-40.5  |375.1|367.8| 1.249|-48.5  |-11.7  |24.7|88.9 

M062X/Def2T|-39.0  |375.7|368.2| 1.155|-50.1  |-12.4  |25.1|89.8 

B3/6-311++G|-5.2   |375.1|367.8| 1.306|-13.0  |24.8   |24.4|90.0 

++++++++++++++++++++++++++++++++

mF-C6H5SiMe2-

C8H10FSi  mw:153.054 Anion CAS: A-356762-20-4 fg:59 cnt:5258

DacidS=26.0/3.0 Stat | 

----

01IRI/KIK    Datum: DacidG= 369.1/2.0 IMRE p:8

DacidH(AH)= 376.9/2.2 G+TS

The Hammett .rho. for ArSiH(Me)2 acidities in this work is only 1/3 that from composite computation methods(18BAR/), though the parent compound agrees well. Arylsilanes with EWGs are increasing too weak. - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphsir2.zaf]

CBS-QB3    |-39.4  |374.7|367.7|      |-48.3  |       |23.5|     

G3MP2B3    |-42.8  |373.8|366.9| 1.463|-49.4  |-9.1   |23.1|92.4 

G3MP2B3+   |-43.1  |373.6|366.7| 1.465|-49.5  |-9.3   |23.3|92.3 

G4MP2      |-41.8  |373.8|366.8| 1.301|-48.4  |-11.8  |23.4|88.7 

M062X/Def2T|-40.7  |374.0|368.0| 1.224|-50.0  |-12.5  |20.4|89.6 

B3/6-311++G|-6.7   |373.5|366.2| 1.365|-13.0  |24.7   |24.5|89.8 

++++++++++++++++++++++++++++++++

PhNEt-

C8H10N  mw:120.082 Anion CAS: Z-121195-13-9 fg:47 cnt:1245

HOF(A.)=  50.4/2.4 D+AH          | BDE(A-H)= 89.0/2.0 Est2 90BOR/HAR 

HOF(AH)=  13.5/1.4  94PED/       |

DacidS=24.4/2.0 Stat |  S(A-)=89.8/2.2 Acid |  S(AH)=91.4/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 356.8/2.0 IMRE | HOF(A-)=11.8/3.2 Acid p:9

DacidH(AH)= 364.1/2.1 G+TS EA(ev)= 1.671 DaffH(X..Y-)= 54.0/3.2 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phnet.zaf]

CBS-QB3    |15.7   |364.1|356.8| 1.665|17.4   |54.2   |24.4|88.9 

G3MP2B3    |11.4   |363.7|356.4| 1.840|14.9   |53.9   |24.4|91.1 

G3MP2B3+   |11.1   |363.6|356.4| 1.847|14.7   |53.7   |24.0|91.1 

G4MP2      |11.6   |363.6|356.3| 1.711|15.2   |51.1   |24.4|88.0 

M062X/Def2T|13.3   |364.5|356.9| 1.666|13.4   |51.6   |25.8|90.3 

B3/6-311++G|34.8   |363.8|356.6| 1.590|38.3   |71.5   |24.0|85.3 

++++++++++++++++++++++++++++++++

3,5-diMe-anilide-

C8H10N  mw:120.082 Anion CAS: A-108-69-0 fg:47 cnt:11670

----

93MIS/KAN    Datum: DacidG= 360.9/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35rynh.zaf]

CBS-QB3    |9.7    |368.0|361.9|      |7.4    |       |20.7|     

G3MP2B3    |5.0    |367.4|360.4| 1.764|4.8    |45.6   |23.4|92.9 

G4MP2      |4.8    |367.1|360.2|      |4.9    |       |23.3|     

M062X/Def2T|10.4   |368.4|361.4| 1.592|6.7    |47.0   |23.5|92.4 

B3/6-311++G|29.6   |367.7|361.1| 1.531|29.2   |64.7   |22.0|87.7 

++++++++++++++++++++++++++++++++

pNMe2-phenoxide-

C8H10NO  mw:136.077 Anion CAS: Z-19052-61-0 fg:33 cnt:594

HOF(A.)=   4.4/2.6 D+AH          | BDE(A-H)= 76.8/2.4  98BOR/MAR     

HOF(AH)= -20.3/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=92.0/1.4 Acid |  S(AH)=95.0/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 344.4/2.0 IMRE | HOF(A-)=-34.7/2.3 Acid p:9

DacidH(AH)= 351.3/2.0 G+TS EA(ev)= 1.697

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnr2pho.zaf]

CBS-QB3    |-32.5  |349.9|342.7| 1.823|-16.7  |9.8    |24.1|78.6 

G3MP2B3    |-34.6  |349.9|342.9| 1.992|-17.3  |11.5   |23.6|80.9 

G3MP2B3+   |-35.0  |349.8|342.3| 2.003|-17.5  |11.4   |25.2|81.1 

G4MP2      |-33.9  |349.6|342.3| 1.844|-16.3  |8.8    |24.5|77.2 

M062X/Def2T|-33.9  |350.6|343.0| 1.757|-19.8  |6.7    |25.4|78.6 

B3/6-311++G|-7.5   |347.6|340.1| 1.768|12.1   |33.4   |25.4|73.4 

++++++++++++++++++++++++++++++++

mNMe2-phenoxide-

C8H10NO  mw:136.077 Anion CAS: Z-92445-48-2 fg:33 cnt:593

HOF(A.)=  14.4/2.6 D+AH          | BDE(A-H)= 86.8/2.4  98BOR/MAR     

HOF(AH)= -20.3/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=93.3/1.4 Acid |  S(AH)=96.3/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 343.5/2.0 IMRE | HOF(A-)=-35.6/2.3 Acid p:9

DacidH(AH)= 350.4/2.0 G+TS EA(ev)= 2.171

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnr2pho.zaf]

CBS-QB3    |-33.1  |350.7|342.4| 2.103|-18.0  |15.5   |28.0|85.7 

G3MP2B3    |-35.4  |350.8|342.5| 2.300|-19.0  |17.8   |27.8|88.9 

G4MP2      |-35.6  |349.7|342.7| 2.191|-18.1  |15.1   |23.4|85.4 

M062X/Def2T|-34.7  |352.6|345.0| 2.101|-22.5  |13.9   |25.4|88.6 

B3/6-311++G|-8.6   |348.9|341.9| 2.086|9.7    |39.7   |23.8|82.1 

++++++++++++++++++++++++++++++++

dopamine (M-H)- | 3,4-dihydroxy-beta-phenethylamine

C8H10NO2  mw:152.072 Anion CAS: A-51-41-2 fg:33 cnt:10756

HOF(AH)= -68.8/2.0 GpAd 93SP     |

----

19GON/WAN    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.54(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dopamin3.zaf]

G3MP2B3    |-99.0  |338.4|331.7| 2.494|-70.1  |-41.4  |22.3|80.8 

G3MP2B3+   |-99.2  |338.3|331.4| 2.498|-70.2  |-41.5  |23.0|80.8 

M062X/Def2T|-96.6  |339.4|332.6| 2.254|-71.4  |-44.6  |23.0|78.8 

B3/6-311++G|-66.7  |336.9|330.0| 2.253|-36.3  |-14.7  |23.0|73.7 

++++++++++++++++++++++++++++++++

pNO2-C6H5SiMe2-

C8H10NO2Si  mw:180.049 Anion CAS: A-356762-19-1 fg:59 cnt:5263

DacidS=26.0/3.0 Stat | 

----

01IRI/KIK    Datum: DacidG= 366.7/2.0 IMRE p:8

DacidH(AH)= 374.5/2.2 G+TS

The Hammett .rho. for ArSiH(Me)2 acidities in this work is only 1/3 that from composite computation methods(18BAR/), though the parent compound agrees well. Arylsilanes with EWGs are increasing too weak. - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pniphsir.zaf]

CBS-QB3    |-8.2   |365.9|358.7| 1.760|-8.4   |32.4   |24.1|92.9 

G3MP2B3    |-8.8   |365.4|358.4| 1.908|-7.1   |35.2   |23.7|94.3 

G3MP2B3+   |-9.1   |365.5|358.4| 1.818|-7.4   |32.8   |23.7|92.3 

G4MP2      |-8.3   |365.6|358.4| 1.695|-6.7   |30.8   |24.2|89.6 

M062X/Def2T|-7.0   |363.1|355.4| 1.670|-5.5   |31.6   |26.0|89.1 

B3/6-311++G|24.2   |359.2|352.3| 1.955|32.4   |69.3   |23.0|89.1 

++++++++++++++++++++++++++++++++

MeSOMe..pNO2-phenoxide-

C8H10NO4S  mw:216.034

Core ion CAS: Z-14609-74-6 Solvent: 67-68-5 fg:233 cnt:1981

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.9/1.6 IMRE | HOF(A-)=-102.2/2.9 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pniphodn.zcf]

G3MP2B3    |-115.2 | 13.2|  4.5| 29.2|-34.4  |-67.6  

M062X/Def2T|-114.5 | 13.1|  6.3| 22.9|-32.6  |-68.9  

B3/6-311++G|-68.2  | 11.8|  4.7| 23.8|-8.2   |-48.2  

++++++++++++++++++++++++++++++++

MeSOMe..oNO2-phenoxide-

C8H10NO4S  mw:216.034

Core ion CAS: Z-16554-53-3 Solvent: 67-68-5 fg:233 cnt:1982

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 7.4/1.6 IMRE | HOF(A-)=-96.0/3.6 AfIN p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

trans-1,4-diCN-cyclohexane

C8H10N2  mw:134.085 Anion CAS: N-6550-85-2 fg:102 cnt:10760

HOF(A.)=  31.9/2.0 GpAd 93SP     |

----

19LIU/CIB4   Datum: EA=0.018 eV PVMI p:7

Quadrupole-bound anion, for the ee conformer.

++++++++++++++++++++++++++++++++

cis-1,4-diCN-cyclohexane-.

C8H10N2  mw:134.085 Anion CAS: N-6550-96-5 fg:102 cnt:10761

HOF(A.)=  31.9/2.0 GpAd 93SP     |

----

19LIU/CIB4   Datum: EA=0.115 eV PVMI p:7

Dipole-bound anion of the eq/ax isomer.

++++++++++++++++++++++++++++++++

mNMe2-nitrobenzene-.

C8H10N2O2  mw:166.075 Anion CAS: N-619-31-8 fg:107 cnt:448

HOF(A.)=  16.1/0.4  84FUR/MUR    |

----

85FUK/MCI    Datum: EA=0.984(48) eV [22.7(11) kcal] | HOF(A-)=-6.6/1.2 R-EA p:9

.DELTA.eaG(355 K) = -22.0 kcal/mol; .DELTA.eaS =-2.0, estimated from data in 86CHO/HEI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnr2nb.zzf]

CBS-QB3    |-7.0   |     |     | 0.945|       |14.8   |    |     

G3MP2B3    |-2.0   |     |     | 0.809|       |16.7   |    |     

G3MP2B3+   |-2.2   |     |     | 0.806|       |16.4   |    |     

G4MP2      |-6.5   |     |     | 1.030|       |17.4   |    |     

M062X/Def2T|-6.6   |     |     | 0.919|       |14.7   |    |     

B3/6-311++G|20.8   |     |     | 1.138|       |47.1   |    |     

++++++++++++++++++++++++++++++++

2,6-diMe-4-NH2-nitrobenzene-.

C8H10N2O2  mw:166.075 Anion CAS: N-34761-82-5 fg:107 cnt:4511

HOF(A.)=   1.2/1.0 GpAd 93SP     |

----

99HUH/KAN    Datum: EA=0.750(87) eV [17.3(20) kcal] | HOF(A-)=-16.1/2.2 R-EA p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r4nhnb.zzf]

CBS-QB3    |-13.9  |     |     | 0.605|       |-0.4   |    |     

G3MP2B3    |-9.4   |     |     | 0.464|       |0.9    |    |     

G3MP2B3+   |-10.3  |     |     | 0.474|       |0.2    |    |     

G4MP2      |-13.7  |     |     | 0.671|       |1.4    |    |     

M062X/Def2T|-12.7  |     |     | 0.574|       |0.3    |    |     

B3/6-311++G|14.1   |     |     | 0.797|       |32.1   |    |     

++++++++++++++++++++++++++++++++

MeSOMe..oNO2-nitrobenzene-.

C8H10N2O5S  mw:246.032

Core ion CAS: Z-34505-38-9 Solvent: 67-68-5 fg:307 cnt:1975

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.2/1.6 IMRE | HOF(A-)=-53.3/2.4 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmoninb.zcf]

G3MP2B3    |-67.9  | 17.3|  8.7| 28.6|-34.4  |-16.3  

G4MP2      |-75.7  | 19.6| 11.0| 28.6|-36.3  |-19.9  

M062X/Def2T|-66.3  | 14.2|  4.8| 31.4|-32.6  |-19.5  

B3/6-311++G|-18.6  | 12.0|  3.8| 27.5|-8.2   |1.6    

++++++++++++++++++++++++++++++++

MeSOMe..mNO2-nitrobenzene-.

C8H10N2O5S  mw:246.032

Core ion CAS: Z-34509-56-3 Solvent: 67-68-5 fg:307 cnt:1976

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.9/1.6 IMRE | HOF(A-)=-60.4/2.3 AfIN p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

MeSOMe..pNO2-nitrobenzene-.

C8H10N2O5S  mw:246.032

Core ion CAS: Z-34505-33-4 Solvent: 67-68-5 fg:307 cnt:1977

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.4/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmpninb.zcf]

G3MP2B3    |-77.1  |  9.9|  1.2| 29.2|-34.4  |-32.9  

M062X/Def2T|-82.5  | 12.4|  3.7| 29.3|-32.6  |-37.5  

B3/6-311++G|-35.8  | 10.3|  3.2| 24.1|-8.2   |-17.2  

++++++++++++++++++++++++++++++++

(cytosine)2-.

C8H10N6O2  mw:222.087

Core ion CAS: Z-34480-97-2 Solvent: 71-30-7 fg:320 cnt:9094

HOF(solv)= -14.2/2.4 neut 80SAB/   

----

13STO/RAK    Datum: EA=1.2(1) eV LPES p:8

----

10KO_/WAN    Datum: EA=1.30(15) eV LPES p:7

The stated EA is the Vertical Detachment Energy. This may involved proton-transfered dimers. Adiabatic electron affinity may be close to 0.7 eV.

++++++++++++++++++++++++++++++++

p-xylene..O2-.

C8H10O2  mw:138.069

Core ion CAS: Z-11062-77-4 Solvent: 106-42-3 fg:491 cnt:7023

HOF(solv)=   4.3/0.2 neut 94PED/   

----

08KAN/TRO    Datum: EA=1.60(10) eV LPES p:8

++++++++++++++++++++++++++++++++

MeSOMe..p-benzoquinone-.

C8H10O3S  mw:186.036

Core ion CAS: Z-3225-29-4 Solvent: 67-68-5 fg:313 cnt:1978

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.2/1.6 IMRE | HOF(A-)=-108.4/0.9 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmpbq.zcf]

G3MP2B3    |-122.2 | 14.5|  5.7| 29.4|-34.4  |-73.4  

G3MP2B3+   |-122.4 | 14.5|  7.5| 23.5|-34.4  |-73.5  

B3/6-311++G|-77.9  | 12.4|  5.4| 23.7|-8.2   |-57.3  

++++++++++++++++++++++++++++++++

p-xylene..O4-.

C8H10O4  mw:170.058

Core ion CAS: Z-12596-84-8 Solvent: 106-42-3 fg:202 cnt:7025

HOF(solv)=   4.3/0.2 neut 94PED/   

----

08KAN/TRO    Datum: EA=1.85(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)3..1,4-O2C-C6H4-CO2=

C8H10O7  mw:218.044 fg:237 cnt:3307

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=2.30(5) eV LPES p:8

DaffH(AH)=  6.9/1.6 dEA

----

04YAN/FU     Datum: EA=2.30(5) eV LPES p:8

DaffH(AH)=  6.9/1.6 dEA

----

04YAN/FU     Datum: EA=3.04(5) eV LPES p:8

DaffH(AH)=  24.0/1.6 dEA

----

95BLA/KLA    Datum: DaffG= 8.4/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)3..1,3-O2C-C6H4-CO2=

C8H10O7  mw:218.044 fg:237 cnt:6380

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=1.39(5) eV LPES p:9

DaffH(AH)=  9.0/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)3..1,2-O2C-C6H4-CO2=

C8H10O7  mw:218.044 fg:237 cnt:10424

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=1.39(5) eV LPES p:8

DaffH(AH)=  9.0/1.6 dEA

++++++++++++++++++++++++++++++++

2-methylenenorbornan-3-ide-

C8H11  mw:107.087 Anion CAS: Z-238078-62-1 fg:80 cnt:1148

HOF(AH)=   8.4/0.4  86KOL/KOZ    |

DacidS=23.2/2.0 Stat | 

----

86LEE/SQU    Datum: DacidG= 382.3/0.6 IMRE | HOF(A-)=31.9/0.9 Acid p:9

DacidH(AH)= 389.2/0.9 G+TS

0.4 kcal < HOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc221j.zaf]

CBS-QB3    |33.2   |388.4|380.6| 0.533|10.5   |45.3   |26.3|86.9 

G3MP2B3    |27.9   |388.0|380.2| 0.664|7.1    |43.0   |26.2|88.0 

G3MP2B3+   |27.4   |387.8|379.9| 0.676|6.8    |42.8   |26.4|88.1 

G4MP2      |27.9   |387.6|379.8| 0.557|7.4    |40.5   |26.1|85.2 

M062X/Def2T|35.5   |388.9|381.2| 0.506|11.3   |47.0   |25.9|87.9 

B3/6-311++G|61.2   |387.1|379.3| 0.531|41.3   |73.2   |26.4|84.0 

++++++++++++++++++++++++++++++++

cyclooctadienide-

C8H11  mw:107.087 Anion CAS: Z-28927-63-1 fg:80 cnt:1151

HOF(AH)=  19.0/1.0  82KOZ/MAS    |

DacidS=22.0/3.0 Stat | 

----

86LEE/SQU #  Datum: DacidG= 370.1/3.0 IMRB | HOF(A-)=30.0/3.3 Acid p:8

DacidH(AH)= 376.7/3.1 G+TS

Between EtOH, nPrOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c8diene.zaf]

CBS-QB3    |36.0   |379.2|370.7|      |22.5   |       |28.5|     

G3MP2B3    |29.8   |378.9|370.5| 1.057|18.1   |54.2   |28.2|88.1 

G3MP2B3+   |29.5   |378.8|370.4| 1.064|17.9   |54.0   |28.2|88.2 

G4MP2      |30.4   |379.1|370.7|      |18.5   |       |27.9|     

M062X/Def2T|34.6   |379.1|370.2| 0.927|20.2   |56.7   |30.0|88.7 

B3/6-311++G|54.1   |374.6|366.3| 1.026|46.7   |75.3   |28.1|80.7 

++++++++++++++++++++++++++++++++

bicyclo[3.2.1]oct-2-en-4-ide-

C8H11  mw:107.087 Anion CAS: Z-76881-28-2 fg:80 cnt:1145

DacidS=24.6/2.0 Stat | 

----

86LEE/SQU    Datum: DacidG= 383.3/0.6 IMRE p:9

DacidH(AH)= 390.6/0.9 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc321o.zaf]

CBS-QB3    |30.5   |390.1|381.5| 0.334|6.1    |37.8   |28.9|83.8 

G3MP2B3    |25.2   |389.8|381.6| 0.459|2.6    |35.5   |27.7|85.1 

G3MP2B3+   |24.2   |389.1|380.5| 0.502|2.2    |35.3   |29.0|85.2 

G4MP2      |25.0   |389.3|381.1| 0.357|2.8    |33.0   |27.7|82.3 

M062X/Def2T|32.5   |390.9|381.6| 0.275|6.3    |38.4   |31.3|84.2 

B3/6-311++G|57.7   |388.4|379.8| 0.335|36.5   |65.0   |28.9|80.5 

++++++++++++++++++++++++++++++++

C6H5NMe2..Br-

C8H11BrN  mw:200.008

Core ion CAS: Z-24959-67-9 Solvent: 121-69-7 fg:483 cnt:2627

HOF(solv)=  24.0/0.8  82FUR/SAK    

----

91PAU/KEB    Datum: DaffG= 3.2/1.0 IMRE | HOF(A-)=-36.0/1.5 AfIN p:8

DaffH(X..Y-)= 9.2/1.2 G+TS

.DELTA.affG measured at 303 K, corrected to 423 K, .DELTA.affS taken as that of PhNO2.bullet..bullet.Br-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phnr2br.zcf]

G3MP2B3    |-41.8  | 12.4|  5.8| 22.3|23.1   |-52.5  

G4MP2      |-40.8  | 12.2|  5.5| 22.4|23.5   |-52.1  

M062X/Def2T|-42.3  | 14.3|  7.5| 22.8|21.0   |-49.0  

B3/6-311++G|-19.0  | 10.5|  3.8| 22.3|47.6   |-56.1  

++++++++++++++++++++++++++++++++

(H2O)2..indole-.

C8H11NO2  mw:153.080 fg:305 cnt:9989

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16BUY/BUO    Datum: EA=0.251(40) eV LPES p:8

DaffH(AH)=  2.5/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

dopamine-. | 4-CH2CH2NH2-o-hydroquinone-.

C8H11NO2  mw:153.080 Anion CAS: Z-34516-21-7 fg:102 cnt:10758

----

19GON/WAN    Datum: EA=0.88(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate this is likely a tautomerized keto structure.

++++++++++++++++++++++++++++++++

MeOH..pMe-nitrobenzene-.

C8H11NO3  mw:169.074

Core ion CAS: Z-34509-96-1 Solvent: 67-56-1 fg:307 cnt:1917

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.4/1.6 IMRE | HOF(A-)=-62.6/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohprnb.zcf]

G3MP2B3    |-76.3  | 15.0|  6.6| 28.2|-47.8  |-13.4  

G3MP2B3+   |-76.5  | 14.9|  6.3| 28.8|-47.9  |-13.6  

M062X/Def2T|-79.6  | 15.9|  6.7| 31.1|-46.6  |-17.0  

B3/6-311++G|-54.1  | 13.8|  5.7| 27.2|-43.7  |3.4    

++++++++++++++++++++++++++++++++

MeOH..oMe-nitrobenzene-.

C8H11NO3  mw:169.074

Core ion CAS: Z-34505-30-1 Solvent: 67-56-1 fg:307 cnt:1915

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.5/1.6 IMRE | HOF(A-)=-56.6/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohornb.zcf]

G3MP2B3    |-74.3  | 14.9|  7.1| 26.2|-47.8  |-11.5  

G3MP2B3+   |-74.4  | 14.9|  6.4| 28.6|-47.9  |-11.6  

M062X/Def2T|-77.4  | 15.9|  7.0| 29.9|-46.6  |-14.9  

B3/6-311++G|-50.6  | 13.9|  5.4| 28.6|-43.7  |6.9    

++++++++++++++++++++++++++++++++

MeOH..mMe-nitrobenzene-.

C8H11NO3  mw:169.074

Core ion CAS: Z-34505-29-8 Solvent: 67-56-1 fg:307 cnt:1916

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.3/1.6 IMRE | HOF(A-)=-63.4/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohmrnb.zcf]

G3MP2B3    |-77.1  | 14.6|  7.1| 25.4|-47.8  |-14.7  

M062X/Def2T|-80.4  | 15.9|  7.3| 28.9|-46.6  |-17.9  

B3/6-311++G|-54.7  | 13.7|  5.3| 28.1|-43.7  |2.7    

++++++++++++++++++++++++++++++++

MeSOMe..nitrobenzene-.

C8H11NO3S  mw:201.047

Core ion CAS: Z-12169-65-2 Solvent: 67-68-5 fg:307 cnt:1776

HOF(solv)= -36.2/0.2 neut 94PED/   

----

85SIE/       Datum: DaffG= 9.5/0.2 TDAs | HOF(A-)=-59.9/0.3 AfIN p:8

DaffH(X..Y-)= 16.8/0.1 TDAs

----

87CHO/GRI    Datum: DaffG= 8.6/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmsonb.zcf]

G3MP2B3    |-58.9  | 17.2|  8.1| 30.5|-34.4  |-7.3   

G4MP2      |-64.9  | 18.5| 10.1| 28.0|-36.3  |-10.2  

M062X/Def2T|-61.6  | 18.1|  9.9| 27.3|-32.6  |-11.0  

B3/6-311++G|-18.0  | 15.6|  8.2| 24.9|-8.2   |5.9    

++++++++++++++++++++++++++++++++

MeOH..pOMe-nitrobenzene-.

C8H11NO4  mw:185.069

Core ion CAS: Z-34473-10-4 Solvent: 67-56-1 fg:307 cnt:1914

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.3/2.0 TDAs | HOF(A-)=-104.7/3.0 AfIN p:7

DaffH(X..Y-)= 14.3/2.0 TDAs

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohpornb.zcf]

G3MP2B3    |-104.0 | 15.2|  7.5| 25.5|-47.8  |-41.0  

M062X/Def2T|-110.4 | 16.3|  7.6| 29.1|-46.6  |-47.5  

B3/6-311++G|-78.4  | 14.1|  5.6| 28.6|-43.7  |-20.6  

++++++++++++++++++++++++++++++++

MeOH..mOMe-nitrobenzene-.

C8H11NO4  mw:185.069

Core ion CAS: Z-42206-54-2 Solvent: 67-56-1 fg:307 cnt:1913

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.1/1.6 IMRE | HOF(A-)=-93.3/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rohmornb.zcf]

G3MP2B3    |-107.6 | 14.6|  6.9| 25.9|-47.8  |-45.1  

M062X/Def2T|-113.6 | 15.6|  7.2| 28.4|-46.6  |-51.3  

B3/6-311++G|-81.4  | 13.6|  5.1| 28.4|-43.7  |-24.1  

++++++++++++++++++++++++++++++++

iPrNHCOC(CN)(CO2Me)-

C8H11N2O3  mw:183.078 Anion CAS: A-474083-29-9 fg:66 cnt:6517

DacidS=21.6 Calc | 

----

04MIS/MAT    Datum: DacidG= 317.0/2.0 IMRE p:9

DacidH(AH)= 323.4 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pramccne.zaf]

CBS-QB3    |-162.7 |319.4|312.7| 3.432|-116.4 |-83.5  |22.4|85.0 

G3MP2B3    |-161.2 |321.5|314.8| 3.476|-115.5 |-80.8  |22.3|86.8 

G3MP2B3+   |-161.3 |321.5|315.1| 3.478|-115.6 |-80.9  |21.5|86.8 

G4MP2      |-158.8 |321.6|315.3| 3.254|-113.2 |-83.5  |21.2|81.7 

M062X/Def2T|-164.6 |317.2|311.1| 3.517|-117.2 |-83.3  |20.5|85.9 

B3/6-311++G|-126.7 |317.8|311.2| 3.397|-77.2  |-48.2  |22.1|81.1 

++++++++++++++++++++++++++++++++

5,5-diEt-barbituric acid(M-H at N)

C8H11N2O3  mw:183.078 Anion CAS: Z-64-46-0 fg:48 cnt:11461

DacidS=23.6/2.0 CIDC | 

----

21DAV/GON    Datum: DacidH(AH)= 334.1/2.1 CIDC p:8

DacidG(AH)= 327.1/2.2 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [et2barbi.zaf]

CBS-QB3    |-183.5 |334.0|327.1|      |-151.7 |       |23.2|     

G3MP2B3    |-181.6 |334.6|328.0| 4.482|-148.9 |-77.8  |21.9|123.2

M062X/Def2T|-183.7 |334.7|327.2| 4.486|-153.7 |-78.5  |25.0|127.2

B3/6-311++G|-142.0 |334.4|327.9| 4.221|-109.1 |-44.2  |21.9|117.0

++++++++++++++++++++++++++++++++

4,4-diMe-cyclohexenone-6-enolate-

C8H11O  mw:123.082 Anion CAS: Z-758639-30-4 fg:63 cnt:1140

HOF(AH)= -45.0/3.0 Est3          |

DacidS=26.0/1.0 Stat | 

----

86BAR/KIP #  Datum: DacidG= 357.7/2.0 IMRE | HOF(A-)=-45.2/3.6 Acid p:9

DacidH(AH)= 365.5/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2chxeon.zaf]

CBS-QB3    |-41.3  |366.6|359.2| 1.674|-42.2  |-2.6   |25.0|91.7 

G3MP2B3    |-45.1  |366.7|359.2| 1.751|-44.6  |-4.7   |24.9|92.0 

G3MP2B3+   |-45.5  |366.5|359.0| 1.765|-44.8  |-4.7   |25.2|92.2 

G4MP2      |-44.5  |366.6|359.2| 1.602|-44.0  |-7.5   |25.0|88.6 

M062X/Def2T|-38.9  |367.4|360.0| 1.553|-41.6  |-3.1   |24.8|90.6 

B3/6-311++G|-12.0  |366.2|358.7| 1.599|-10.9  |24.9   |25.2|88.0 

++++++++++++++++++++++++++++++++

Me2CO..cyclopentadienide-

C8H11O  mw:123.082

Core ion CAS: Z-12127-83-2 Solvent: 67-64-1 fg:277 cnt:2096

HOF(solv)= -51.9/0.2 neut 94PED/   

----

88MEO/   2   Datum: DaffG= 7.0/1.0 TDAs | HOF(A-)=-65.4/1.0 AfIN p:8

DaffH(X..Y-)= 13.5/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cpr2co.zcf]

CBS-QB3    |-43.1  | 13.4|  4.3| 30.5|-51.7  |22.0   

G3MP2B3    |-46.4  | 13.4|  3.5| 33.1|-51.5  |18.5   

G3MP2B3+   |-46.2  | 13.1|  5.6| 24.9|-51.6  |18.4   

G4MP2      |-46.1  | 13.0|  3.1| 33.2|-51.2  |18.1   

M062X/Def2T|-44.5  | 14.7|  4.6| 33.6|-50.8  |21.0   

B3/6-311++G|-18.6  |  9.7|  1.3| 28.2|-42.6  |33.6   

++++++++++++++++++++++++++++++++

PhSi(Me)2O-

C8H11OSi  mw:151.058 Anion CAS: Z-654071-21-3 fg:42 cnt:2565

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 352.5/4.0 IMRB p:6

DacidH(AH)= 358.9/4.1 G+TS

Between pyrrole, CF3CH2OH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phsir2o.zaf]

CBS-QB3    |-92.5  |354.2|347.5| 3.424|-80.9  |-13.4  |22.4|119.6

G3MP2B3    |-95.1  |354.6|348.4| 3.410|-82.4  |-16.3  |20.7|118.2

G3MP2B3+   |-95.3  |354.5|347.6| 3.415|-82.6  |-16.5  |23.1|118.3

G4MP2      |-94.2  |355.1|348.5| 3.223|-82.2  |-19.7  |22.1|114.5

M062X/Def2T|-90.2  |356.1|349.0| 3.170|-81.6  |-17.0  |23.8|116.6

B3/6-311++G|-50.5  |355.9|349.2| 3.112|-39.1  |21.4   |22.3|112.6

++++++++++++++++++++++++++++++++

MeOH..PhCH2O-

C8H11O2  mw:139.076

Core ion CAS: Z-45581-66-6 Solvent: 67-56-1 fg:230 cnt:7975

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 11.9 IMRE | HOF(A-)=-67.8/4.1 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bzohor.zcf]

G3MP2B3    |-91.6  | 22.1| 13.1| 30.2|-47.8  |-21.7  

G3MP2B3+   |-91.8  | 21.8| 14.0| 26.2|-47.9  |-22.1  

G4MP2      |-90.8  | 21.7| 12.5| 31.2|-47.8  |-21.3  

M062X/Def2T|-91.3  | 25.7| 16.9| 29.7|-46.6  |-18.9  

B3/6-311++G|-65.0  | 21.1| 13.3| 26.1|-43.7  |-0.1   

++++++++++++++++++++++++++++++++

5,5-diMe-1,3-cyclohexandion-2-ide-

C8H11O2  mw:139.076 Anion CAS: Z-12275-63-7 fg:65 cnt:741

HOF(A.)= -51.8/2.1 D+AH          | BDE(A-H)= 92.0/2.0 SDEA 91BAU/GUA 

HOF(AH)= -91.7/0.5  93PIL/PAR    |

DacidS=26.0/1.0 Stat | 

----

78CUM/KEB    Datum: DacidG= 331.1/2.0 IMRE | HOF(A-)=-118.5/2.1 Acid p:9

DacidH(AH)= 338.9/2.0 G+TS EA(ev)= 2.895

Acid: dimedone.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dimedone.zaf]

CBS-QB3    |-125.0 |335.6|328.6| 2.899|-94.9  |-58.0  |23.6|89.0 

G3MP2B3    |-126.5 |336.4|329.5| 2.945|-95.8  |-58.4  |23.2|89.4 

G3MP2B3+   |-126.8 |336.3|329.3| 2.953|-95.9  |-58.6  |23.5|89.5 

G4MP2      |-125.3 |336.7|329.7| 2.774|-94.9  |-61.2  |23.5|85.9 

M062X/Def2T|-123.3 |335.2|328.1| 2.869|-93.7  |-56.9  |23.6|89.0 

B3/6-311++G|-92.2  |333.1|326.1| 3.479|-58.0  |-10.4  |23.3|99.6 

++++++++++++++++++++++++++++++++

EtOH..PhO-

C8H11O2  mw:139.076

Core ion CAS: Z-3229-70-7 Solvent: 64-17-5 fg:233 cnt:1524

HOF(solv)= -56.2/0.1 neut 94PED/   

----

86MEO/SIE2   Datum: DaffG= 11.2/1.6 TDAs p:8

DaffH(X..Y-)= 19.3/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phohoet.zcf]

G3MP2B3    |-114.1 | 17.3|  8.2| 30.6|-55.8  |-41.0  

G3MP2B3+   |-114.2 | 17.0|  9.0| 26.9|-56.0  |-41.2  

G4MP2      |-112.8 | 16.8|  7.6| 31.1|-55.6  |-40.3  

M062X/Def2T|-113.7 | 19.5|  9.5| 33.5|-54.5  |-39.7  

B3/6-311++G|-87.7  | 16.0|  8.0| 26.9|-48.6  |-23.1  

++++++++++++++++++++++++++++++++

HO2C(CH2)2CO2H..HO2C(CH2)2CO2-

C8H11O8  mw:235.046

Core ion CAS: Z-13479-42-0 Solvent: 110-15-6 fg:237 cnt:8854

HOF(solv)=-196.7/0.8 neut 94PED/   

----

16HOU/VAL    Datum: EA=6.35(10) eV LPES p:8

++++++++++++++++++++++++++++++++

PhSiMe2-

C8H11Si  mw:135.064 Anion CAS: Z-946841-99-2 fg:59 cnt:5255

DacidS=26.0/3.0 Stat | 

----

01IRI/KIK    Datum: DacidG= 370.5/2.0 IMRE p:8

DacidH(AH)= 378.3/2.2 G+TS

The Hammett .rho. for ArSiH(Me)2 acidities in this work is only 1/3 that from composite computation methods(18BAR/), though the parent compound agrees well. Arylsilanes with EWGs are increasing too weak. - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phsir2.zaf]

CBS-QB3    |12.9   |378.3|371.2|      |0.3    |       |24.0|     

G3MP2B3    |8.2    |377.4|370.1| 1.323|-2.0   |38.7   |24.5|92.7 

G3MP2B3+   |7.8    |377.2|369.9| 1.324|-2.2   |38.3   |24.5|92.6 

G4MP2      |8.4    |377.4|370.1| 1.190|-1.8   |35.9   |24.3|89.7 

M062X/Def2T|12.8   |378.0|370.5| 1.053|-0.5   |37.1   |24.9|89.7 

B3/6-311++G|42.0   |377.7|370.2| 1.186|31.5   |69.3   |25.2|89.9 

++++++++++++++++++++++++++++++++

Me2C(CH=CH)2BCH2-

C8H12B  mw:119.104 Anion CAS: A-84787-61-1 fg:83 cnt:878

DacidS=23.0/2.0 Stat | 

----

77SUL/       Datum: DacidG= 362.2/4.0 IMRB | HOF(A-)=24.0/5.1 Acid p:8

DacidH(AH)= 369.1/4.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [jbvvcr2.zaf]

CBS-QB3    |8.7    |363.8|357.6| 1.933|10.6   |53.4   |21.0|94.9 

G3MP2B3    |1.5    |362.2|355.9| 1.999|6.4    |47.7   |21.4|93.4 

G3MP2B3+   |1.1    |362.2|355.9| 2.002|6.1    |47.4   |21.2|93.4 

G4MP2      |2.0    |362.2|356.0| 1.871|6.9    |45.3   |21.0|90.5 

M062X/Def2T|7.6    |365.8|359.1| 1.740|6.5    |47.9   |22.3|93.5 

B3/6-311++G|31.9   |365.4|359.0| 1.689|33.7   |73.5   |21.5|91.9 

++++++++++++++++++++++++++++++++

(MeCN)4..Br-

C8H12BrN4  mw:243.025 fg:483 cnt:3918

HOF(A.)=  99.7/1.1               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 2.8/1.2 TDAs | HOF(A-)=-20.9/0.9 AfIN p:8

DaffH(X..Y-)= 8.7/0.3 TDAs

----

96MAR/PER    Datum: EA=5.224(18) eV LPES | HOF(A-)=-20.7/1.0 AfIN p:7

DaffH(AH)=  8.5/0.5 dEA

----

72YAM/KEB    Datum: DaffG= 2.2 TDAs | HOF(A-)=-17.7/0.8 AfIN p:6

DaffH(X..Y-)= 5.5 TDAs

++++++++++++++++++++++++++++++++

(MeCN)4..Cl-

C8H12ClN4  mw:199.076 fg:482 cnt:3911

HOF(A.)= 102.3/1.4               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 2.9/1.2 TDAs | HOF(A-)=21.6/1.3 AfIN p:8

DaffH(X..Y-)= 10.9/0.3 TDAs

----

96MAR/PER    Datum: EA=5.773(18) eV LPES | HOF(A-)=23.5/1.3 AfIN p:7

DaffH(AH)=  9.0/0.5 dEA

----

72YAM/KEB    Datum: DaffG= 3.0 TDAs | HOF(A-)=26.3/1.2 AfIN p:6

DaffH(X..Y-)= 6.2 TDAs

++++++++++++++++++++++++++++++++

(HOCH2CCCH2OH)2..Cl-

C8H12ClO4  mw:207.043 fg:482 cnt:3492

HOF(solv)= -36.9/1.0 GpAd 93SP     

----

95ZHA/BEG    Datum: DaffG= 11.9/1.0 TDAs | HOF(A-)=-125.0/1.9 AfIN p:8

DaffH(X..Y-)= 22.3/0.7 TDAs

++++++++++++++++++++++++++++++++

(MeCN)4..F-

C8H12FN4  mw:183.105 fg:481 cnt:3905

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 4.9/1.9 TDAs | HOF(A-)=-57.5/2.8 AfIN p:8

DaffH(X..Y-)= 12.8/0.5 TDAs

----

72YAM/KEB    Datum: DaffG= 4.5 TDAs | HOF(A-)=-55.1/2.8 AfIN p:6

DaffH(X..Y-)= 10.4 TDAs

++++++++++++++++++++++++++++++++

[Fe4S4(OAc)4]=

C8H12Fe4O8S4  mw:587.682 Anion CAS: Z-194591-96-3 fg:24 cnt:10289

----

04FU_/YAN    Datum: EA=1.18(12) eV LPES p:8

Vertical Detachment Energy:1.72(8) eV.

++++++++++++++++++++++++++++++++

(MeCN)4..I-

C8H12IN4  mw:291.011 fg:484 cnt:3923

HOF(A.)=  97.8/2.2               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 2.0/0.4 TDAs | HOF(A-)=-12.3/2.1 AfIN p:8

DaffH(X..Y-)= 7.8/0.1 TDAs

----

96MAR/PER    Datum: EA=4.759(18) eV LPES | HOF(A-)=-11.9/2.1 AfIN p:7

DaffH(AH)=  7.4/0.5 dEA

++++++++++++++++++++++++++++++++

1-CN-cycloheptanide-

C8H12N  mw:122.098 Anion CAS: Z-157832-70-7 fg:67 cnt:9745

HOF(AH)=   2.7/1.0 GpAd 93SP     |

DacidS=24.1/2.0 Stat |  S(A-)=94.9/2.2 Acid |  S(AH)=96.8/1.0 GpAd 93SP

----

94PEE/DEK    Datum: DacidG= 363.8 IMRE | HOF(A-)=8.0/1.0 Acid p:8

DacidH(AH)= 371.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chpcn.zaf]

CBS-QB3    |14.4   |374.2|365.7| 1.237|5.9    |42.9   |28.4|89.1 

G3MP2B3    |10.7   |375.3|366.9| 1.284|2.6    |40.4   |28.3|89.8 

G3MP2B3+   |10.0   |374.8|366.4| 1.302|2.4    |40.0   |28.2|89.8 

G4MP2      |11.2   |375.1|366.9| 1.150|3.2    |37.7   |27.7|86.6 

M062X/Def2T|13.3   |373.6|365.4| 1.198|4.4    |41.0   |27.6|88.8 

B3/6-311++G|37.8   |369.8|360.2| 1.254|35.3   |66.6   |31.9|83.4 

++++++++++++++++++++++++++++++++

1-NC-cycloheptanide-

C8H12N  mw:122.098 Anion CAS: A-134420-07-8 fg:83 cnt:9758

DacidS=25.4/3.0 Calc | 

----

92PEE/       Datum: DacidG= 372.4/3.6 IMRB p:6

DacidH(AH)= 379.9/3.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chpnc.zaf]

CBS-QB3    |43.9   |383.9|376.2| 0.802|25.8   |62.5   |25.8|88.8 

G3MP2B3    |39.7   |383.9|376.1| 0.897|22.9   |60.4   |26.3|89.6 

G3MP2B3+   |36.3   |380.8|373.2| 1.028|22.7   |60.2   |25.4|89.6 

G4MP2      |36.2   |380.5|372.8| 0.896|22.9   |57.0   |25.8|86.2 

M062X/Def2T|39.6   |381.5|374.0| 0.787|22.8   |57.9   |25.2|87.3 

B3/6-311++G|69.3   |381.0|373.2| 0.715|55.6   |85.9   |26.2|82.3 

++++++++++++++++++++++++++++++++

(MeCN)4..O2-.

C8H12N4O2  mw:196.097 fg:491 cnt:4059

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

73YAM/PAY    Datum: DaffG= 2.8/0.1 TDAs | HOF(A-)=9.7/2.0 AfIN p:7

DaffH(X..Y-)= 9.5/0.5 TDAs

++++++++++++++++++++++++++++++++

O2C(CH2)6CO2=

C8H12O4  mw:172.075 Anion CAS: Z-764-55-6 fg:37 cnt:4396

HOF(A.)= -200.2/4.4 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -261.1/3.2 hfa 16HOU/VAL|

----

04YAN/FU     Datum: EA=1.55(5) eV LPES | HOF(A-)=-236.0/4.2 Acid p:9

DacidH(AH)= 390.9/2.7 D-EA

See also 08WAN/YAN.

----

08XIN/WAN    Datum: EA=1.50(10) eV PVMI p:8

Vertical Detachment Energy:1.8(1) eV. See also 09XIN/WAN and 10XIN/WAN.

----

99WAN/DIN5   Datum: EA=1.52(5) eV LPES p:8

Reverse Coulomb Barrier:1.7(3) eV.

----

98DIN/WAN    Datum: EA=1.52(9) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj6a.zdf]

G3MP2B3    |-221.3 |401.4|389.4| 2.295|-255.5 |-168.2 |39.9|139.4

M062X/Def2T|-215.9 |405.0|391.0| 1.547|-256.2 |-178.8 |46.9|129.5

B3/6-311++G|-185.9 |395.1|382.0| 0.898|-213.8 |-165.1 |44.2|100.8

++++++++++++++++++++++++++++++++

(MeCOCOMe)2-.

C8H12O4  mw:172.074

Core ion CAS: Z-16469-90-2 Solvent: 431-03-8 fg:302 cnt:9925

HOF(solv)= -78.2/0.3 neut 94PED/   

----

19DAU/WAL    Datum: EA=1.71(5) eV LPES p:7

DaffH(AH)=  23.5/2.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCOCH2CO2H)2-.

C8H12O6  mw:204.064

Core ion CAS: N-541-50-4 Solvent: 541-50-4 fg:301 cnt:8825

HOF(solv)=-142.5/2.0 GpAd 93SP     

----

15KEO/GUT    Datum: EA=1.7(1) eV LPES p:7

The electron affinity given is the Vertical Detachment Energy. The authors estimate the adiabatic electron affinity as 0.33 eV.

++++++++++++++++++++++++++++++++

(H2O)4..1,4-O2C-C6H4-CO2=

C8H12O8  mw:236.054 fg:237 cnt:3308

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=2.62(5) eV LPES p:8

DaffH(AH)=  7.4/1.6 dEA

----

04YAN/FU     Datum: EA=2.61(5) eV LPES p:8

----

95BLA/KLA    Datum: DaffG= 7.3/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)4..1,3-O2C-C6H4-CO2=

C8H12O8  mw:236.054 fg:237 cnt:6381

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=1.75(5) eV LPES p:9

DaffH(AH)=  8.3/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)4..1,2-O2C-C6H4-CO2=

C8H12O8  mw:236.054 fg:237 cnt:10425

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=1.75(5) eV LPES p:8

DaffH(AH)=  8.3/1.6 dEA

++++++++++++++++++++++++++++++++

cyclooctenide-

C8H13  mw:109.102 Anion CAS: N-10577-66-9 fg:80 cnt:1152

HOF(AH)=  -6.4/0.3  94PED/       |

DacidS=25.0/3.0 Stat | 

----

86LEE/SQU    Datum: DacidG= 379.0/5.0 IMRB | HOF(A-)=14.3/5.1 Acid p:7

DacidH(AH)= 386.5/5.1 G+TS

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 377 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coctene.zaf]

CBS-QB3    |23.6   |385.2|377.4|      |4.2    |       |25.9|     

G3MP2B3    |18.2   |384.8|377.0| 0.627|0.6    |32.5   |26.2|84.0 

G3MP2B3+   |18.0   |385.0|377.3| 0.621|0.2    |32.3   |25.8|84.1 

G4MP2      |18.3   |384.6|376.7| 0.508|0.9    |29.9   |26.3|81.0 

M062X/Def2T|23.6   |385.7|378.0| 0.437|2.6    |33.6   |26.0|83.1 

B3/6-311++G|46.2   |383.6|376.0| 0.472|29.9   |57.0   |25.6|79.3 

++++++++++++++++++++++++++++++++

bicyclo[2.2.2]octan-1-ide-

C8H13  mw:109.102 Anion CAS: Z-89849-42-3 fg:88 cnt:8176

HOF(A.)=  29.9/2.1               | BDE(A-H)= 105.7/2.0 Est4 04FAT/KAS

HOF(AH)= -23.7/0.3  94PED/       |

DacidS=24.6/3.0 Stat | 

----

12FAT/LIS    Datum: DacidH(AH)= 411.9/0.4 Bran | HOF(A-)=22.6/0.5 Acid p:8

DacidG(AH)= 404.6/1.0 H-TS  EA(eV)= 0.321

Electron affinity from correlation in 04FAT/KAS.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc222o-1.zaf]

CBS-QB3    |25.4   |411.5|404.2| 0.172|-20.3  |29.4   |24.5|101.8

G3MP2B3    |21.4   |411.4|403.7| 0.235|-22.8  |26.8   |25.8|101.7

G3MP2B3+   |21.0   |411.4|404.0| 0.237|-23.2  |26.5   |24.9|101.7

G4MP2      |21.1   |410.9|403.5| 0.105|-22.6  |23.5   |24.8|98.2 

M062X/Def2T|31.0   |415.3|407.0|-0.080|-19.6  |29.1   |27.8|100.7

B3/6-311++G|55.0   |410.7|403.7| 0.133|11.6   |58.1   |23.5|98.6 

++++++++++++++++++++++++++++++++

Ala-Glu(M-H)

C8H13N2O5  mw:217.083 Anion CAS: A-13187-90-1 fg:36 cnt:9902

HOF(AH)= -239.3/3.0 GpAd 93SP    |

----

19CUI/MCN    Datum: DacidG= 310.6/4.3 TKin p:8

Deprotonation site uncertain.

++++++++++++++++++++++++++++++++

Glu-Ala(M-H)

C8H13N2O5  mw:217.083 Anion CAS: A-3929-63-3 fg:36 cnt:9903

HOF(AH)= -239.3/3.0 GpAd 93SP    |

----

19CUI/MCN    Datum: DacidG= 317.3/3.7 TKin p:8

Deprotonation site uncertain.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [glualac.zaf]

G3MP2B3    |-288.6 |321.8|318.3|      |-243.2 |       |11.6|     

M062X/Def2T|-290.9 |320.8|317.5| 3.723|-247.0 |-201.9 |11.2|97.2 

B3/6-311++G|-241.2 |324.0|320.4| 3.143|-197.9 |-170.2 |12.0|79.8 

++++++++++++++++++++++++++++++++

cycloctanone enolate-

C8H13O  mw:125.097 Anion CAS: Z-55886-86-7 fg:63 cnt:733

HOF(A.)= -29.0/2.4 D+AH          | BDE(A-H)= 88.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -64.9/1.3  94PED/       |

DacidS=25.0/3.0 Stat | 

----

78ZIM/JAC    Datum: EA=1.63(6) eV PD   [37.6(14) kcal] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c8one.zaf]

CBS-QB3    |-48.5  |373.0|365.5| 1.532|-55.7  |-13.2  |25.2|94.7 

G3MP2B3    |-51.5  |373.2|365.7| 1.586|-57.5  |-14.9  |25.1|94.7 

G3MP2B3+   |-52.0  |372.9|365.4| 1.597|-57.7  |-15.1  |25.2|94.6 

G4MP2      |-51.0  |373.2|365.7| 1.437|-57.0  |-17.9  |25.2|91.2 

M062X/Def2T|-47.9  |374.0|366.2| 1.417|-57.2  |-15.2  |26.2|94.1 

B3/6-311++G|-20.6  |371.8|364.7| 1.479|-25.1  |13.5   |23.7|90.8 

++++++++++++++++++++++++++++++++

cC6H11-CH2CO2-

C8H13O2  mw:141.092 Anion CAS: Z-70554-37-9 fg:34 cnt:1223

HOF(A.)= -64.0/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -124.9/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=100.9/2.2 Acid |  S(AH)=103.4/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 338.3/2.0 IMRE | HOF(A-)=-145.3/2.3 Acid p:9

DacidH(AH)= 345.3/2.1 G+TS EA(ev)= 3.525

----

88JIN/TOP #  Datum: DacidG= 338.2/2.0 IMRE p:8

DacidH(AH)= 345.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chjco2ea.zaf]

CBS-QB3    |-145.8 |344.3|336.9|      |-124.3 |       |24.9|     

G3MP2B3    |-146.8 |345.4|338.4| 2.692|-125.0 |-83.2  |23.4|93.9 

G3MP2B3+   |-147.2 |345.2|337.6| 2.709|-125.3 |-83.2  |25.6|94.2 

G4MP2      |-145.9 |345.3|337.9| 2.509|-124.1 |-86.6  |24.8|89.6 

M062X/Def2T|-142.9 |345.7|338.0| 2.565|-124.0 |-82.4  |25.9|93.7 

B3/6-311++G|-110.5 |343.5|335.9|      |-86.7  |       |25.5|     

++++++++++++++++++++++++++++++++

1-CO2Me-cyclohexanide-

C8H13O2  mw:141.092 Anion CAS: Z-157832-74-1 fg:66 cnt:9748

HOF(AH)= -114.7/2.0 GpAd 93SP    |

DacidS=22.7/2.0 Stat |  S(A-)=102.7/2.2 Acid |  S(AH)=106.0/1.0 GpAd 93SP

----

94PEE/DEK    Datum: DacidG= 361.4 IMRE | HOF(A-)=-112.2/2.0 Acid p:8

DacidH(AH)= 368.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxco2r.zaf]

CBS-QB3    |-108.7 |370.9|363.1| 1.449|-113.9 |-75.4  |26.1|90.6 

G3MP2B3    |-108.6 |372.4|364.5| 1.461|-113.8 |-75.0  |26.5|90.9 

G3MP2B3+   |-110.0 |371.2|363.5| 1.510|-114.0 |-75.3  |25.9|90.9 

G4MP2      |-107.7 |372.2|364.5| 1.290|-112.7 |-78.0  |25.8|86.8 

M062X/Def2T|-108.8 |369.8|363.5| 1.353|-114.0 |-77.7  |21.2|88.4 

B3/6-311++G|-75.7  |368.1|360.4| 1.398|-76.5  |-43.6  |25.8|85.1 

++++++++++++++++++++++++++++++++

HO2C(CH2)6CO2-

C8H13O4  mw:173.082 Anion CAS: Z-29669-82-7 fg:37 cnt:6597

HOF(A.)= -155.5/2.2 D+AH         | BDE(A-H)= 113.0/2.0 Est2          

HOF(AH)= -216.4/1.0 GpAd 93SP    |

DacidS=11.0/3.0 CIDC |  S(A-)=117.7/3.2 Acid |  S(AH)=132.7/1.0 GpAd 93SP

----

16HOU/VAL    Datum: EA=4.58(10) eV LPES | HOF(A-)=-261.1/3.2 Acid p:9

DacidH(AH)= 321.0/3.1 D-EA

----

06WOO/WAN    Datum: EA=4.54(5) eV LPES p:8

----

05KUM/PRA    Datum: DacidG= 322.4/2.0 CIDC | HOF(A-)=-258.1/2.2 Acid p:8

DacidH(AH)= 324.0/2.0 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj6c.zaf]

CBS-QB3    |-256.9 |326.5|323.4| 3.705|-217.7 |-169.1 |10.4|100.7

G3MP2B3    |-255.5 |326.3|323.5|      |-214.6 |       |9.2 |     

M062X/Def2T|-256.2 |325.9|322.9| 4.545|-217.5 |-149.5 |10.3|120.1

M062X/Def2T|-256.4 |323.5|321.2| 3.682|-215.2 |-169.5 |7.6 |97.7 

B3/6-311++G|-213.8 |329.6|326.0| 3.563|-176.1 |-132.2 |12.2|96.0 

++++++++++++++++++++++++++++++++

(succinic)2..HSO4-

C8H13O12S  mw:333.013 fg:241 cnt:9089

HOF(solv)=-196.7/0.8 neut 94PED/   

----

13HOU/LIN    Datum: EA=6.60(10) eV LPES p:8

DaffH(AH)=  3.5/3.3 dEA

++++++++++++++++++++++++++++++++

MeCONHCH(Me)CO2Me..MeCO2-

C8H14NO5  mw:204.088

Core ion CAS: Z-71-50-1 Solvent: 26629-33-4 fg:234 cnt:2066

HOF(solv)=-146.1/2.0 GpAd 93SP     

----

88MEO/       Datum: DaffG= 20.7/1.0 TDAs | HOF(A-)=-177.5/2.2 AfIN p:8

DaffH(X..Y-)= 31.4/1.0 TDAs

++++++++++++++++++++++++++++++++

AlaGlyAlaO-

C8H14N3O4  mw:216.099 Anion CAS: A-37460-22-3 fg:36 cnt:11447

----

12BOK/STO    Datum: DacidG= 322.0/2.5 TKin p:8

++++++++++++++++++++++++++++++++

GlyAlaGlyOMe(N- in backbone)

C8H14N3O4  mw:216.099 Anion CAS: A-62437-33-6 fg:48 cnt:11452

----

12BOK/STO    Datum: DacidG= 337.2/2.4 TKin p:8

The authors indicate that deprotonation is likely at the central amide N.

++++++++++++++++++++++++++++++++

H2O..O2C(CH2)6CO2=

C8H14O5  mw:190.085

Core ion CAS: Z-764-55-6 Solvent: 7732-18-5 fg:237 cnt:4401

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=1.74(5) eV LPES p:9

DaffH(AH)=  4.4/1.6 dEA

See also 08WAN/YAN.

----

98DIN/WAN    Datum: EA=1.81(9) eV LPES | HOF(A-)=-299.8/4.8 AfIN p:8

DaffH(AH)=  6.0/2.4 dEA

Affinity is electron affinity difference from next lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)5..1,4-O2C-C6H4-CO2=

C8H14O9  mw:254.065 fg:237 cnt:3309

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=2.86(5) eV LPES p:8

DaffH(AH)=  5.5/1.6 dEA

----

04YAN/FU     Datum: EA=2.86(5) eV LPES p:8

DaffH(AH)=  5.5/1.6 dEA

----

95BLA/KLA    Datum: DaffG= 6.3/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)5..1,3-O2C-C6H4-CO2=

C8H14O9  mw:254.065 fg:237 cnt:6382

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=2.01(5) eV LPES p:9

DaffH(AH)=  6.0/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)5..1,2-O2C-C6H4-CO2=

C8H14O9  mw:254.065 fg:237 cnt:10426

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=2.01(5) eV LPES p:8

DaffH(AH)=  6.0/1.6 dEA

++++++++++++++++++++++++++++++++

[GlyGly..GlyGly-H]-)

C8H15N4O6  mw:263.100

Core ion CAS: Z-23372-53-4 Solvent: 556-50-3 fg:236 cnt:6702

----

04LIU/WYT    Datum: DaffG= 3.1 TDEq p:8

DaffH(X..Y-)= 7.5/0.3 TDEq

++++++++++++++++++++++++++++++++

nPnCH=C(Me)O-

C8H15O  mw:127.113 Anion CAS: Z-779274-06-5 fg:63 cnt:6335

HOF(AH)= -76.9/1.0 GpAd 93SP     |

DacidS=24.9/1.0 TDEq | 

----

03BUR/FRI    Datum: DacidG= 357.5/2.1 TDEq | HOF(A-)=-78.2/2.3 Acid p:9

DacidH(AH)= 364.4/2.1 TDEq

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnxcor.zaf]

CBS-QB3    |-75.3  |365.9|359.1|      |-75.6  |       |23.1|     

G3MP2B3    |-77.6  |366.3|359.4| 1.733|-76.7  |-37.4  |23.1|91.4 

G4MP2      |-77.2  |366.4|359.4| 1.572|-76.4  |-40.8  |23.4|87.7 

M062X/Def2T|-73.6  |365.4|358.0| 1.609|-74.4  |-36.4  |24.9|90.0 

B3/6-311++G|-51.2  |364.7|357.8| 1.631|-48.6  |-13.4  |23.1|87.3 

++++++++++++++++++++++++++++++++

cis-2-tBu-1,3-dithian-5-O-

C8H15OS2  mw:191.057 Anion CAS: Z-241467-74-3 fg:32 cnt:6432

HOF(A.)=  -9.6/5.0 D+AH          | BDE(A-H)= 105.5/3.0 Est2          

HOF(AH)= -63.0/4.0 Est4          |

DacidS=23.0/2.0 Stat | 

----

04ADE/ART    Datum: DacidG= 354.9/1.2 CIDC | HOF(A-)=-66.9/4.2 Acid p:8

DacidH(AH)= 361.8/1.3 G+TS EA(ev)= 2.486

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [eabudito.zaf]

CBS-QB3    |-67.1  |368.9|361.1|      |-70.3  |       |25.9|     

G3MP2B3    |-67.5  |369.7|361.9| 2.461|-70.0  |-10.5  |26.0|111.6

G3MP2B3+   |-68.0  |369.4|361.7| 2.481|-70.2  |-10.6  |25.8|111.7

G4MP2      |-67.8  |369.6|361.9| 2.246|-70.2  |-15.8  |25.9|106.5

M062X/Def2T|-59.0  |371.6|363.6|      |-65.9  |       |26.6|     

B3/6-311++G|-11.5  |366.9|359.2| 2.250|-11.2  |40.5   |25.7|103.8

++++++++++++++++++++++++++++++++

trans-2-tBu-1,3-dithian-5-O-

C8H15OS2  mw:191.057 Anion CAS: Z-241467-74-3 fg:32 cnt:6433

HOF(A.)= -11.1/5.0 D+AH          | BDE(A-H)= 104.0/3.0 Est2          

HOF(AH)= -63.0/4.0 Est4          |

DacidS=23.0/3.0 Stat | 

----

04ADE/ART    Datum: DacidG= 350.2/2.8 CIDC | HOF(A-)=-71.6/5.0 Acid p:8

DacidH(AH)= 357.1/2.9 G+TS EA(ev)= 2.625

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [eebudito.zaf]

CBS-QB3    |-73.2  |360.4|353.1|      |-67.8  |       |24.4|     

G3MP2B3    |-73.7  |361.2|353.9| 2.573|-67.8  |-14.4  |24.7|105.5

G3MP2B3+   |-74.3  |360.9|353.6| 2.595|-68.0  |-14.5  |24.4|105.6

G4MP2      |-74.0  |361.3|353.9| 2.365|-68.1  |-19.6  |24.7|100.6

M062X/Def2T|-64.9  |363.0|355.5|      |-63.2  |       |25.2|     

B3/6-311++G|-18.0  |358.7|351.3| 2.358|-9.4   |36.4   |24.7|97.9 

++++++++++++++++++++++++++++++++

nHpCO2-

C8H15O2  mw:143.108 Anion CAS: Z-74-81-7 fg:34 cnt:6749

HOF(A.)= -72.3/2.8 D+AH          | BDE(A-H)= 113.0/2.0 Est4          

HOF(AH)= -133.2/2.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat | 

----

00WAN/NIC3   Datum: EA=3.40(10) eV LPES | HOF(A-)=-150.7/3.7 Acid p:8

DacidH(AH)= 348.2/3.1 D-EA

----

05WAN/WOO3   Datum: EA=3.40(3) eV LPES p:7

The stated EA is at 300 K. At 70 K (coiled), more bound by 0.040 eV than at 300 K, or electron affinity = 3.44 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nhpco2ag.zaf]

G3MP2B3    |-154.8 |345.8|338.4| 3.420|-133.3 |-75.8  |24.5|109.6

++++++++++++++++++++++++++++++++

cyclooctan-1,5-diolate-

C8H15O2  mw:143.108 Anion CAS: A-55343-44-7 fg:31 cnt:9888

HOF(AH)= -109.8/2.0 GpAd 93SP    |

DacidS=21.0/3.0 Calc |  S(A-)=103.5/3.6 Acid |  S(AH)=108.5/2.0 GpAd 93SP

----

84HOU/TAB    Datum: DacidG= 358.4/2.0 CIDC | HOF(A-)=-110.8/3.0 Acid p:7

DacidH(AH)= 364.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hocc8o.zaf]

CBS-QB3    |-120.4 |354.6|348.4| 2.873|-109.3 |-53.8  |20.6|107.6

G3MP2B3    |-120.8 |356.3|350.1| 2.871|-109.9 |-54.3  |20.8|107.7

G3MP2B3+   |-121.0 |356.5|350.4| 2.861|-110.3 |-54.7  |20.5|107.7

G4MP2      |-119.7 |356.4|350.2| 2.664|-108.9 |-57.8  |20.6|103.1

M062X/Def2T|-118.0 |354.1|347.8| 2.722|-107.4 |-54.8  |21.0|104.7

B3/6-311++G|-81.0  |354.9|348.8| 2.648|-68.6  |-19.6  |20.4|101.2

++++++++++++++++++++++++++++++++

iPrCO2H..iPrCO2-

C8H15O4  mw:175.098

Core ion CAS: Z-5711-69-3 Solvent: 79-31-2 fg:234 cnt:1534

HOF(solv)=-114.4/0.8 neut 99RIB/FER

----

86MEO/SIE2   Datum: DaffG= 19.9/1.6 TDAs p:8

DaffH(X..Y-)= 29.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iprco22h.zcf]

G3MP2B3    |-273.0 | 24.5| 15.4| 30.4|-114.0 |-134.5 

++++++++++++++++++++++++++++++++

H2O..HO2C(CH2)6CO2-

C8H15O5  mw:191.092

Core ion CAS: Z-29669-82-7 Solvent: 7732-18-5 fg:237 cnt:3230

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.4/0.3 IMRE | HOF(A-)=-318.9/3.2 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dcj6w.zcf]

G3MP2B3    |-322.2 |  9.1|  0.5| 28.7|-57.6  |-255.5 

M062X/Def2T|-320.7 | 10.8|  3.1| 25.8|-53.6  |-256.2 

B3/6-311++G|-277.5 |  9.5|  2.8| 22.6|-54.2  |-213.8 

++++++++++++++++++++++++++++++++

(MeCO2H)3..MeCO2-

C8H15O8  mw:239.077 fg:234 cnt:4061

HOF(solv)=-103.4/0.6 neut 94PED/   

----

99MEO/ELM    Datum: DaffG= 5.7/2.4 TDAs | HOF(A-)=-371.8/1.7 AfIN p:8

DaffH(X..Y-)= 12.5/0.6 TDAs

----

86MEO/SIE2   Datum: DaffG= 6.2/1.0 TDAs | HOF(A-)=-375.5/1.8 AfIN p:8

DaffH(X..Y-)= 16.2/1.0 TDAs

++++++++++++++++++++++++++++++++

cC8H16..Cl-

C8H16Cl  mw:147.095

Core ion CAS: Z-16887-00-6 Solvent: 292-64-8 fg:482 cnt:8488

HOF(solv)= -30.1/0.4  94PED/       

----

13ZIE/GAM    Datum: DaffG= 3.3 TDAs | HOF(A-)=-40.7/0.4 AfIN p:9

DaffH(X..Y-)= 10.5 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [coccl-2.zcf]

G3MP2B3    |-94.7  |  9.4|  3.0| 21.3|-29.2  |-56.1  

M062X/Def2T|-88.4  | 13.0|  6.6| 21.3|-27.0  |-48.4  

B3/6-311++G|-62.0  | -4.5|  0.6| 19.6|1.3    |-56.9  

++++++++++++++++++++++++++++++++

(HOCH2CH=CHCH2OH)2..Cl-

C8H16ClO4  mw:211.074 fg:482 cnt:3490

HOF(solv)= -74.8/1.0 GpAd 93SP     

----

95ZHA/BEG    Datum: DaffG= 11.7/1.0 TDAs | HOF(A-)=-205.4/2.1 AfIN p:8

DaffH(X..Y-)= 22.9/0.4 TDAs

++++++++++++++++++++++++++++++++

(THF)2..I-

C8H16IO2  mw:271.020 fg:484 cnt:8381

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=3.58(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..O2C(CH2)6CO2=

C8H16O6  mw:208.096 fg:237 cnt:4405

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=2.36(5) eV LPES p:9

See also 08WAN/YAN.

----

98DIN/WAN    Datum: EA=2.42(9) eV LPES p:8

DaffH(AH)=  14.1/4.2 dEA

Affinity is electron affinity difference from next lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)6..1,4-O2C-C6H4-CO2=

C8H16O10  mw:272.075 fg:237 cnt:3310

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=3.04(5) eV LPES p:8

DaffH(AH)=  4.2/1.6 dEA

----

95BLA/KLA    Datum: DaffG= 5.9/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)6..1,3-O2C-C6H4-CO2=

C8H16O10  mw:272.075 fg:237 cnt:6383

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=2.27(5) eV LPES p:9

DaffH(AH)=  6.0/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)6..1,2-O2C-C6H4-CO2=

C8H16O10  mw:272.075 fg:237 cnt:10427

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=2.27(5) eV LPES p:8

DaffH(AH)=  6.0/1.6 dEA

++++++++++++++++++++++++++++++++

tBuCH(iPr)O-

C8H17O  mw:129.128 Anion CAS: A-5162-48-1 fg:30 cnt:550

HOF(A.)= -41.6/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -95.0/1.0 GpAd 93SP     |

DacidS=22.0/2.5 Stat |  S(A-)=107.3/2.7 Acid |  S(AH)=111.3/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 362.2/2.0 IMRE | HOF(A-)=-91.9/2.4 Acid p:9

DacidH(AH)= 368.8/2.1 G+TS EA(ev)= 2.183 DaffH(X..Y-)= 45.8/2.4 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbuchpro.zaf]

CBS-QB3    |-88.4  |368.2|361.1| 2.154|-90.8  |-38.6  |23.8|104.3

G3MP2B3    |-89.8  |369.2|362.2| 2.145|-91.8  |-40.2  |23.5|103.7

G3MP2B3+   |-90.7  |368.8|361.2| 2.170|-92.2  |-40.6  |25.4|103.7

G4MP2      |-89.4  |369.2|362.2| 1.968|-91.5  |-43.9  |23.5|99.7 

M062X/Def2T|-82.9  |369.5|362.3| 1.964|-87.7  |-37.6  |24.1|102.3

B3/6-311++G|-53.4  |367.1|359.6| 1.975|-53.2  |-7.9   |25.0|97.4 

++++++++++++++++++++++++++++++++

nC8H17O-

C8H17O  mw:129.128 Anion CAS: Z-55648-09-4 fg:30 cnt:549

HOF(A.)= -32.6/2.0 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -85.0/0.2  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=121.8/1.4 Acid |  S(AH)=125.8/1.0 GpAd 93SP

----

98HIG/BAR    Datum: DacidG= 367.7/2.0 IMRE | HOF(A-)=-76.4/2.9 Acid p:9

DacidH(AH)= 374.3/2.0 G+TS EA(ev)= 1.936 DaffH(X..Y-)= 42.0/2.9 A-IN

----

19STO/BAR    Datum: EA=1.95(5) eV LPES p:8

Vertical Detachment Energy:2.031(50) eV.

----

93HAA/HAR    Datum: DacidH(AH)= 373.5/3.0 CIDC p:8

Kinetic method gives energy-dependent results.

----

83BOA/HOU #  Datum: DacidG= 365.2/2.7 CIDC p:7

DacidH(AH)= 371.8/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c8ogaaa0.zaf]

CBS-QB3    |-75.0  |375.6|368.6| 1.870|-84.8  |-31.6  |23.3|105.2

G3MP2B3    |-76.5  |376.6|369.5| 1.866|-85.9  |-33.3  |23.8|104.7

G3MP2B3+   |-77.4  |376.1|368.9| 1.887|-86.3  |-33.8  |24.1|104.6

G4MP2      |-76.2  |376.6|369.8| 1.685|-85.7  |-37.2  |22.9|100.6

M062X/Def2T|-69.4  |377.9|370.7| 1.608|-82.6  |-32.2  |24.1|102.5

B3/6-311++G|-49.7  |373.3|366.1| 1.765|-55.7  |-8.8   |24.1|99.0 

++++++++++++++++++++++++++++++++

HO(CH2)8O-

C8H17O2  mw:145.123 Anion CAS: A-629-41-4 fg:31 cnt:9878

HOF(AH)= -121.5/2.0 GpAd 93SP    |

DacidS=13.0/3.0 Calc |  S(A-)=119.9/3.6 Acid |  S(AH)=132.9/2.0 GpAd 93SP

----

84HOU/TAB    Datum: DacidG= 359.3/2.0 CIDC | HOF(A-)=-124.0/3.0 Acid p:7

DacidH(AH)= 363.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj8o-c.zaf]

CBS-QB3    |-128.8 |358.1|354.7| 2.710|-121.2 |-65.8  |11.5|107.5

G3MP2B3    |-129.0 |359.6|355.7| 2.672|-121.4 |-66.8  |13.1|106.7

G4MP2      |-128.5 |359.6|355.5| 2.486|-121.0 |-70.7  |13.8|102.4

M062X/Def2T|-127.3 |356.0|353.3| 2.575|-118.6 |-67.2  |8.9 |103.6

B3/6-311++G|-93.7  |360.7|357.0| 2.522|-87.1  |-35.0  |12.4|104.2

++++++++++++++++++++++++++++++++

MeO(CH2CH2O)2Me..MeCO2-

C8H17O5  mw:193.108

Core ion CAS: Z-71-50-1 Solvent: 111-96-6 fg:234 cnt:1532

HOF(solv)=-122.3/1.0 GpAd 93SP     

----

86MEO/SIE2   Datum: DaffG= 9.6/1.6 TDAs p:8

DaffH(X..Y-)= 15.1/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)..{MeCO2H}3..MeCO2-

C8H17O9  mw:257.088 fg:234 cnt:6720

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99MEO/ELM    Datum: DaffG= 0.6 TDAs | HOF(A-)=-438.5/1.9 AfIN p:8

DaffH(X..Y-)= 8.9/1.0 TDAs

++++++++++++++++++++++++++++++++

nC8H18..Cl-

C8H18Cl  mw:149.110

Core ion CAS: Z-16887-00-6 Solvent: 111-65-9 fg:482 cnt:8487

HOF(solv)= -49.8/0.3  94PED/       

----

13ZIE/GAM    Datum: DaffG= 4.5 TDAs | HOF(A-)=-61.6/0.3 AfIN p:9

DaffH(X..Y-)= 11.7 TDAs

++++++++++++++++++++++++++++++++

sBu2N-

C8H18N  mw:128.144 Anion CAS: Z-65545-75-7 fg:44 cnt:11647

HOF(AH)= -41.0/1.0  94PED/       |

DacidS=25.8/2.0 Stat | 

----

92DAM/KRE    Datum: DacidG= 378.7/2.5 kfkr | HOF(A-)=-20.3/2.8 Acid p:8

DacidH(AH)= 386.4/2.6 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sbu2nag2.zaf]

CBS-QB3    |-21.6  |383.6|376.5| 0.953|-39.5  |0.4    |23.6|92.0 

G3MP2B3    |-23.2  |384.6|377.6| 0.961|-40.6  |-1.0   |23.6|91.8 

G4MP2      |-23.6  |384.5|377.5| 0.786|-41.0  |-5.4   |23.5|87.7 

M062X/Def2T|-13.4  |388.3|381.4| 0.774|-37.0  |4.4    |23.2|93.6 

B3/6-311++G|5.5    |383.9|376.4| 0.858|-11.0  |25.3   |24.9|88.4 

++++++++++++++++++++++++++++++++

(H2O)3..O2C(CH2)6CO2=

C8H18O7  mw:226.106 fg:237 cnt:3295

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=2.53(5) eV LPES p:9

See also 08WAN/YAN.

----

95BLA/KLA    Datum: DaffG= 7.8/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)7..1,4-O2C-C6H4-CO2=

C8H18O11  mw:290.086 fg:237 cnt:6363

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.25(5) eV LPES p:9

DaffH(AH)=  4.8/1.6 dEA

----

05MIN/VRB    Datum: EA=3.25(5) eV LPES p:8

DaffH(AH)=  4.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)7..1,3-O2C-C6H4-CO2=

C8H18O11  mw:290.086 fg:237 cnt:6384

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=2.47(5) eV LPES p:9

DaffH(AH)=  4.6/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)7..1,2-O2C-C6H4-CO2=

C8H18O11  mw:290.086 fg:237 cnt:10428

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=2.47(5) eV LPES p:8

DaffH(AH)=  4.6/1.6 dEA

++++++++++++++++++++++++++++++++

nPrOH..tBuCH2O-

C8H19O2  mw:147.139

Core ion CAS: Z-55091-58-2 Solvent: 71-23-8 fg:230 cnt:1552

HOF(solv)= -61.0/0.3 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 18.2/2.0 IMRE | HOF(A-)=-87.9/2.2 AfIN p:8

DaffH(X..Y-)= 26.9/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbujonpr.zcf]

G3MP2B3    |-153.8 | 24.5| 15.2| 31.1|-60.7  |-68.5  

G3MP2B3+   |-154.9 | 24.6| 16.7| 26.6|-60.9  |-69.3  

G4MP2      |-153.2 | 24.6| 15.0| 32.2|-60.4  |-68.2  

M062X/Def2T|-150.9 | 28.7| 18.3| 34.9|-59.3  |-62.8  

B3/6-311++G|-121.8 | 23.0| 15.1| 26.6|-49.7  |-49.1  

++++++++++++++++++++++++++++++++

tBuOH..tBuO-

C8H19O2  mw:147.139

Core ion CAS: Z-16331-65-0 Solvent: 75-65-0 fg:230 cnt:1554

HOF(solv)= -74.7/0.2 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 18.8/2.0 IMRE | HOF(A-)=-102.6/2.2 AfIN p:8

DaffH(X..Y-)= 27.9/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuo2h.zcf]

G3MP2B3    |-166.1 | 25.7| 15.7| 33.4|-74.6  |-65.7  

G3MP2B3+   |-166.9 | 25.9| 17.2| 29.2|-74.9  |-66.2  

G4MP2      |-165.0 | 25.2| 15.3| 33.3|-74.2  |-65.5  

M062X/Def2T|-162.1 | 31.4| 20.9| 35.2|-72.3  |-58.4  

B3/6-311++G|-131.0 |     |     |     |       |       

++++++++++++++++++++++++++++++++

(tBuOH)2..Br-

C8H20BrO2  mw:227.065 fg:483 cnt:4899

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 5.7/1.3 TDAs | HOF(A-)=-228.9/0.6 AfIN p:8

DaffH(X..Y-)= 12.9/0.4 TDAs

++++++++++++++++++++++++++++++++

(tBuOH)2..Cl-

C8H20ClO2  mw:183.116 fg:482 cnt:3534

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 7.4/0.5 TDAs | HOF(A-)=-186.5/0.5 AfIN p:9

DaffH(X..Y-)= 16.9/0.2 TDAs

----

87HIR/MIZ4   Datum: DaffG= 7.2/1.0 TDAs | HOF(A-)=-184.5/1.1 AfIN p:8

DaffH(X..Y-)= 14.9/1.0 TDAs

++++++++++++++++++++++++++++++++

(HO(CH2)4OH)2..Cl-

C8H20ClO4  mw:215.106 fg:482 cnt:3488

HOF(solv)=-102.5/1.6 neut 94PED/   

----

95ZHA/BEG    Datum: DaffG= 10.6/1.0 TDAs | HOF(A-)=-256.3/2.9 AfIN p:8

DaffH(X..Y-)= 21.2/0.8 TDAs

++++++++++++++++++++++++++++++++

(tBuOH)2..F-

C8H20FO2  mw:167.145 fg:481 cnt:4893

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 13.6/0.9 TDAs | HOF(A-)=-264.2/1.1 AfIN p:8

DaffH(X..Y-)= 22.0/0.4 TDAs

++++++++++++++++++++++++++++++++

[Fe4Se4(SC2H5)4]=

C8H20Fe4S4Se4  mw:787.452 Anion CAS: Z-129337-10-6 fg:24 cnt:10271

----

03WAN/NIU    Datum: EA=0.28(10) eV LPES p:8

Vertical Detachment Energy:0.51(6) eV. Reverse Coulomb barrier estimated as 1.6 eV.

++++++++++++++++++++++++++++++++

Fe4S4(SEt)4=

C8H20Fe4S8  mw:595.674 Anion CAS: Z-52261-51-5 fg:24 cnt:10265

----

05FU_/NIU    Datum: EA=0.36(6) eV LPES p:8

----

04FU_/YAN    Datum: EA=0.29(8) eV LPES p:8

Vertical Detachment Energy:0.52(6) eV.

----

03WAN/NIU    Datum: EA=0.29(10) eV LPES p:8

Vertical Detachment Energy:0.52(6) eV. Reverse Coulomb barrier estimated as 1.6 eV.

++++++++++++++++++++++++++++++++

[Fe4S4](SEt)3(SSEt)=

C8H20Fe4S9  mw:627.646 fg:24 cnt:10543

----

07FU_/LAS    Datum: EA=0.58(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[Fe4S4](SEt)2(SSEt)2=

C8H20Fe4S10  mw:659.618 fg:24 cnt:10544

----

07FU_/LAS    Datum: EA=0.67(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[Fe4S4](SEt)(SSEt)3=

C8H20Fe4S11  mw:691.590 fg:24 cnt:10545

----

07FU_/LAS    Datum: EA=0.70(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[Fe4S4](SSEt)4=

C8H20Fe4S12  mw:723.562 fg:24 cnt:10546

----

07FU_/LAS    Datum: EA=0.73(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(tBuOH)2..I-

C8H20IO2  mw:275.051 fg:484 cnt:4905

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 4.3/1.2 TDAs | HOF(A-)=-218.8/0.6 AfIN p:8

DaffH(X..Y-)= 11.3/0.4 TDAs

++++++++++++++++++++++++++++++++

(EtNO2)3..EtNO2-

C8H20N4O8  mw:300.129 fg:301 cnt:6403

HOF(solv)= -24.4/0.1 neut 94PED/   

----

08STO/BOW    Datum: EA=1.9(2) eV LPES p:8

DaffH(AH)=  9.2/6.5 dEA

Vertical Detachment Energy:2.3(1) eV.

----

04WIN/       Datum: DaffG= 4.7/3.0 TDAs | HOF(A-)=-38.0/0.3 AfIN p:8

DaffH(X..Y-)= 13.6/0.3 TDAs

++++++++++++++++++++++++++++++++

(EtNO2)4..O2-.

C8H20N4O10  mw:332.118 fg:491 cnt:6407

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 2.4/3.0 TDAs | HOF(A-)=-91.0/0.7 AfIN p:8

DaffH(X..Y-)= 11.3/0.5 TDAs

++++++++++++++++++++++++++++++++

(EtNO2)4..NO2-

C8H20N5O10  mw:346.122 fg:488 cnt:6401

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 2.7/2.1 TDAs | HOF(A-)=-195.5/1.1 AfIN p:8

DaffH(X..Y-)= 11.0/0.5 TDAs

++++++++++++++++++++++++++++++++

(H2O)4..O2C(CH2)6CO2=

C8H20O8  mw:244.117 fg:237 cnt:3296

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=2.96(5) eV LPES p:9

DaffH(AH)=  9.9/1.6 dEA

See also 08WAN/YAN.

----

95BLA/KLA    Datum: DaffG= 7.1/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)8..1,4-O2C-C6H4-CO2=

C8H20O12  mw:308.097 fg:237 cnt:6364

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.41(5) eV LPES p:9

DaffH(AH)=  3.7/1.6 dEA

----

05MIN/VRB    Datum: EA=3.41(5) eV LPES p:8

DaffH(AH)=  3.7/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)8..1,3-O2C-C6H4-CO2=

C8H20O12  mw:308.097 fg:237 cnt:6385

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=2.64(5) eV LPES p:9

DaffH(AH)=  3.9/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)8..1,2-O2C-C6H4-CO2=

C8H20O12  mw:308.097 fg:237 cnt:10429

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=2.64(5) eV LPES p:8

DaffH(AH)=  3.9/1.6 dEA

++++++++++++++++++++++++++++++++

Fe4S4(SEt)3(SCH2CH2NH2)=

C8H21Fe4NS8  mw:610.685 Anion CAS: Z-848737-56-4 fg:24 cnt:10370

----

05FU_/NIU    Datum: EA=0.42(6) eV LPES p:8

Vertical Detachment Energy:0.60(6) eV.

++++++++++++++++++++++++++++++++

Fe4S4(SEt)2(SCH2CH2NH2)2=

C8H22Fe4N2S4  mw:497.807 fg:24 cnt:10371

----

05FU_/NIU    Datum: EA=0.50(6) eV LPES p:8

Vertical Detachment Energy:0.69(5) eV.

++++++++++++++++++++++++++++++++

(H2O)5..O2C(CH2)6CO2=

C8H22O9  mw:262.127 fg:237 cnt:3297

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.07(6) eV LPES p:9

DaffH(AH)=  2.5/1.8 dEA

See also 08WAN/YAN.

----

95BLA/KLA    Datum: DaffG= 6.1/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)9..1,4-O2C-C6H4-CO2=

C8H22O13  mw:326.107 fg:237 cnt:6365

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.57(5) eV LPES p:9

DaffH(AH)=  3.7/1.6 dEA

----

05MIN/VRB    Datum: EA=3.57(5) eV LPES p:8

DaffH(AH)=  3.7/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)9..1,3-O2C-C6H4-CO2=

C8H22O13  mw:326.107 fg:237 cnt:6386

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=2.80(5) eV LPES p:9

DaffH(AH)=  3.7/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)9..1,2-O2C-C6H4-CO2=

C8H22O13  mw:326.107 fg:237 cnt:10430

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=2.80(5) eV LPES p:8

DaffH(AH)=  3.7/1.6 dEA

++++++++++++++++++++++++++++++++

Fe4S4(SEt)(SCH2CH2NH2)3=

C8H23Fe4N3S4  mw:512.818 fg:24 cnt:10372

----

05FU_/NIU    Datum: EA=0.56(6) eV LPES p:8

Vertical Detachment Energy:0.76(6) eV.

++++++++++++++++++++++++++++++++

(MeCN)4..B12H12=

C8H24B12N4  mw:308.313 fg:204 cnt:11636

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

24PEN/CAO    Datum: EA=2.54(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(EtOH)4..Cl-

C8H24ClO4  mw:219.137 fg:482 cnt:3513

HOF(solv)= -56.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 3.2/1.0 TDAs | HOF(A-)=-283.9/1.3 AfIN p:8

DaffH(X..Y-)= 12.0/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeCl)8..Cl-

C8H24Cl9  mw:434.908 fg:482 cnt:5295

HOF(solv)= -19.6/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= 0.5/3.0 TDAs | HOF(A-)=-215.6/1.2 AfIN p:8

DaffH(X..Y-)= 4.7/0.2 TDAs

++++++++++++++++++++++++++++++++

Fe4S4(SCH2CH2NH2)4=

C8H24Fe4N4S8  mw:655.718 Anion CAS: Z-848737-59-7 fg:24 cnt:10373

----

05FU_/NIU    Datum: EA=0.66(6) eV LPES p:8

Vertical Detachment Energy:0.83(6) eV.

++++++++++++++++++++++++++++++++

(HCONH2)8-.

C8H24N8O8  mw:360.172

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11700

----

06MAE/NEG    Datum: EA=2.58 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated covalent anion; a solvated electron form has Vertical Detachment Energy=0.90 eV.

++++++++++++++++++++++++++++++++

(H2O)6..O2C(CH2)6CO2=

C8H24O10  mw:280.138 fg:237 cnt:3298

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.35(6) eV LPES p:9

DaffH(AH)=  6.5/2.0 dEA

See also 08WAN/YAN.

----

95BLA/KLA    Datum: DaffG= 5.5/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)10..1,4-O2C-C6H4-CO2=

C8H24O14  mw:344.118 fg:237 cnt:6366

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.69(5) eV LPES p:9

DaffH(AH)=  2.8/1.6 dEA

----

05MIN/VRB    Datum: EA=3.69(5) eV LPES p:8

DaffH(AH)=  2.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)10..1,3-O2C-C6H4-CO2=

C8H24O14  mw:344.118 fg:237 cnt:6387

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=2.96(5) eV LPES p:9

DaffH(AH)=  3.7/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)10..1,2-O2C-C6H4-CO2=

C8H24O14  mw:344.118 fg:237 cnt:10431

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=2.96(5) eV LPES p:8

DaffH(AH)=  3.7/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)7..O2C(CH2)6CO2=

C8H26O11  mw:298.149 fg:237 cnt:6338

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.50(6) eV LPES p:9

Vertical Detachment Energy:3.9(1) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)11..1,4-O2C-C6H4-CO2=

C8H26O15  mw:362.128 fg:237 cnt:6367

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.80(5) eV LPES p:9

DaffH(AH)=  2.5/1.6 dEA

----

05MIN/VRB    Datum: EA=3.80(5) eV LPES p:8

DaffH(AH)=  2.5/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)11..1,3-O2C-C6H4-CO2=

C8H26O15  mw:362.128 fg:237 cnt:6388

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.10(5) eV LPES p:9

DaffH(AH)=  3.2/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)11..1,2-O2C-C6H4-CO2=

C8H26O15  mw:362.128 fg:237 cnt:10432

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=3.11(5) eV LPES p:8

DaffH(AH)=  3.5/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)8..O2C(CH2)6CO2=

C8H28O12  mw:316.159 fg:237 cnt:6339

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.72(6) eV LPES p:9

DaffH(AH)=  5.1/2.0 dEA

Vertical Detachment Energy:4.2(1) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)12..1,4-O2C-C6H4-CO2=

C8H28O16  mw:380.139 fg:237 cnt:6368

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.90(5) eV LPES p:9

DaffH(AH)=  2.3/1.6 dEA

----

05MIN/VRB    Datum: EA=3.90(5) eV LPES p:8

DaffH(AH)=  2.3/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)12..1,3-O2C-C6H4-CO2=

C8H28O16  mw:380.139 fg:237 cnt:6389

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.21(5) eV LPES p:9

DaffH(AH)=  2.5/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)12..1,2-O2C-C6H4-CO2=

C8H28O16  mw:380.139 fg:237 cnt:10433

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=3.23(5) eV LPES p:8

DaffH(AH)=  2.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)9..O2C(CH2)6CO2=

C8H30O13  mw:334.170 fg:237 cnt:6340

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.80(6) eV LPES p:9

DaffH(AH)=  1.8/2.0 dEA

Vertical Detachment Energy:4.3(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)13..1,4-O2C-C6H4-CO2=

C8H30O17  mw:398.149 fg:237 cnt:6369

HOF(AH)= -110.7/3.6 d+ah         |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.99(5) eV LPES p:9

DaffH(AH)=  2.1/1.6 dEA

----

05MIN/VRB    Datum: EA=3.99(5) eV LPES p:8

DaffH(AH)=  2.1/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)13..1,3-O2C-C6H4-CO2=

C8H30O17  mw:398.149 fg:237 cnt:6390

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.33(5) eV LPES p:9

DaffH(AH)=  2.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)13..1,2-O2C-C6H4-CO2=

C8H30O17  mw:398.149 fg:237 cnt:10434

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=3.36(5) eV LPES p:8

DaffH(AH)=  3.0/1.6 dEA

++++++++++++++++++++++++++++++++

(MeOH)8..Br-

C8H32BrO8  mw:335.129 fg:483 cnt:4443

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.5/2.0 TDAs | HOF(A-)=-516.7/2.3 AfIN p:8

DaffH(X..Y-)= 8.4/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)8..Cl-

C8H32ClO8  mw:291.179 fg:482 cnt:3507

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.7/1.0 TDAs | HOF(A-)=-472.5/2.3 AfIN p:8

DaffH(X..Y-)= 7.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(CH4)8..F-

C8H32F  mw:147.249 fg:481 cnt:5284

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -3.7/3.0 TDAs | HOF(A-)=-239.7/0.9 AfIN p:8

DaffH(X..Y-)= 2.9/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeOH)8..F-

C8H32FO8  mw:275.209 fg:481 cnt:4431

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.7/2.0 TDAs | HOF(A-)=-426.9/2.3 AfIN p:8

DaffH(X..Y-)= 9.7/1.0 TDAs

++++++++++++++++++++++++++++++++

(MeOH)8..I-

C8H32IO8  mw:383.115 fg:484 cnt:4452

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 0.8/2.0 TDAs | HOF(A-)=-505.1/2.5 AfIN p:8

DaffH(X..Y-)= 9.1/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

(H2O)10..O2C(CH2)6CO2=

C8H32O14  mw:352.180 fg:237 cnt:6341

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.96(6) eV LPES p:9

DaffH(AH)=  3.7/2.0 dEA

Vertical Detachment Energy:4.5(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)14..1,4-O2C-C6H4-CO2=

C8H32O18  mw:416.160 fg:237 cnt:6370

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.09(5) eV LPES p:9

DaffH(AH)=  2.3/1.6 dEA

----

05MIN/VRB    Datum: EA=4.09(5) eV LPES p:8

DaffH(AH)=  2.3/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)14..1,3-O2C-C6H4-CO2=

C8H32O18  mw:416.160 fg:237 cnt:6391

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.41(5) eV LPES p:9

DaffH(AH)=  1.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)14..1,2-O2C-C6H4-CO2=

C8H32O18  mw:416.160 fg:237 cnt:10435

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=3.44(5) eV LPES p:8

DaffH(AH)=  1.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)11..O2C(CH2)6CO2=

C8H34O15  mw:370.191 fg:237 cnt:6342

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.07(8) eV LPES p:9

DaffH(AH)=  2.5/2.3 dEA

Vertical Detachment Energy:4.6(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)15..1,4-O2C-C6H4-CO2=

C8H34O19  mw:434.171 fg:237 cnt:6371

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.17(5) eV LPES p:9

DaffH(AH)=  1.8/1.6 dEA

----

05MIN/VRB    Datum: EA=4.17(5) eV LPES p:8

DaffH(AH)=  1.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)15..1,3-O2C-C6H4-CO2=

C8H34O19  mw:434.171 fg:237 cnt:6392

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.52(5) eV LPES p:9

DaffH(AH)=  2.5/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)15..1,2-O2C-C6H4-CO2=

C8H34O19  mw:434.171 fg:237 cnt:10436

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=3.56(5) eV LPES p:8

DaffH(AH)=  2.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)12..O2C(CH2)6CO2=

C8H36O16  mw:388.201 fg:237 cnt:6343

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.23(8) eV LPES p:9

DaffH(AH)=  3.7/2.6 dEA

Vertical Detachment Energy:4.9(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)16..1,4-O2C-C6H4-CO2=

C8H36O20  mw:452.181 fg:237 cnt:6372

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.25(5) eV LPES p:9

DaffH(AH)=  1.8/1.6 dEA

----

05MIN/VRB    Datum: EA=4.25(5) eV LPES p:8

DaffH(AH)=  1.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)16..1,3-O2C-C6H4-CO2=

C8H36O20  mw:452.181 fg:237 cnt:6393

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.63(5) eV LPES p:9

DaffH(AH)=  2.5/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)16..1,2-O2C-C6H4-CO2=

C8H36O20  mw:452.181 fg:237 cnt:10437

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=3.68(5) eV LPES p:8

DaffH(AH)=  2.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)13..O2C(CH2)6CO2=

C8H38O17  mw:406.212 fg:237 cnt:6344

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.34(8) eV LPES p:9

DaffH(AH)=  2.5/2.6 dEA

Vertical Detachment Energy:5.0(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)17..1,4-O2C-C6H4-CO2=

C8H38O21  mw:470.192 fg:237 cnt:6373

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.32(5) eV LPES p:9

DaffH(AH)=  1.6/1.6 dEA

----

05MIN/VRB    Datum: EA=4.32(5) eV LPES p:8

DaffH(AH)=  1.6/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)17..1,3-O2C-C6H4-CO2=

C8H38O21  mw:470.192 fg:237 cnt:6394

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.76(5) eV LPES p:9

DaffH(AH)=  3.0/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)17..1,2-O2C-C6H4-CO2=

C8H38O21  mw:470.192 fg:237 cnt:10438

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=3.82(5) eV LPES p:8

DaffH(AH)=  3.2/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)14..O2C(CH2)6CO2=

C8H40O18  mw:424.223 fg:237 cnt:6345

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.39(8) eV LPES p:9

DaffH(AH)=  1.2/2.6 dEA

Vertical Detachment Energy:5.0(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)18..1,4-O2C-C6H4-CO2=

C8H40O22  mw:488.202 fg:237 cnt:6374

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.38(5) eV LPES p:9

DaffH(AH)=  1.4/1.6 dEA

----

05MIN/VRB    Datum: EA=4.38(5) eV LPES p:8

DaffH(AH)=  1.4/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)18..1,3-O2C-C6H4-CO2=

C8H40O22  mw:488.202 fg:237 cnt:6395

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.87(5) eV LPES p:9

DaffH(AH)=  2.5/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)18..1,2-O2C-C6H4-CO2=

C8H40O22  mw:488.202 fg:237 cnt:10439

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=3.94(5) eV LPES p:8

DaffH(AH)=  2.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)15..O2C(CH2)6CO2=

C8H42O19  mw:442.233 fg:237 cnt:6346

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.41(8) eV LPES p:9

Vertical Detachment Energy:5.1(2) eV. See also 08WAN/YAN and 09XIN/WAN2.

++++++++++++++++++++++++++++++++

(H2O)19..1,4-O2C-C6H4-CO2=

C8H42O23  mw:506.213 fg:237 cnt:6375

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.38(5) eV LPES p:9

----

05MIN/VRB    Datum: EA=4.39(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)19..1,3-O2C-C6H4-CO2=

C8H42O23  mw:506.213 fg:237 cnt:6396

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=3.94(5) eV LPES p:9

DaffH(AH)=  1.6/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)19..1,2-O2C-C6H4-CO2=

C8H42O23  mw:506.213 fg:237 cnt:10440

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=4.02(5) eV LPES p:8

DaffH(AH)=  1.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)16..O2C(CH2)6CO2=

C8H44O20  mw:460.244 fg:237 cnt:6347

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.13(8) eV LPES p:9

Vertical Detachment Energy:4.7(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)20..1,4-O2C-C6H4-CO2=

C8H44O24  mw:524.223 fg:237 cnt:6376

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.45(5) eV LPES p:9

DaffH(AH)=  1.6/1.6 dEA

----

05MIN/VRB    Datum: EA=4.47(5) eV LPES p:8

DaffH(AH)=  2.1/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)20..1,3-O2C-C6H4-CO2=

C8H44O24  mw:524.223 fg:237 cnt:6397

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.02(5) eV LPES p:9

DaffH(AH)=  1.8/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)20..1,2-O2C-C6H4-CO2=

C8H44O24  mw:524.223 fg:237 cnt:10441

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05MIN/VRB    Datum: EA=4.11(5) eV LPES p:8

DaffH(AH)=  2.1/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)17..O2C(CH2)6CO2=

C8H46O21  mw:478.254 fg:237 cnt:6348

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.20(8) eV LPES p:9

DaffH(AH)=  1.6/2.6 dEA

Vertical Detachment Energy:4.8(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)18..O2C(CH2)6CO2=

C8H48O22  mw:496.265 fg:237 cnt:6349

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.30(10) eV LPES p:9

DaffH(AH)=  2.3/3.0 dEA

Vertical Detachment Energy:5.0(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)19..O2C(CH2)6CO2=

C8H50O23  mw:514.275 fg:237 cnt:6350

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.40(10) eV LPES p:9

DaffH(AH)=  2.3/3.3 dEA

Vertical Detachment Energy:5.1(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)20..O2C(CH2)6CO2=

C8H52O24  mw:532.286 fg:237 cnt:6351

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/FU     Datum: EA=4.50(10) eV LPES p:9

DaffH(AH)=  2.3/3.3 dEA

Vertical Detachment Energy:5.2(2) eV. See also 08WAN/YAN.

++++++++++++++++++++++++++++++++

C9-

C9  mw:108.001 Anion CAS: Z-119128-42-6 fg:2 cnt:2241

----

91ARN/BRA    Datum: EA=3.684(10) eV LPES p:9

Linear structure for both neutral and anion.

----

18BAB/DEV    Datum: EA=3.6766(14) eV LPES p:8

----

88YAN/TAY    Datum: EA=3.70(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably linear structure.

----

99KOH/SUZ    Datum: EA=3.69(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

95HAN/GAN    Datum: EA=3.66(5) eV LPES p:7

Clusters are 'annealed'. Temperature unstated.

++++++++++++++++++++++++++++++++

Au6(CO)9-

C9Au6O9  mw:1433.75 fg:22 cnt:10559

----

08ZHA/PAN    Datum: EA=1.48(5) eV LPES p:8

Vertical Detachment Energy:1.54(5) eV.

++++++++++++++++++++++++++++++++

(CO2)9..Br-

C9BrO18  mw:474.827 fg:483 cnt:3067

HOF(A.)= -819.7/3.2              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=5.002(13) eV LPES | HOF(A-)=-935.0/3.4 AfIN p:8

DaffH(AH)=  1.8/0.5 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(CF3CF=CF2)3..Cl-

C9ClF18  mw:484.941 fg:482 cnt:6991

HOF(solv)=-275.3/1.1  87PAP/KOL    

----

02HIR/TAK    Datum: DaffG= 1.5/0.3 TDAs | HOF(A-)=-569.1/1.6 AfIN p:8

DaffH(X..Y-)= 8.9/0.3 TDAs

++++++++++++++++++++++++++++++++

Ru3Co(CO)9-

C9CoO9Ru3  mw:616.601 fg:22 cnt:5845

----

02BUT/JOH    Datum: EA=3.68(10) eV LPES p:7

++++++++++++++++++++++++++++++++

C6F5C(CN)2-

C9F5N2  mw:230.999 Anion CAS: Z-174191-06-1 fg:67 cnt:2682

DacidS=29.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 303.6/2.0 IMRE p:8

DacidH(AH)= 312.3/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5mn.zaf]

G3MP2B3    |-175.0 |314.6|306.6| 3.747|-122.5 |-88.7  |26.8|85.9 

G4MP2      |-169.6 |314.4|305.9| 3.493|-116.8 |-89.1  |28.3|79.8 

M062X/Def2T|-185.3 |308.1|300.7| 3.642|-128.7 |-101.3 |24.6|79.5 

B3/6-311++G|-132.6 |306.1|298.6| 3.624|-71.4  |-49.1  |25.3|74.5 

++++++++++++++++++++++++++++++++

CF3SO2N=C(nC7F15)O-

C9F18NO3S  mw:543.932 Anion CAS: A-155395-67-8 fg:48 cnt:2955

----

94KOP/TAF    Datum: DacidG= 295.0/2.0 IMRE p:8

Per 09LEI/RAA, .DELTA.acidG here is likely too weak by at least 1.3 kcal/mol, and possibly 5.3, due to problems in the ladder at .DELTA.acidG = 299 kcal/mol. Composite computational methods(18BAR/) place it ca. 2 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qrrz6q.zaf]

G3MP2B3    |-1071.3|301.6|295.0|      |-1005.6|       |22.0|     

B3/6-311++G|-899.1 |293.4|285.0| 5.550|-825.3 |-770.9 |28.1|106.5

++++++++++++++++++++++++++++++++

(iC3F7)2C(C2F5)-

C9F19  mw:468.970 Anion CAS: N-93683-27-3 fg:92 cnt:8685

----

14ZHA/BAD    Datum: DacidG= 313.4/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ipr2cetf.zaf]

G3MP2B3    |-1028.5|320.8|312.7|      |-982.0 |       |27.2|     

B3/6-311++G|-899.0 |311.7|303.3| 3.986|-843.4 |-808.7 |28.1|86.8 

++++++++++++++++++++++++++++++++

Fe2(CO)9-

C9Fe2O9  mw:363.825 Anion CAS: Z-55799-90-1 fg:22 cnt:2971

----

94NAK/TAG    Datum: EA=2.73(10) eV LPES p:8

Vertical Detachment Energy:3.32(10) eV.

++++++++++++++++++++++++++++++++

(CO2)9..I-

C9IO18  mw:522.813 fg:484 cnt:3054

HOF(A.)= -817.2/3.4              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.355(38) eV LPES | HOF(A-)=-922.1/4.1 AfIN p:8

DaffH(AH)=  2.8/1.3 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

K7(NCS)9=

C9K7N9S9  mw:794.523 fg:24 cnt:10808

----

15DEN/KON2   Datum: EA=4.45(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC9-.

C9La  mw:246.907 Anion CAS: Z-194015-93-5 fg:19 cnt:5015

----

00KOH/SUZ    Datum: EA=3.15(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MnC9-

C9Mn  mw:162.939 Anion CAS: Z-2416123-27-6 fg:19 cnt:11034

----

19XU_/YAN    Datum: EA=2.90(8) eV LPES p:8

Vertical Detachment Energy:3.06(8) eV.

++++++++++++++++++++++++++++++++

Nb2C9-

C9Nb2  mw:293.813 fg:19 cnt:6984

----

07KNA/CLA    Datum: EA=2.37(13) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb3C9-.

C9Nb3  mw:386.720 Anion CAS: Z-1184586-43-3 fg:19 cnt:8556

----

10CLA/JON    Datum: EA=1.43(20) eV LPES p:9

Vertical Detachment Energy:2.01(20) eV.

++++++++++++++++++++++++++++++++

V2Ni(CO)9-

C9NiO9V2  mw:411.778 fg:22 cnt:10980

----

18ZHA/XIE2   Datum: EA=3.41(6) eV PVMI p:8

Vertical Detachment Energy:3.81(4) eV.

++++++++++++++++++++++++++++++++

CO..Pt5(CO)8-.

C9O9Pt5  mw:1226.78 fg:22 cnt:4294

HOF(solv)= -26.4/0.1 neut 89GUR/VEY

----

97GRU/ERV    Datum: DaffH= 18.4/6.9 CIDT | HOF(A-)=-24.2 AfIN p:8

++++++++++++++++++++++++++++++++

Ru6(CO)9=

C9O9Ru6  mw:863.381 Anion CAS: Z-194015-93-5 fg:22 cnt:5858

----

02BUT/JOH    Datum: EA==0.00(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(CO2)9-.

C9O18  mw:395.909 Anion CAS: Z-190401-96-8 fg:302 cnt:1856

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=2.90(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=2.80(2) eV LPES p:5

DaffH(AH)=  0.9/1.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

ScC9-.

C9Sc  mw:152.956 Anion CAS: Z-884314-57-2 fg:19 cnt:5045

----

00KOH/SUZ    Datum: EA=3.45(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V2C9-.

C9V2  mw:209.888 Anion CAS: Z-918429-67-1 fg:19 cnt:6851

----

06KNA/JON    Datum: EA=1.80(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC9-.

C9Y  mw:196.906 fg:19 cnt:5031

----

00KOH/SUZ    Datum: EA=3.36(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HC9-

C9H  mw:109.008 Anion CAS: Z-157551-97-8 fg:117 cnt:7897

----

10GAR/YAC    Datum: EA=3.0971(10) eV SEVI p:9

Authors' calculations say that the linear H-terminated triplet isomer is lowest in energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc9-t.zaf]

CBS-QB3    |254.6  |     |     | 3.332|       |331.4  |    |     

G3MP2B3    |257.7  |345.1|336.0| 3.423|279.8  |336.4  |30.4|108.6

G3MP2B3+   |257.1  |     |     | 3.427|       |335.9  |    |     

G4MP2      |259.8  |     |     | 3.258|       |335.1  |    |     

M062X/Def2T|239.9  |     |     | 3.363|       |317.5  |    |     

B3/6-311++G|252.1  |     |     | 3.289|       |327.7  |    |     

++++++++++++++++++++++++++++++++

2,3,5,6-F4-C6HC(CN)2-

C9HF4N2  mw:213.008 Anion CAS: Z-682322-16-3 fg:67 cnt:2944

DacidS=26.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 305.5/2.0 IMRE p:8

DacidH(AH)= 313.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f4phccn2.zaf]

G3MP2B3    |-137.2 |315.5|308.1| 3.717|-85.5  |-51.5  |24.9|86.1 

G4MP2      |-132.5 |315.2|307.3| 3.489|-80.5  |-52.1  |26.3|80.6 

M062X/Def2T|-146.0 |309.1|301.3| 3.609|-90.4  |-62.8  |26.2|79.8 

B3/6-311++G|-97.9  |307.7|300.1| 3.565|-38.3  |-15.7  |25.5|74.7 

++++++++++++++++++++++++++++++++

(C3F7CO)2CH-

C9HF14O2  mw:406.976 Anion CAS: Z-752955-09-2 fg:65 cnt:7555

----

09LEI/RAA    Datum: DacidG= 305.6/2.0 IMRE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qzzco2xu.zaf]

G3MP2B3    |-838.4 |316.3|307.9|      |-787.5 |       |28.2|     

M062X/Def2T|-854.5 |313.2|305.4| 4.855|-803.0 |-742.2 |26.1|112.9

++++++++++++++++++++++++++++++++

(nC4F9SO2)2CH-

C9HF18O4S2  mw:578.903 Anion CAS: Z-682322-16-3 fg:72 cnt:2691

DacidS=24.0/3.0 Stat | 

----

14ZHA/SON    Datum: DacidG= 282.8/2.0 IMRE p:9

DacidH(AH)= 290.0/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 289.5/2.0 IMRE p:8

----

94KOP/TAF    Datum: DacidG= 288.7/2.0 IMRE p:5

DacidH(AH)= 295.9/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by at least 5.3 kcal/mol, due to problems in the ladder at .DELTA.acidG = 293 and 299 kcal/mol. Deprecated per 14ZHA/SON. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qz3so22x.zaf]

G3MP2B3    |-1091.3|301.5|294.0|      |-1025.5|       |25.0|     

M062X/Def2T|-1102.7|297.0|290.2| 5.151|-1035.1|-983.0 |22.7|104.2

B3/6-311++G|-876.0 |302.0|294.4| 5.014|-810.8 |-760.0 |25.7|102.9

++++++++++++++++++++++++++++++++

2,3,5,6-tetracyanopyridine-.

C9HN5  mw:179.024 Anion CAS: Z-34519-75-0 fg:108 cnt:459

HOF(A.)= 164.3/5.0 GpAd 93SP     |
###### the following are "below the line": evaluated as not accurate ####

----

67FAR/PAG    Datum: EA=2.17(7) eV SI   [50.1(17) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.6-2.75 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cn4pyr.zzf]

CBS-QB3    |121.3  |     |     | 2.741|       |184.4  |    |     

G3MP2B3    |119.1  |     |     | 2.608|       |179.2  |    |     

G3MP2B3+   |118.8  |     |     | 2.614|       |179.0  |    |     

G4MP2      |117.6  |     |     | 2.802|       |182.2  |    |     

M062X/Def2T|115.3  |     |     | 2.845|       |180.9  |    |     

B3/6-311++G|144.4  |     |     | 3.001|       |213.5  |    |     

++++++++++++++++++++++++++++++++

HC9S-

C9HS  mw:140.980 Anion CAS: Z-195208-50-5 fg:54 cnt:11152

----

16XU_/YAN    Datum: EA=2.61(8) eV LPES p:8

Vertical Detachment Energy:2.84(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc9s-s.zaf]

CBS-QB3    |222.8  |338.0|330.5| 2.151|250.6  |271.6  |25.0|73.1 

G3MP2B3    |214.0  |337.8|329.7| 2.501|243.5  |271.0  |27.0|79.6 

G3MP2B3+   |213.9  |     |     | 2.500|       |270.8  |    |     

G4MP2      |218.1  |     |     | 2.345|       |271.6  |    |     

B3/6-311++G|223.1  |326.2|318.4| 2.449|264.2  |278.8  |26.1|66.7 

++++++++++++++++++++++++++++++++

2,3,4-triCF3-phenide-

C9H2F9  mw:281.002 Anion CAS: A-42175-48-4 fg:87 cnt:5345

DacidS=27.2/2.0 Stat | 

----

98SCH/MON    Datum: DacidG= 356.6/3.0 IMRE p:8

DacidH(AH)= 364.7/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [123q3ph.zaf]

G3MP2B3    |-455.2 |368.5|360.7| 2.835|-456.5 |-389.9 |26.2|118.7

G3MP2B3+   |-455.1 |368.6|360.6|      |-456.5 |       |26.7|     

G4MP2      |-449.4 |368.4|360.6| 2.446|-450.6 |-393.1 |26.2|109.7

M062X/Def2T|-463.4 |368.1|360.2| 2.473|-466.8 |-406.4 |26.5|112.6

B3/6-311++G|-382.6 |365.6|357.6| 2.671|-380.9 |-321.0 |26.9|111.9

++++++++++++++++++++++++++++++++

2,3,5-triCF3-phenide-

C9H2F9  mw:281.002 Anion CAS: A-393-05-5 fg:87 cnt:5346

DacidS=25.5/2.0 Stat | 

----

98SCH/MON    Datum: DacidG= 355.4/3.0 IMRE p:8

DacidH(AH)= 363.0/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [124q3ph.zaf]

G3MP2B3    |-461.8 |368.8|360.6| 2.848|-463.4 |-396.2 |27.2|119.3

G3MP2B3+   |-461.7 |368.8|360.6|      |-463.3 |       |27.5|     

G4MP2      |-456.7 |368.4|360.4| 2.462|-458.0 |-399.9 |27.0|110.1

M062X/Def2T|-470.6 |368.1|360.3| 2.501|-474.0 |-412.9 |26.2|113.2

B3/6-311++G|-391.8 |365.8|358.1| 2.687|-390.4 |-329.9 |25.7|112.6

++++++++++++++++++++++++++++++++

2,4,6-triCF3-phenide-

C9H2F9  mw:281.002 Anion CAS: Z-167172-47-6 fg:87 cnt:5347

DacidS=28.2/2.0 Stat | 

----

98SCH/MON    Datum: DacidG= 354.2/3.0 IMRE p:8

DacidH(AH)= 362.6/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [135q3ph.zaf]

G3MP2B3    |-471.1 |363.5|356.5| 3.113|-467.4 |-399.3 |23.5|120.2

G4MP2      |-466.7 |363.2|355.7| 2.743|-462.7 |-403.4 |25.0|111.4

B3/6-311++G|-403.4 |362.0|348.3| 2.979|-398.1 |-334.7 |45.8|115.5

++++++++++++++++++++++++++++++++

2,4,6-triSO2CF3-phenoxide-

C9H2F9O7S3  mw:488.882 Anion CAS: Z-174191-31-2 fg:33 cnt:2959

DacidS=26.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 291.8/2.0 IMRE p:8

DacidH(AH)= 299.6/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by at least 5.3 kcal/mol, due to problems in the ladder at .DELTA.acidG = 293 and 299 kcal/mol. Deprecated per 14ZHA/SON. Composite computational methods(18BAR/) indicate an acidity 10 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tf3phox.zaf]

G3MP2B3    |-724.2 |291.0|284.4|      |-648.0 |       |22.1|     

M062X/Def2T|-715.3 |298.3|290.7| 5.410|-648.9 |-589.7 |25.5|111.3

B3/6-311++G|-511.1 |285.9|278.4| 5.746|-429.8 |-378.3 |25.4|103.6

++++++++++++++++++++++++++++++++

3,5-diCF3-benzonitrile-.

C9H3F6N  mw:239.018 Anion CAS: N-27126-93-8 fg:108 cnt:1430

HOF(A.)= -268.7/1.0 GpAd 93SP    | | S(A.)=119.6/1.0  93SP

----

86CHO/KEB    Datum: EA=1.14(9) eV IMRE [26.3(20) kcal] | HOF(A-)=-295.0/2.2 R-EA p:8

.DELTA.eaG(423 K) = -26.3 kcal/mol; .DELTA.eaS(estimated) = 0 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35q2bn.zzf]

CBS-QB3    |-300.6 |     |     | 1.150|       |-274.4 |    |     

G3MP2B3    |-297.6 |     |     | 1.124|       |-272.1 |    |     

G3MP2B3+   |-297.6 |     |     | 1.123|       |-272.1 |    |     

G4MP2      |-300.8 |     |     | 1.431|       |-268.2 |    |     

M062X/Def2T|-306.6 |     |     | 1.209|       |-279.0 |    |     

B3/6-311++G|-246.6 |     |     | 1.420|       |-214.2 |    |     

++++++++++++++++++++++++++++++++

3,5-diCF3-benzoate-

C9H3F6O2  mw:257.004 Anion CAS: Z-124673-82-1 fg:35 cnt:1312

HOF(A.)= -335.0/3.2 D+AH         | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -392.4/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=128.5/2.2 Acid |  S(AH)=131.0/1.0 GpAd 93SP

----

88JIN/TOP #  Datum: DacidG= 317.4/2.0 IMRE | HOF(A-)=-433.7/2.3 Acid p:8

DacidH(AH)= 324.4/2.1 G+TS EA(ev)= 4.280

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35q2ba.zaf]

CBS-QB3    |-440.6 |326.0|318.3|      |-400.8 |       |25.9|     

G3MP2B3    |-436.0 |327.0|319.3| 4.294|-395.9 |-336.9 |25.9|111.1

G3MP2B3+   |-436.1 |327.0|319.3| 4.294|-395.9 |-337.0 |26.0|111.0

G4MP2      |-431.8 |326.9|319.3| 3.989|-391.6 |-339.7 |25.8|104.0

M062X/Def2T|-442.7 |326.6|319.1| 4.372|-404.7 |-341.8 |25.2|115.0

B3/6-311++G|-375.2 |324.0|316.0| 4.212|-331.9 |-278.0 |26.6|106.0

++++++++++++++++++++++++++++++++

2,4,6-triSO2CF3-anilide-

C9H3F9NO6S3  mw:487.898 Anion CAS: Z-174191-16-3 fg:47 cnt:2945 BDE(A-H)= 94.7/2.0 Est2 93BOR/ZHA 

----

94KOP/TAF    Datum: DacidG= 304.8/2.0 IMRE p:8

EA(ev)= 4.488

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tf3phnh.zaf]

G3MP2B3    |-664.6 |318.9|311.5|      |-616.3 |       |24.9|     

M062X/Def2T|-664.9 |317.7|310.3|      |-617.9 |       |24.8|     

B3/6-311++G|-451.6 |318.5|310.7| 4.765|-402.8 |-343.7 |26.1|111.2

++++++++++++++++++++++++++++++++

2,4,6-trisSO2CF3-C6H2N(OH)-

C9H3F9NO7S3  mw:503.893 Anion CAS: A-1171188-79-6 fg:47 cnt:7570

----

09LEI/RAA    Datum: DacidG= 297.5/2.0 IMRE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tf3ynoh.zaf]

G3MP2B3    |-669.3 |308.0|299.2| 4.569|-610.1 |-564.0 |29.5|98.2 

B3/6-311++G|-456.9 |303.4|295.4| 4.313|-393.0 |-357.6 |26.6|87.6 

++++++++++++++++++++++++++++++++

(CO2)8..MeI-.

C9H3IO16  mw:493.847 fg:102 cnt:11761

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/SAE    Datum: EA=3.02(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

96TSU/SAE    Datum: EA=3.03(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

1,3,5-tricyanobenzene-.

C9H3N3  mw:153.033 Anion CAS: Z-88830-25-5 fg:108 cnt:4304

HOF(A.)= 117.3/1.0 GpAd 93SP     | | S(A.)=92.5/1.0  93SP

----

97TSU/KON    Datum: EA=1.840(15) eV LPES | HOF(A-)=74.9/1.1 R-EA p:9

Composite computational methods(18BAR/) indicate an electron affinity in the 1.5-1.6 eV range.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [135cnph.zzf]

CBS-QB3    |88.9   |     |     | 1.561|       |124.5  |    |     

G3MP2B3    |84.0   |     |     | 1.543|       |119.1  |    |     

G3MP2B3+   |83.8   |     |     | 1.546|       |118.9  |    |     

G4MP2      |82.2   |     |     | 1.715|       |121.3  |    |     

M062X/Def2T|83.2   |     |     | 1.623|       |120.1  |    |     

B3/6-311++G|110.2  |     |     | 1.787|       |150.9  |    |     

++++++++++++++++++++++++++++++++

pCN-PhC(CF3)Cl-

C9H4ClF3N  mw:217.999 Anion CAS: A-1934351-86-6 fg:74 cnt:11691

----

16MIS/ABB    Datum: DacidG= 334.1/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnycclq.zaf]

CBS-QB3    |-148.0 |342.6|334.1| 2.662|-124.9 |-86.8  |28.5|90.3 

G3MP2B3    |-148.6 |342.7|334.4| 2.850|-124.0 |-82.9  |27.9|93.2 

G3MP2B3+   |-148.6 |342.8|334.4| 2.854|-124.2 |-82.9  |27.9|93.4 

G4MP2      |-145.8 |343.0|334.7| 2.590|-121.6 |-86.1  |27.9|87.6 

M062X/Def2T|-152.9 |338.1|330.3| 2.740|-126.4 |-89.8  |26.2|88.6 

B3/6-311++G|-103.5 |336.7|328.4| 2.787|-73.0  |-39.4  |27.9|85.7 

++++++++++++++++++++++++++++++++

mCF3-PhC(CF3)Cl-

C9H4ClF6  mw:260.991 Anion CAS: A-2925-57-7 fg:74 cnt:11689

----

16MIS/ABB    Datum: DacidG= 340.1/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqycclq.zaf]

CBS-QB3    |-339.0 |350.2|342.2| 2.377|-323.5 |-284.3 |27.0|91.3 

G3MP2B3    |-335.6 |350.4|342.4| 2.529|-318.8 |-277.4 |27.0|93.5 

G4MP2      |-332.3 |350.4|342.4| 2.212|-315.5 |-281.3 |26.7|86.2 

M062X/Def2T|-342.6 |346.9|338.4| 2.388|-324.8 |-287.7 |28.7|89.3 

B3/6-311++G|-277.3 |344.6|336.9| 2.489|-254.7 |-220.1 |26.1|86.7 

++++++++++++++++++++++++++++++++

pCF3-PhC(CF3)Cl-

C9H4ClF6  mw:260.991 Anion CAS: A-191402-60-5 fg:74 cnt:11690

----

16MIS/ABB    Datum: DacidG= 337.4/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqycclq.zaf]

CBS-QB3    |-341.6 |347.6|339.4| 2.484|-323.5 |-284.5 |27.4|91.1 

G3MP2B3    |-338.2 |347.7|339.6| 2.639|-318.7 |-277.5 |27.0|93.4 

G3MP2B3+   |-338.2 |347.8|340.0| 2.644|-318.8 |-277.4 |26.2|93.5 

G4MP2      |-334.7 |347.8|339.9| 2.317|-315.4 |-281.4 |26.7|86.1 

M062X/Def2T|-345.9 |343.7|335.8| 2.522|-324.9 |-287.8 |26.6|89.2 

B3/6-311++G|-280.8 |341.1|333.3| 2.628|-254.6 |-220.4 |26.2|86.3 

++++++++++++++++++++++++++++++++

mCl-C6H4C(CN)2-

C9H4ClN2  mw:175.007 Anion CAS: Z-99726-52-0 fg:67 cnt:2518 BDE(A-H)= 79.0/1.0  91BOR/CHE2    

DacidS=19.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 308.8/2.0 IMRE p:9

DacidH(AH)= 314.5/2.2 G+TS EA(ev)= 3.388

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphccn.zaf]

CBS-QB3    |32.5   |315.2|309.4|      |83.0   |       |19.6|     

G3MP2B3    |28.4   |316.3|310.5| 3.383|79.3   |106.5  |19.5|79.3 

G3MP2B3+   |28.2   |316.2|309.8| 3.389|79.2   |106.4  |21.6|79.3 

G4MP2      |29.7   |316.4|310.6| 3.222|80.5   |104.1  |19.5|75.7 

M062X/Def2T|25.7   |310.4|304.2| 3.316|80.0   |102.2  |20.8|74.3 

B3/6-311++G|61.4   |309.9|303.5| 3.213|118.8  |135.6  |21.4|68.9 

++++++++++++++++++++++++++++++++

pCl-C6H4C(CN)2-

C9H4ClN2  mw:175.007 Anion CAS: Z-91880-07-8 fg:67 cnt:2519 BDE(A-H)= 77.1/1.0  91BOR/CHE2    

DacidS=19.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 309.0/2.0 IMRE p:9

DacidH(AH)= 314.7/2.2 G+TS EA(ev)= 3.297

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclphccn.zaf]

CBS-QB3    |32.9   |315.6|309.1| 3.121|83.0   |104.9  |22.1|74.0 

G3MP2B3    |28.9   |317.0|310.9| 3.321|79.1   |105.5  |20.3|78.5 

G3MP2B3+   |28.7   |316.7|310.3| 3.327|79.1   |105.4  |21.5|78.4 

G4MP2      |30.2   |317.1|310.6| 3.157|80.3   |103.1  |22.0|74.9 

M062X/Def2T|26.1   |311.4|304.8| 3.239|79.3   |100.8  |22.2|73.6 

B3/6-311++G|61.8   |310.5|304.1| 3.144|118.6  |134.4  |21.5|67.9 

++++++++++++++++++++++++++++++++

pCF3-C6H4CC-

C9H4F3  mw:169.027 Anion CAS: Z-884873-74-9 fg:84 cnt:6582

HOF(A.)=  -5.8/3.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2          

HOF(AH)= -86.7/1.0 GpAd 93SP     |

DacidS=26.0/2.0 Stat |  S(A-)=101.0/2.8 Acid |  S(AH)=101.0/2.0 GpAd 93SP

----

05MAT/MUS    Datum: DacidG= 353.7/2.0 IMRE | HOF(A-)=-90.9/2.3 Acid p:9

DacidH(AH)= 361.5/2.1 G+TS EA(ev)= 3.692

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqphcc.zaf]

CBS-QB3    |-89.7  |363.2|355.7|      |-87.2  |       |25.3|     

G3MP2B3    |-93.2  |362.8|355.3| 3.829|-88.7  |-4.8   |25.1|136.0

G3MP2B3+   |-93.2  |362.7|355.8| 3.835|-88.7  |-4.7   |23.1|136.1

G4MP2      |-91.0  |362.4|354.9| 3.637|-86.3  |-7.1   |25.3|131.3

M062X/Def2T|-95.4  |361.8|353.9| 3.611|-92.5  |-12.1  |26.4|132.5

B3/6-311++G|-53.9  |360.5|353.3| 3.581|-47.1  |28.8   |24.3|128.0

++++++++++++++++++++++++++++++++

3,5-diCF3-benzaldehyde-.

C9H4F6O  mw:242.017 Anion CAS: N-401-95-6 fg:109 cnt:3432

HOF(A.)= -329.9/1.0 GpAd 93SP    | | S(A.)=126.8/1.0  93SP

----

99HUH/KAN    Datum: EA=1.27(9) eV IMRE [29.2(20) kcal] | HOF(A-)=-359.1/2.2 R-EA p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

93MIS/HUH    Datum: EA=1.23(9) eV IMRE [28.4(20) kcal] p:8

.DELTA.eaG(343 K)=-29.0 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35qphcho.zzf]

CBS-QB3    |-366.8 |     |     | 1.273|       |-337.5 |    |     

G3MP2B3    |-361.8 |     |     | 1.218|       |-333.8 |    |     

G3MP2B3+   |-361.8 |     |     | 1.216|       |-333.9 |    |     

M062X/Def2T|-372.3 |     |     | 1.349|       |-341.3 |    |     

B3/6-311++G|-311.2 |     |     | 1.593|       |-274.6 |    |     

++++++++++++++++++++++++++++++++

mCF3-PhC(CF3)F-

C9H4F7  mw:245.021 Anion CAS: A-612844-87-8 fg:74 cnt:11694

----

16MIS/ABB    Datum: DacidG= 347.2/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqycfq.zaf]

CBS-QB3    |-370.1 |357.8|349.9| 2.158|-362.1 |-320.4 |26.4|93.8 

G3MP2B3    |-367.3 |358.0|350.4| 2.304|-358.1 |-314.1 |25.7|96.0 

G3MP2B3+   |-367.2 |357.9|351.0| 2.312|-357.9 |-314.0 |23.2|96.1 

G4MP2      |-363.3 |357.8|350.1|      |-353.9 |       |25.7|     

M062X/Def2T|-375.1 |354.0|346.4| 2.155|-364.4 |-325.5 |25.4|91.0 

B3/6-311++G|-314.9 |348.9|342.0| 2.336|-296.6 |-261.2 |23.2|87.5 

++++++++++++++++++++++++++++++++

pCF3-PhC(CF3)F-

C9H4F7  mw:245.021 Anion CAS: A-1934352-38-1 fg:74 cnt:11695

----

16MIS/ABB    Datum: DacidG= 344.1/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqycfq.zaf]

G3MP2B3    |-370.2 |354.8|347.2| 2.427|-357.8 |-314.3 |25.6|95.6 

G3MP2B3+   |-370.2 |354.8|347.5| 2.432|-357.8 |-314.2 |24.5|95.7 

G4MP2      |-366.3 |354.7|346.9|      |-353.8 |       |26.2|     

M062X/Def2T|-378.7 |350.3|342.0| 2.304|-364.4 |-325.7 |28.0|90.8 

B3/6-311++G|-318.9 |344.8|337.5| 2.495|-296.5 |-261.5 |24.5|87.1 

++++++++++++++++++++++++++++++++

mF-C6H4C(SO2CF3)2-

C9H4F7O4S2  mw:372.944 Anion CAS: A-1449332-71-1 fg:72 cnt:8532

DacidS=27.0/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 298.1/2.0 IMRE p:9

DacidH(AH)= 306.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphctf2.zaf]

G3MP2B3    |-510.9 |300.9|292.9| 4.770|-444.6 |-400.7 |26.8|96.0 

G4MP2      |-511.1 |300.1|292.4|      |-444.1 |       |25.9|     

M062X/Def2T|-511.8 |298.9|290.9|      |-446.0 |       |26.8|     

B3/6-311++G|-353.9 |303.1|295.2| 4.432|-289.7 |-251.6 |26.6|90.3 

++++++++++++++++++++++++++++++++

pCN-C6H4CC-

C9H4N  mw:126.035 Anion CAS: Z-884873-78-3 fg:84 cnt:1202

HOF(A.)= 187.2/3.2 D+AH          | BDE(A-H)= 133.0/3.0 Est2 94MOR/ASH

HOF(AH)= 106.3/1.0 GpAd 93SP     |

DacidS=26.0/1.0 Stat |  S(A-)=88.6/1.4 Acid |  S(AH)=88.6/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 343.7/2.0 IMRE | HOF(A-)=92.1/2.3 Acid p:9

DacidH(AH)= 351.5/2.0 G+TS EA(ev)= 4.126

Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 352 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnphcc.zaf]

CBS-QB3    |105.4  |360.0|352.3| 3.857|111.2  |194.3  |25.8|135.3

G3MP2B3    |98.1   |359.6|352.0| 4.011|105.7  |190.7  |25.3|137.1

G3MP2B3+   |97.9   |359.4|351.8| 4.019|105.6  |190.7  |25.6|137.2

G4MP2      |99.4   |359.2|351.6| 3.883|107.3  |189.0  |25.5|133.8

M062X/Def2T|99.1   |358.1|350.4| 3.785|105.7  |186.4  |26.0|132.8

B3/6-311++G|124.3  |357.3|349.2| 3.718|134.3  |210.1  |27.0|128.0

++++++++++++++++++++++++++++++++

mNO2-C6H4C(CN)2-

C9H4N3O2  mw:186.031 Anion CAS: Z-99726-49-5 fg:67 cnt:2522

DacidS=19.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 303.0/2.0 IMRE p:8

DacidH(AH)= 308.7/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mniphmn.zaf]

CBS-QB3    |29.3   |309.7|303.5|      |85.3   |       |20.9|     

G3MP2B3    |27.5   |311.1|304.8| 3.652|83.6   |111.8  |21.2|80.3 

G3MP2B3+   |27.2   |311.0|304.4| 3.658|83.4   |111.6  |22.1|80.4 

G4MP2      |29.1   |311.1|304.8| 3.455|85.1   |108.8  |21.2|75.8 

M062X/Def2T|25.8   |304.6|299.0| 3.601|85.8   |108.9  |19.0|75.2 

B3/6-311++G|59.9   |303.9|297.4| 3.515|123.2  |141.0  |21.9|69.9 

++++++++++++++++++++++++++++++++

pNO2-C6H4C(CN)2-

C9H4N3O2  mw:186.031 Anion CAS: Z-56577-73-2 fg:67 cnt:2523

DacidS=19.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 299.5/2.0 IMRE p:8

DacidH(AH)= 305.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pno2phmn.zaf]

CBS-QB3    |24.5   |304.8|298.8|      |85.4   |       |20.0|     

G3MP2B3    |22.7   |306.2|300.6| 3.839|83.7   |111.4  |18.9|79.8 

G3MP2B3+   |22.5   |306.1|300.0| 3.843|83.6   |111.2  |20.4|79.8 

G4MP2      |24.4   |306.3|300.3| 3.638|85.2   |108.4  |20.3|75.3 

M062X/Def2T|19.7   |299.1|292.8| 3.836|85.3   |108.3  |21.2|75.1 

B3/6-311++G|52.3   |296.1|290.3| 3.813|123.5  |140.4  |19.7|69.0 

++++++++++++++++++++++++++++++++

(CO)3CrC6H5-

C9H5CrO3  mw:212.965 Anion CAS: Z-98689-83-9 fg:22 cnt:1111

HOF(AH)= -83.6/2.2  77PED/RYL    |

----

85LAN/SQU    Datum: DacidH(AH)= 371.5/5.0 IMRB | HOF(A-)=-77.8/5.5 Acid p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ycrco3.zzn]

B3/6-311++G|-26.7  |     |     | 2.481|       |30.3   |    |     

++++++++++++++++++++++++++++++++

pCF3-C6H4CHCN-

C9H5F3N  mw:184.038 Anion CAS: Z-100859-08-3 fg:74 cnt:772

HOF(A.)= -85.1/2.2 D+AH          | BDE(A-H)= 83.0/2.0 SDEA 88BOR/CHE2

HOF(AH)= -116.0/1.0 GpAd 93SP    |

DacidS=22.0/3.0 Stat |  S(A-)=106.2/3.2 Acid |  S(AH)=110.2/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 332.9/2.0 IMRE | HOF(A-)=-142.2/2.4 Acid p:9

DacidH(AH)= 339.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqphxcn.zaf]

CBS-QB3    |-142.5 |339.6|333.1|      |-116.3 |       |21.6|     

G3MP2B3    |-144.8 |340.0|333.8| 2.675|-117.6 |-83.1  |20.9|86.6 

G3MP2B3+   |-144.9 |339.9|334.2| 2.681|-117.6 |-83.1  |19.1|86.6 

G4MP2      |-142.4 |340.1|333.9| 2.460|-115.4 |-85.7  |20.8|81.8 

M062X/Def2T|-150.2 |335.7|328.0| 2.598|-121.3 |-90.3  |25.9|83.0 

B3/6-311++G|-107.3 |333.4|327.8| 2.592|-73.4  |-47.5  |19.1|78.0 

++++++++++++++++++++++++++++++++

mCF3-C6H4CHCN-

C9H5F3N  mw:184.038 Anion CAS: Z-100859-05-0 fg:74 cnt:771

HOF(A.)= -85.0/2.2 D+AH          | BDE(A-H)= 83.1/2.0 SDEA 88BOR/CHE2

HOF(AH)= -116.0/1.0 GpAd 93SP    |

DacidS=22.0/3.0 Stat |  S(A-)=107.6/3.2 Acid |  S(AH)=111.6/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 335.3/2.0 IMRE | HOF(A-)=-139.8/2.4 Acid p:9

DacidH(AH)= 341.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqphxcn.zaf]

CBS-QB3    |-139.4 |342.7|336.0|      |-116.4 |       |22.7|     

G3MP2B3    |-141.8 |343.0|336.6| 2.555|-117.6 |-82.9  |21.5|86.8 

G3MP2B3+   |-141.9 |343.0|337.2| 2.560|-117.7 |-82.9  |19.7|87.0 

G4MP2      |-139.5 |343.0|336.5| 2.346|-115.4 |-85.4  |21.9|82.0 

M062X/Def2T|-146.8 |339.2|332.3| 2.465|-121.3 |-90.0  |23.0|83.4 

B3/6-311++G|-103.0 |337.6|330.5| 2.430|-73.4  |-47.0  |23.8|78.5 

++++++++++++++++++++++++++++++++

mCN-C6H4CH(SO2CF3)-

C9H5F3NO2S  mw:248.000 Anion CAS: A-1449332-69-7 fg:72 cnt:8527

DacidS=22.5/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 317.5/2.0 IMRE p:9

DacidH(AH)= 324.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcnphxtf.zaf]

G3MP2B3    |-208.1 |326.9|320.1| 3.616|-167.8 |-124.6 |22.8|95.3 

G3MP2B3+   |-207.7 |327.0|320.3| 3.615|-167.6 |-124.3 |22.5|95.3 

G4MP2      |-208.5 |326.8|320.1|      |-168.2 |       |22.5|     

M062X/Def2T|-208.9 |324.4|317.6| 3.486|-168.6 |-128.5 |23.0|92.2 

B3/6-311++G|-120.3 |325.7|319.2| 3.399|-78.7  |-41.8  |21.9|89.0 

++++++++++++++++++++++++++++++++

pCN-C6H4CH(SO2CF3)-

C9H5F3NO2S  mw:248.000 Anion CAS: Z-213542-82-6 fg:72 cnt:8529

DacidS=20.8/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 315.1/2.0 IMRE p:9

DacidH(AH)= 321.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnphxtf.zaf]

G3MP2B3    |-211.0 |324.1|318.0| 3.688|-168.0 |-125.9 |20.6|94.2 

G3MP2B3+   |-210.8 |324.1|318.0| 3.688|-167.7 |-125.6 |20.8|94.2 

G4MP2      |-211.4 |324.1|317.8|      |-168.3 |       |21.1|     

M062X/Def2T|-212.9 |320.6|314.3| 3.608|-168.8 |-129.6 |21.2|91.3 

B3/6-311++G|-124.6 |321.6|315.1| 3.520|-79.0  |-43.3  |21.9|87.7 

++++++++++++++++++++++++++++++++

3,5-diCF3-C6H3CH2-

C9H5F6  mw:227.030 Anion CAS: Z-174307-27-8 fg:75 cnt:821

HOF(A.)= -275.2/3.2 D+AH         | BDE(A-H)= 86.0/3.0 Est2 80PRY/    

HOF(AH)= -309.1/1.0 GpAd 93SP    |

DacidS=22.4/2.0 Stat |  S(A-)=116.0/2.2 Acid |  S(AH)=119.6/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 354.3/2.0 IMRE | HOF(A-)=-313.8/2.3 Acid p:9

DacidH(AH)= 361.0/2.1 G+TS EA(ev)= 1.675

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35qphj.zaf]

CBS-QB3    |-321.0 |363.0|357.6|      |-318.2 |       |18.0|     

G3MP2B3    |-320.4 |361.8|355.3| 2.049|-315.0 |-273.3 |21.8|93.8 

G3MP2B3+   |-320.5 |361.7|354.7| 2.053|-315.0 |-273.3 |23.4|93.8 

G4MP2      |-317.2 |361.6|355.5| 1.765|-311.7 |-276.6 |20.5|87.2 

M062X/Def2T|-326.5 |360.1|353.4| 1.875|-321.9 |-283.3 |22.7|90.7 

B3/6-311++G|-266.7 |359.0|353.2| 1.911|-258.5 |-222.8 |19.4|87.8 

++++++++++++++++++++++++++++++++

mCF3-C6H4CH(SO2CF3)-

C9H5F6O2S  mw:290.992 Anion CAS: Z-1267524-97-9 fg:72 cnt:8525

DacidS=21.9/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 321.3/2.0 IMRE p:9

DacidH(AH)= 327.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqphxtf.zaf]

G3MP2B3    |-400.2 |329.8|323.2| 3.445|-362.7 |-320.6 |22.1|94.2 

G3MP2B3+   |-399.7 |329.9|323.4| 3.442|-362.4 |-320.3 |21.9|94.2 

G4MP2      |-399.8 |329.6|323.0|      |-362.2 |       |22.0|     

M062X/Def2T|-404.9 |327.0|320.3| 3.336|-367.2 |-327.9 |22.4|91.4 

B3/6-311++G|-299.7 |328.1|321.5| 3.283|-260.6 |-224.0 |22.2|88.7 

++++++++++++++++++++++++++++++++

pCF3-C6H4CH(SO2CF3)-

C9H5F6O2S  mw:290.992 Anion CAS: Z-607364-21-6 fg:72 cnt:8526

DacidS=20.6/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 318.5/2.0 IMRE p:9

DacidH(AH)= 324.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqphxtf.zaf]

G3MP2B3    |-402.1 |327.7|321.9| 3.529|-362.6 |-320.6 |19.4|94.1 

G3MP2B3+   |-401.6 |327.8|321.7| 3.525|-362.2 |-320.3 |20.6|94.0 

G4MP2      |-401.6 |327.7|321.8|      |-362.2 |       |19.8|     

M062X/Def2T|-407.2 |324.8|318.6| 3.435|-367.3 |-328.0 |20.7|91.5 

B3/6-311++G|-302.7 |325.2|320.0| 3.395|-260.6 |-224.4 |17.4|88.3 

++++++++++++++++++++++++++++++++

(CF3SO2)2C(Ph)-

C9H5F6O4S2  mw:354.954 Anion CAS: Z-98837-99-1 fg:72 cnt:2953

DacidS=25.9/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 300.0/2.0 IMRE p:9

DacidH(AH)= 307.7/2.2 G+TS

----

94KOP/TAF    Datum: DacidG= 301.3/2.0 IMRE p:8

DacidH(AH)= 309.0/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phxtf2.zaf]

G3MP2B3    |-461.9 |303.7|295.6| 4.605|-398.4 |-355.5 |27.2|95.0 

G3MP2B3+   |-461.2 |303.7|296.0|      |-397.7 |       |25.9|     

G4MP2      |-463.1 |303.0|295.3|      |-398.9 |       |25.7|     

M062X/Def2T|-460.9 |302.0|293.9| 4.468|-398.2 |-357.7 |26.9|92.6 

B3/6-311++G|-307.8 |306.4|298.6| 4.188|-247.0 |-211.2 |26.5|87.9 

++++++++++++++++++++++++++++++++

PhC(CN)2-

C9H5N2  mw:141.046 Anion CAS: Z-45884-26-2 fg:67 cnt:1304

HOF(A.)= 111.9/4.3               | BDE(A-H)= 77.0/1.0 SDEA 91BOR/CHE2

HOF(AH)=  87.0/3.0 Est3          |

DacidS=20.0/2.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 314.3/2.0 IMRE | HOF(A-)=41.6/3.7 Acid p:9

DacidH(AH)= 320.3/2.1 G+TS EA(ev)= 3.050

----

88TAF/BOR    Datum: DacidG= 314.7/2.0 IMRE p:8

DacidH(AH)= 320.7/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phccn2.zaf]

CBS-QB3    |46.3   |320.2|314.1| 2.925|91.8   |113.8  |20.3|74.1 

G3MP2B3    |40.4   |321.3|315.9| 3.124|86.3   |112.5  |18.0|78.3 

G3MP2B3+   |40.2   |321.2|314.7| 3.130|86.2   |112.5  |21.8|78.4 

G4MP2      |41.8   |321.4|315.4| 2.991|87.6   |110.9  |20.1|75.3 

M062X/Def2T|38.7   |315.9|309.1| 3.062|87.5   |109.4  |22.7|74.0 

B3/6-311++G|67.5   |315.3|309.2| 2.955|119.4  |135.7  |20.3|68.4 

++++++++++++++++++++++++++++++++

pCN-C6H4CHCN-

C9H5N2  mw:141.046 Anion CAS: Z-64764-41-6 fg:74 cnt:764

HOF(A.)= 107.5/2.2 D+AH          | BDE(A-H)= 82.6/2.0 SDEA 88BOR/CHE2

HOF(AH)=  77.0/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=93.8/3.2 Acid |  S(AH)=97.8/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 327.9/2.0 IMRE | HOF(A-)=45.8/2.4 Acid p:9

DacidH(AH)= 334.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnphxcn.zaf]

CBS-QB3    |51.1   |334.8|328.1| 2.668|82.1   |112.7  |22.6|82.7 

G3MP2B3    |44.9   |335.1|328.5| 2.887|77.0   |111.6  |22.0|86.6 

G3MP2B3+   |44.7   |335.0|328.2| 2.895|76.9   |111.4  |22.8|86.7 

G4MP2      |46.4   |335.2|328.7| 2.742|78.4   |109.7  |21.9|83.4 

M062X/Def2T|42.7   |330.3|323.1| 2.821|77.1   |107.8  |24.1|82.8 

B3/6-311++G|69.8   |328.9|322.2| 2.764|108.2  |133.6  |22.3|77.5 

++++++++++++++++++++++++++++++++

mCN-C6H4CHCN-

C9H5N2  mw:141.046 Anion CAS: Z-64764-40-5 fg:74 cnt:763

HOF(A.)= 107.6/2.2 D+AH          | BDE(A-H)= 82.7/2.0 SDEA 88BOR/CHE2

HOF(AH)=  77.0/1.0 GpAd 93SP     |

DacidS=23.4/3.0 Stat |  S(A-)=96.5/3.2 Acid |  S(AH)=99.1/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 332.2/2.0 IMRE | HOF(A-)=50.5/2.4 Acid p:9

DacidH(AH)= 339.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcnphxcn.zaf]

CBS-QB3    |55.0   |338.7|332.4| 2.541|82.1   |113.6  |21.2|83.7 

G3MP2B3    |48.9   |339.0|332.4| 2.752|77.1   |112.4  |22.0|87.3 

G3MP2B3+   |48.7   |339.0|332.5| 2.757|76.9   |112.3  |21.6|87.4 

G4MP2      |50.3   |339.1|332.4| 2.606|78.5   |110.4  |22.1|84.1 

M062X/Def2T|47.8   |335.1|328.5| 2.638|77.3   |108.6  |22.4|83.4 

B3/6-311++G|75.2   |334.1|327.6| 2.576|108.3  |134.6  |22.0|78.4 

++++++++++++++++++++++++++++++++

adenine..Pt(CN)4=

C9H5N9Pt  mw:434.033

Core ion CAS: Z-15004-88-3 Solvent: 73-24-5 fg:24 cnt:9592

HOF(solv)=  49.2/2.0 neut 94PED/   

----

15SEN/HOU    Datum: EA=2.39(3) eV LPES p:8

Vertical Detachment Energy:2.42(1) eV.

++++++++++++++++++++++++++++++++

indan-1,3-dione-2-ide-

C9H5O2  mw:145.030 Anion CAS: Z-40488-41-3 fg:65 cnt:6522

DacidS=22.7 Calc | 

----

04MIS/MAT    Datum: DacidG= 327.9/2.0 IMRE p:9

DacidH(AH)= 334.7 G+TS

Composite computational methods (18BAR/) indicate the keto form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [indndion.zaf]

CBS-QB3    |-71.9  |334.2|327.1| 3.097|-40.3  |-0.4   |24.0|92.1 

G3MP2B3    |-75.0  |334.6|327.4| 3.141|-42.3  |-2.4   |23.9|92.0 

G3MP2B3+   |-75.1  |334.5|327.3| 3.146|-42.5  |-2.5   |24.1|92.1 

G4MP2      |-73.2  |334.6|327.5| 2.986|-40.6  |-4.2   |23.7|88.5 

M062X/Def2T|-73.9  |333.8|326.7| 3.070|-43.0  |-3.0   |23.9|92.1 

B3/6-311++G|-42.7  |332.9|325.8| 3.095|-8.4   |28.8   |24.1|89.2 

++++++++++++++++++++++++++++++++

4-Br-cubane-CO2-

C9H6BrO2  mw:224.956 Anion CAS: A-37794-29-9 fg:38 cnt:1303

HOF(A.)= 121.2/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)=  60.3/1.0 GpAd 93SP     |

DacidS=23.5/3.0 Stat | 

----

86TAF/    #  Datum: DacidG= 329.4/2.0 IMRE | HOF(A-)=31.0/2.4 Acid p:9

DacidH(AH)= 336.4/2.2 G+TS EA(ev)= 3.911

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [brcubco2.zaf]

CBS-QB3    |21.0   |337.0|329.3|      |49.7   |       |25.8|     

G3MP2B3    |22.6   |338.2|330.7| 3.887|51.6   |112.4  |24.9|112.9

G4MP2      |22.9   |338.0|330.2| 3.644|52.0   |107.1  |26.1|107.2

M062X/Def2T|26.5   |338.9|330.8| 3.160|52.3   |100.2  |27.2|100.0

B3/6-311++G|71.5   |336.2|328.3| 3.560|102.6  |153.8  |26.6|103.4

++++++++++++++++++++++++++++++++

CF3H..PhCC-

C9H6F3  mw:171.043

Core ion CAS: Z-20404-08-4 Solvent: 75-46-7 fg:284 cnt:5959

HOF(solv)=-166.2/0.6 neut 94PED/   

----

00CHA/BRA    Datum: DaffG= 10.4/1.0 IMRE | HOF(A-)=-107.4/2.7 AfIN p:9

DaffH(X..Y-)= 19.3/1.3 G+TS

Original .DELTA.G=8.8 at 350K; .DELTA.S based on symmetry alone.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phcchq.zcf]

G3MP2B3    |-103.8 | 14.5|  7.2| 24.5|-166.7 |77.3   

G4MP2      |-102.4 | 14.1|  7.6| 22.0|-166.3 |77.9   

M062X/Def2T|-104.6 | 14.5|  6.6| 26.5|-169.6 |79.6   

++++++++++++++++++++++++++++++++

pCOCF3-C6H4CH2-

C9H6F3O  mw:187.038 Anion CAS: A-394-59-2 fg:74 cnt:1215

HOF(AH)= -176.7/1.0 GpAd 93SP    |

DacidS=24.2/2.0 Stat |  S(A-)=108.4/2.2 Acid |  S(AH)=110.2/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 344.0/2.0 IMRE | HOF(A-)=-191.2/2.3 Acid p:9

DacidH(AH)= 351.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcoqphj.zaf]

CBS-QB3    |-191.9 |351.5|345.6|      |-177.7 |       |19.8|     

G3MP2B3    |-194.1 |350.6|344.3| 2.446|-177.5 |-137.7 |21.3|92.0 

G4MP2      |-191.6 |350.8|345.1| 2.219|-175.2 |-140.4 |19.2|86.9 

M062X/Def2T|-197.0 |349.3|342.8| 2.268|-181.6 |-144.7 |21.7|89.0 

B3/6-311++G|-152.9 |347.3|341.4| 2.329|-132.9 |-99.2  |19.8|85.8 

++++++++++++++++++++++++++++++++

[hapto-4-{SCH2CH2CH2S}{Fe(CO)2(CN)}2]=

C9H6Fe2N2O4S2  mw:381.848 Anion CAS: Z-253337-18-7 fg:22 cnt:10273

----

03YAN/RAZ    Datum: EA=0.15(10) eV LPES p:8

Vertical Detachment Energy:0.67(10) eV.

++++++++++++++++++++++++++++++++

quinolinide-

C9H6N  mw:128.051 Anion CAS: Z-115826-07-8 fg:87 cnt:1577

HOF(A.)= 103.3/2.0 D+AH          | BDE(A-H)= 105.0/2.0 Est2 97KIE/ZHA

HOF(AH)=  47.9/0.2  94PED/       |

DacidS=29.0/2.0 TDEq | 

----

88MEO/LIE    Datum: DacidG= 376.9/2.0 TDEq | HOF(A-)=67.8/2.0 Acid p:9

DacidH(AH)= 385.6/2.0 TDEq EA(ev)= 1.431

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [quinol-5.zaf]

CBS-QB3    |68.5   |385.0|377.1|      |49.2   |       |26.3|     

G3MP2B3    |62.9   |384.5|376.7| 1.861|45.6   |105.8  |26.3|112.3

G3MP2B3+   |62.9   |384.7|376.9| 1.853|45.4   |105.6  |26.2|112.3

G4MP2      |63.3   |384.3|376.4| 1.726|46.2   |103.1  |26.3|109.0

M062X/Def2T|65.9   |386.3|378.5| 1.625|44.3   |103.3  |26.2|111.1

B3/6-311++G|91.3   |385.5|377.7| 1.716|73.1   |130.9  |26.2|109.9

++++++++++++++++++++++++++++++++

PhCOCHCN-

C9H6NO  mw:144.045 Anion CAS: Z-48116-06-9 fg:67 cnt:2127

HOF(A.)=  54.7/2.2 D+AH          | BDE(A-H)= 90.0/2.0 SDEA 90BOR/HAR 

HOF(AH)=  16.8/1.0  94PED/       |

DacidS=24.1/3.0 Calc | 

----

88TAF/ABB    Datum: DacidG= 326.3/2.0 IMRE | HOF(A-)=-15.4/2.4 Acid p:9

DacidH(AH)= 333.5/2.2 G+TS EA(ev)= 3.040

Revised 0.9 stronger: 91TAF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcoxcn.zaf]

CBS-QB3    |-13.0  |333.5|326.3| 3.028|19.3   |57.0   |24.0|89.8 

G3MP2B3    |-17.3  |334.4|327.1| 3.213|15.6   |57.0   |24.2|93.5 

G3MP2B3+   |-17.4  |334.3|327.1| 3.100|15.4   |54.2   |24.4|90.9 

G4MP2      |-15.7  |334.4|327.2| 2.948|17.1   |52.5   |24.1|87.5 

M062X/Def2T|-17.7  |331.9|324.7| 3.052|15.1   |52.8   |24.3|89.9 

B3/6-311++G|11.3   |330.6|323.3| 3.012|48.0   |80.9   |24.3|85.0 

++++++++++++++++++++++++++++++++

pCOCN-C6H4CH2-

C9H6NO  mw:144.045 Anion CAS: A-14271-73-9 fg:74 cnt:806

HOF(AH)=  20.0/2.0 Est1          |

DacidS=22.4/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 339.0/2.0 IMRE | HOF(A-)=0.0/2.9 Acid p:9

DacidH(AH)= 345.7/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcocnphj.zaf]

CBS-QB3    |1.2    |346.3|340.2| 2.441|20.7   |57.6   |20.4|88.9 

G3MP2B3    |-4.9   |345.4|339.2| 2.667|16.9   |56.7   |21.1|91.9 

G3MP2B3+   |-5.1   |345.3|339.4| 2.677|16.7   |56.6   |20.1|92.0 

G4MP2      |-3.2   |345.6|339.6| 2.502|18.3   |54.5   |20.2|88.3 

M062X/Def2T|-3.0   |344.2|337.6| 2.482|17.4   |54.2   |22.1|88.9 

B3/6-311++G|24.5   |342.8|336.7| 2.513|48.9   |82.4   |20.4|85.6 

++++++++++++++++++++++++++++++++

thymine..Pt(CN)4=

C9H6N6O2Pt  mw:425.021

Core ion CAS: Z-15004-88-3 Solvent: 65-71-4 fg:24 cnt:9590

HOF(solv)= -78.6/1.0 neut 94PED/   

----

15SEN/HOU    Datum: EA=2.46(3) eV LPES p:8

Vertical Detachment Energy:2.51(1) eV.

++++++++++++++++++++++++++++++++

indenone-.

C9H6O  mw:130.042 Anion CAS: Z-36523-77-0 fg:110 cnt:8698 BDE(A-H)= 45.8/2.3 D-EA           

----

14FAT/LIE    Datum: DacidH(AH)= 335.2/2.0 IMRB p:8

The authors assigned the conjugate acid as 3-hydroxy-indenyl., with the OH proton lost. Composite computational methods (18BAR/) show the isomer they did not examine, for H addition at C2 to form a benzyl radical, to be the most stable.

----

14FAT/LIE    Datum: EA=1.05(5) eV IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [indenone.zzf]

CBS-QB3    |-9.0   |333.5|326.1| 1.145|23.2   |17.4   |24.8|46.2 

G3MP2B3    |-14.3  |331.0|323.9| 1.209|21.9   |13.6   |24.0|43.8 

G3MP2B3+   |-14.3  |     |     | 1.207|       |13.4   |    |     

G4MP2      |-16.7  |330.9|323.7| 1.362|19.6   |14.6   |24.1|47.2 

M062X/Def2T|-13.4  |332.5|325.1| 1.209|18.8   |14.4   |24.8|47.7 

B3/6-311++G|14.7   |331.7|324.2| 1.337|50.4   |45.5   |24.9|47.3 

++++++++++++++++++++++++++++++++

4-Me-phthalic anhydride-.

C9H6O3  mw:162.032 Anion CAS: N-19438-61-0 fg:112 cnt:2405

HOF(A.)= -96.8/1.0 GpAd 93SP     |

----

89PAU/KEB    Datum: EA=1.19(9) eV IMRE [27.4(20) kcal] | HOF(A-)=-124.2/2.2 R-EA p:9

.DELTA.eaG(423 K) = -26.1/1 kcal/mol, .DELTA.S(estimated) = -3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4rphthan.zzf]

CBS-QB3    |-128.1 |     |     | 1.210|       |-100.2 |    |     

G3MP2B3    |-127.3 |     |     | 1.149|       |-100.7 |    |     

G3MP2B3+   |-127.4 |     |     | 1.146|       |-101.0 |    |     

G4MP2      |-131.0 |     |     | 1.409|       |-98.5  |    |     

M062X/Def2T|-131.5 |     |     | 1.228|       |-103.3 |    |     

B3/6-311++G|-93.5  |     |     | 1.500|       |-60.8  |    |     

++++++++++++++++++++++++++++++++

3-Me-phthalic anhydride-.

C9H6O3  mw:162.032 Anion CAS: N-4792-30-7 fg:102 cnt:2406

HOF(A.)= -99.0/2.0 GpAd 93SP     |

----

89PAU/KEB    Datum: EA=1.22(9) eV IMRE [28.1(20) kcal] | HOF(A-)=-127.1/2.8 R-EA p:9

.DELTA.eaG(423 K) = -26.8/1 kcal/mol, .DELTA.S(estimated) =-3/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3rphthan.zzf]

CBS-QB3    |-129.5 |     |     | 1.232|       |-101.2 |    |     

G3MP2B3    |-122.7 |     |     | 0.916|       |-101.7 |    |     

G4MP2      |-133.1 |     |     | 1.463|       |-99.5  |    |     

M062X/Def2T|-132.9 |     |     | 1.246|       |-104.2 |    |     

B3/6-311++G|-94.0  |     |     | 1.427|       |-61.1  |    |     

++++++++++++++++++++++++++++++++

indenide-

C9H7  mw:115.055 Anion CAS: Z-12128-54-0 fg:78 cnt:1205

HOF(A.)=  67.9/2.5 D+AH          | BDE(A-H)= 79.9/2.8 D-EA           

HOF(AH)=  38.5/0.6  08ROU/TEM    |

DacidS=24.6/2.0 Stat | 

----

13KIM/WEI2   Datum: EA=1.8019(6) eV SEVI p:9

----

88TAF/BOR    Datum: DacidG= 344.6/2.0 IMRE | HOF(A-)=24.8/2.2 Acid p:9

DacidH(AH)= 351.9/2.1 G+TS

----

97ROM/JAN    Datum: EA=1.85(1) eV LPD  [42.7(3) kcal] p:8

92BOR/SAT has Bond Dissociation Energy = 78.7 kcal/mol (sDelectron affinity).

----

88MEO/LIE    Datum: DacidH(AH)= 354.3/2.5 TDEq p:8

DacidG(AH)= 346.7/2.0 TDEq

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [indene.zaf]

CBS-QB3    |26.5   |351.5|343.9| 1.845|40.7   |69.0   |25.4|80.4 

G3MP2B3    |21.1   |351.9|344.7| 1.925|36.4   |65.4   |24.0|81.2 

G3MP2B3+   |20.9   |351.9|344.4| 1.926|36.2   |65.3   |25.4|81.2 

G4MP2      |20.9   |351.3|343.7| 1.831|36.8   |63.0   |25.5|78.4 

M062X/Def2T|22.6   |350.2|342.6| 1.844|37.1   |65.1   |25.6|80.1 

B3/6-311++G|50.7   |351.8|344.7| 1.741|66.2   |90.8   |24.0|76.8 

++++++++++++++++++++++++++++++++

pMe-C6H4CC-

C9H7  mw:115.055 Anion CAS: Z-252375-54-5 fg:84 cnt:4964

HOF(AH)=  65.8/1.0 GpAd 93SP     |

DacidS=26.0/3.0 Stat |  S(A-)=88.6/3.2 Acid |  S(AH)=88.6/1.0 GpAd 93SP

----

99CHA/BRA #  Datum: DacidG= 364.0/2.0 IMRE | HOF(A-)=71.9/2.4 Acid p:9

DacidH(AH)= 371.8/2.2 G+TS

Reported as .DELTA.acidG = 365.2 kcal/mol, .DELTA.acidH = 372.8, relative to MeOH at 375.2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prphcc.zaf]

CBS-QB3    |77.1   |371.7|364.1|      |71.1   |       |25.6|     

G3MP2B3    |70.6   |371.6|364.0| 3.267|66.2   |146.0  |25.3|131.9

G3MP2B3+   |70.4   |371.4|363.7| 3.281|66.1   |146.2  |25.9|132.2

G4MP2      |71.1   |371.2|363.6| 3.156|67.1   |144.0  |25.4|129.0

M062X/Def2T|73.4   |371.7|364.1| 3.017|66.4   |143.1  |25.4|128.7

B3/6-311++G|98.1   |371.4|364.5|      |93.9   |       |23.1|     

++++++++++++++++++++++++++++++++

mCF3-C6H4C(Me)=NO-

C9H7F3NO  mw:202.049 Anion CAS: A-99705-50-7 fg:39 cnt:7875

HOF(AH)= -147.2/2.0 Est3 90STE/CH|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 339.2/2.2 IMRE | HOF(A-)=-166.9/3.0 Acid p:9

DacidH(AH)= 346.0/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqphcrno.zaf]

CBS-QB3    |-166.2 |347.4|340.4| 2.263|-147.9 |-113.9 |23.6|86.0 

G3MP2B3    |-166.1 |348.1|341.6| 3.163|-147.0 |-93.1  |21.8|106.0

G3MP2B3    |-165.9 |348.2|342.1| 3.176|-146.9 |-92.5  |20.6|106.5

G3MP2B3+   |-166.2 |348.0|341.5|      |-147.0 |       |21.8|     

G4MP2      |-164.2 |348.0|341.9|      |-145.0 |       |20.6|     

M062X/Def2T|-168.7 |346.3|339.6| 2.080|-150.3 |-120.6 |22.4|81.8 

B3/6-311++G|-125.6 |342.6|336.2| 2.212|-100.9 |-74.5  |21.4|78.5 

++++++++++++++++++++++++++++++++

pCF3-C6H4C(Me)=NO-

C9H7F3NO  mw:202.049 Anion CAS: Z-205938-29-0 fg:39 cnt:7876

HOF(AH)= -147.2/2.0 Est3 90STE/CH|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 337.9/2.2 IMRE | HOF(A-)=-168.1/3.0 Acid p:9

DacidH(AH)= 344.8/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqphcrno.zaf]

CBS-QB3    |-167.6 |346.1|339.8| 2.309|-147.9 |-114.3 |21.0|85.8 

G3MP2B3    |-167.3 |346.8|340.2| 2.518|-146.9 |-109.2 |22.0|89.9 

G3MP2B3+   |-167.7 |346.5|339.7|      |-147.0 |       |22.8|     

G4MP2      |-165.7 |346.5|339.9|      |-145.0 |       |21.9|     

M062X/Def2T|-170.7 |344.6|338.2| 2.151|-150.6 |-120.9 |21.3|81.7 

B3/6-311++G|-128.1 |340.2|333.9| 2.307|-101.1 |-74.9  |21.2|78.3 

B3/6-311++G|-128.1 |340.2|334.0| 2.306|-101.1 |-74.9  |20.8|78.3 

++++++++++++++++++++++++++++++++

MeCN..mCF3-nitrobenzene-.

C9H7F3N2O2  mw:232.047

Core ion CAS: Z-34526-71-1 Solvent: 75-05-8 fg:307 cnt:1947

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 5.4/2.0 TDAs | HOF(A-)=-172.3/3.0 AfIN p:7

DaffH(X..Y-)= 13.3/2.0 TDAs

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnmqnb.zcf]

G3MP2B3    |-172.4 | 12.7|  4.4| 25.8|17.4   |-177.1 

G4MP2      |-176.7 | 13.7|  5.7| 26.8|17.7   |-180.8 

M062X/Def2T|-181.0 | 13.5|  6.8| 22.1|18.1   |-185.6 

B3/6-311++G|-136.6 | 11.1|  4.0| 23.9|22.0   |-147.5 

++++++++++++++++++++++++++++++++

pCF3-acetophenone-.

C9H7F3O  mw:188.045 Anion CAS: Z-43159-21-3 fg:110 cnt:468

HOF(A.)= -181.4/1.0 GpAd 93SP    | | S(A.)=110.5/1.0  93SP

----

99HUH/KAN    Datum: EA=0.850(87) eV [19.6(20) kcal] | HOF(A-)=-201.0/2.2 R-EA p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=0.898(87) eV [20.7(20) kcal] p:8

.DELTA.eaG(343 K)=-21.0 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.
###### the following are "below the line": evaluated as not accurate ####

----

75WEN/KAO    Datum: EA=0.641(53) eV ECD  p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqphac.zzf]

CBS-QB3    |-203.7 |     |     | 0.835|       |-184.6 |    |     

G3MP2B3    |-203.0 |     |     | 0.835|       |-183.9 |    |     

G3MP2B3+   |-203.1 |     |     | 0.838|       |-184.0 |    |     

G4MP2      |-206.0 |     |     | 1.065|       |-181.6 |    |     

M062X/Def2T|-208.1 |     |     | 0.881|       |-188.0 |    |     

B3/6-311++G|-164.8 |     |     | 1.124|       |-139.1 |    |     

++++++++++++++++++++++++++++++++

oCF3-acetophenone-.

C9H7F3O  mw:188.045 Anion CAS: N-17408-14-9 fg:110 cnt:467

HOF(A.)= -181.4/1.0 GpAd 93SP    | | S(A.)=111.9/1.0  93SP

----

75WEN/KAO    Datum: EA=0.640(6) eV ECD  | HOF(A-)=-196.2/1.0 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oqphac.zzf]

CBS-QB3    |-195.2 |     |     | 0.678|       |-179.5 |    |     

G3MP2B3    |-194.5 |     |     | 0.678|       |-178.9 |    |     

G3MP2B3+   |-194.6 |     |     | 0.673|       |-179.1 |    |     

M062X/Def2T|-199.2 |     |     | 0.733|       |-182.3 |    |     

B3/6-311++G|-153.4 |     |     | 0.912|       |-132.3 |    |     

++++++++++++++++++++++++++++++++

mCF3-acetophenone-.

C9H7F3O  mw:188.045 Anion CAS: N-349-76-8 fg:110 cnt:466

HOF(A.)= -181.4/1.0 GpAd 93SP    |

----

95MIS/HUH    Datum: EA=0.768(87) eV [17.7(20) kcal] | HOF(A-)=-199.1/2.2 R-EA p:9

.DELTA.eaG(343 K)=-18.0 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

75WEN/KAO    Datum: EA=0.664(6) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqphac.zzf]

CBS-QB3    |-201.0 |     |     | 0.707|       |-184.9 |    |     

G3MP2B3    |-199.5 |     |     | 0.668|       |-184.3 |    |     

G3MP2B3+   |-199.5 |     |     | 0.664|       |-184.4 |    |     

G4MP2      |-202.9 |     |     | 0.916|       |-182.0 |    |     

M062X/Def2T|-204.7 |     |     | 0.714|       |-188.4 |    |     

B3/6-311++G|-160.8 |     |     | 0.937|       |-139.4 |    |     

++++++++++++++++++++++++++++++++

methyl pCF3-benzoate-.

C9H7F3O2  mw:204.040 Anion CAS: Z-69256-76-4 fg:112 cnt:3440

HOF(A.)= -227.1/1.0 GpAd 93SP    | | S(A.)=121.7/1.0  93SP

----

99HUH/KAN    Datum: EA=0.720(87) eV [16.6(20) kcal] | HOF(A-)=-243.7/2.2 R-EA p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=0.746(87) eV [17.2(20) kcal] p:8

.DELTA.eaG(343 K)=-17.8 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqbar.zzf]

CBS-QB3    |-247.9 |     |     | 0.678|       |-232.6 |    |     

G3MP2B3    |-245.9 |     |     | 0.687|       |-230.3 |    |     

G3MP2B3+   |-246.0 |     |     | 0.691|       |-230.4 |    |     

G4MP2      |-249.0 |     |     | 0.947|       |-227.4 |    |     

M062X/Def2T|-253.3 |     |     | 0.724|       |-236.8 |    |     

B3/6-311++G|-203.6 |     |     | 0.959|       |-181.7 |    |     

++++++++++++++++++++++++++++++++

methyl mCF3-benzoate-.

C9H7F3O2  mw:204.040 Anion CAS: N-2557-13-3 fg:112 cnt:3441

HOF(A.)= -227.1/1.0 GpAd 93SP    | | S(A.)=123.1/1.0  93SP

----

99HUH/KAN    Datum: EA=0.603(87) eV [13.9(20) kcal] | HOF(A-)=-241.0/2.2 R-EA p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=0.624(87) eV [14.4(20) kcal] p:8

.DELTA.eaG(343 K)=-15.0 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqbar.zzf]

CBS-QB3    |-245.5 |     |     | 0.574|       |-232.6 |    |     

G3MP2B3    |-242.3 |     |     | 0.525|       |-230.5 |    |     

G3MP2B3+   |-242.2 |     |     | 0.521|       |-230.5 |    |     

G4MP2      |-245.6 |     |     | 0.798|       |-227.5 |    |     

M062X/Def2T|-249.8 |     |     | 0.576|       |-236.8 |    |     

B3/6-311++G|-199.3 |     |     | 0.775|       |-181.7 |    |     

++++++++++++++++++++++++++++++++

HCONMe2..fluoranil-.

C9H7F4NO3  mw:253.037

Core ion CAS: Z-42439-31-6 Solvent: 68-12-2 fg:313 cnt:1998

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 2.7/1.6 IMRE p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

2,8,10-trioxaadamantyl-6,9-diOH-4,6-diCF3-4-O-

C9H7F6O6  mw:325.015 Anion CAS: Z-1620767-60-3 fg:31 cnt:8654

----

14SAM/WAN    Datum: EA=4.65(10) eV LPES p:9

Vertical Detachment Energy:5.10(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2kass.zaf]

G3MP2B3    |-613.7 |316.2|308.9| 4.604|-562.7 |-507.2 |24.7|107.7

M062X/Def2T|-620.3 |316.4|309.8| 4.440|-572.0 |-517.2 |22.1|106.9

B3/6-311++G|-508.8 |313.0|306.0| 4.365|-454.6 |-407.7 |23.7|99.0 

++++++++++++++++++++++++++++++++

(cC5H4Me)Mn(CO)3-.

C9H7MnO3  mw:217.978 Anion CAS: N-12108-13-3 fg:102 cnt:4595

----

98MAR/WAL    Datum: EA=0.5(1) eV LPES p:8

Vertical Detachment Energy:1.0 eV. Derived acidity in paper incorrect: the wrong anion electron affinity was used.

++++++++++++++++++++++++++++++++

quinoline-.

C9H7N  mw:129.058 Anion CAS: N-91-22-5 fg:102 cnt:8787

HOF(A.)=  47.9/0.2  94PED/       |

----

15BUY/WAN    Datum: EA=0.16(5) eV LPES | HOF(A-)=44.2/1.2 R-EA p:9

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.21-0.25 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [quinolin.zzf]

CBS-QB3    |44.8   |     |     | 0.205|       |49.2   |    |     

G3MP2B3    |40.0   |     |     | 0.253|       |45.6   |    |     

G3MP2B3+   |39.9   |     |     | 0.253|       |45.4   |    |     

G4MP2      |37.4   |     |     | 0.394|       |46.2   |    |     

M062X/Def2T|40.4   |     |     | 0.179|       |44.3   |    |     

B3/6-311++G|65.8   |     |     | 0.331|       |73.1   |    |     

++++++++++++++++++++++++++++++++

3-(4-OH-phenyl)-acrylonitrile-. ([CHCA-CO2])

C9H7NO  mw:145.053 Anion CAS: N-82575-52-8 fg:102 cnt:10042

----

07LIP/EUS    Datum: EA=0.54(5) eV LPES p:8

Vertical Detachment Energy:0.88(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pohyvcne.zzf]

CBS-QB3    |12.1   |     |     | 0.631|       |26.3   |    |     

G3MP2B3    |10.1   |     |     | 0.536|       |22.1   |    |     

M062X/Def2T|5.3    |     |     | 0.686|       |20.8   |    |     

B3/6-311++G|33.6   |     |     | 0.856|       |53.0   |    |     

++++++++++++++++++++++++++++++++

pCOMe-benzonitrile-.

C9H7NO  mw:145.053 Anion CAS: Z-59273-30-2 fg:108 cnt:1649

HOF(A.)=  11.6/1.0 GpAd 93SP     | | S(A.)=98.1/1.0  93SP

----

86CHO/KEB    Datum: EA=1.13(9) eV IMRE [26.1(20) kcal] | HOF(A-)=-14.5/2.2 R-EA p:9

.DELTA.eaG(423 K) = -25.0 kcal/mol; .DELTA.eaS(estimated) = 2.5 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pacphcn.zzf]

CBS-QB3    |-12.3  |     |     | 1.129|       |13.6   |    |     

G3MP2B3    |-15.3  |     |     | 1.126|       |10.6   |    |     

G3MP2B3+   |-15.6  |     |     | 1.133|       |10.4   |    |     

G4MP2      |-17.6  |     |     | 1.289|       |12.1   |    |     

M062X/Def2T|-16.9  |     |     | 1.192|       |10.5   |    |     

B3/6-311++G|10.9   |     |     | 1.371|       |42.4   |    |     

++++++++++++++++++++++++++++++++

pCO2Me-benzonitrile-.

C9H7NO2  mw:161.048 Anion CAS: Z-34538-78-8 fg:108 cnt:3445

HOF(A.)= -34.2/1.0 GpAd 93SP     | | S(A.)=109.3/1.0  93SP

----

99HUH/KAN    Datum: EA=0.980(87) eV [22.6(20) kcal] p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=0.850(87) eV [19.6(20) kcal] p:7

.DELTA.eaG(343 K)=-19.0 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pco2rbn.zzf]

CBS-QB3    |-57.2  |     |     | 0.999|       |-34.3  |    |     

G3MP2B3    |-58.8  |     |     | 1.004|       |-35.8  |    |     

G3MP2B3+   |-59.1  |     |     | 1.012|       |-35.9  |    |     

G4MP2      |-61.1  |     |     | 1.196|       |-33.7  |    |     

M062X/Def2T|-62.6  |     |     | 1.052|       |-38.4  |    |     

B3/6-311++G|-28.2  |     |     | 1.219|       |-0.3   |    |     

++++++++++++++++++++++++++++++++

mCO2Me-benzonitrile-.

C9H7NO2  mw:161.048 Anion CAS: N-13531-48-1 fg:108 cnt:4510

HOF(A.)= -34.2/1.0 GpAd 93SP     | | S(A.)=110.7/2.0  93SP

----

99HUH/KAN    Datum: EA=0.768(87) eV [17.7(20) kcal] | HOF(A-)=-51.9/2.2 R-EA p:8

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mco2rbn.zzf]

CBS-QB3    |-51.0  |     |     | 0.745|       |-34.0  |    |     

G3MP2B3    |-51.5  |     |     | 0.691|       |-35.8  |    |     

G3MP2B3+   |-51.6  |     |     | 0.692|       |-35.9  |    |     

G4MP2      |-54.0  |     |     | 0.895|       |-33.6  |    |     

M062X/Def2T|-55.5  |     |     | 0.756|       |-38.3  |    |     

B3/6-311++G|-21.5  |     |     | 0.940|       |-0.1   |    |     

++++++++++++++++++++++++++++++++

3-aza-4,5-benzoanilide-

C9H7N2  mw:143.061 Anion CAS: Z-70580-39-1 fg:47 cnt:4739

HOF(AH)=  50.4/2.0 GpAd 93SP     |

DacidS=24.1/3.0 Stat | 

----

99BRE/KNO    Datum: DacidG= 346.7/2.7 IMRB | HOF(A-)=38.6/3.5 Acid p:8

DacidH(AH)= 353.9/2.8 G+TS

Acid: 3-amino-quinoline.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3n2npnh.zaf]

CBS-QB3    |40.3   |356.1|348.6| 2.116|50.0   |89.0   |24.9|91.2 

G3MP2B3    |35.5   |355.4|348.1| 2.425|47.3   |91.4   |24.7|96.2 

G3MP2B3+   |35.1   |355.2|347.8| 2.438|47.1   |91.3   |24.9|96.3 

G4MP2      |35.8   |355.3|347.9| 2.255|47.7   |87.8   |24.8|92.2 

M062X/Def2T|36.8   |356.4|349.0| 2.083|45.0   |84.8   |24.8|91.8 

B3/6-311++G|62.4   |355.2|347.7| 2.062|74.5   |109.9  |25.0|87.5 

++++++++++++++++++++++++++++++++

pCN-C6H4C(Me)=NO-

C9H7N2O  mw:159.056 Anion CAS: Z-171620-54-5 fg:39 cnt:7879

HOF(AH)=  45.8/2.0 Est3 90STE/CHI|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 332.9/2.2 IMRE | HOF(A-)=19.9/3.0 Acid p:9

DacidH(AH)= 339.8/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnpcrno.zaf]

CBS-QB3    |26.9   |342.5|337.5| 2.386|50.2   |82.1   |16.8|84.0 

G3MP2B3    |23.4   |343.2|337.1| 2.505|47.4   |81.3   |20.3|86.0 

G3MP2B3+   |22.9   |342.9|336.1| 2.517|47.2   |81.0   |23.0|85.9 

G4MP2      |24.3   |343.1|336.8| 2.338|48.4   |78.4   |20.9|82.0 

M062X/Def2T|23.3   |340.3|333.7| 2.343|47.7   |77.4   |22.1|81.8 

B3/6-311++G|49.6   |336.7|330.2| 2.459|80.2   |106.3  |21.7|78.3 

++++++++++++++++++++++++++++++++

MeCN..pCN-nitrobenzene-.

C9H7N3O2  mw:189.054

Core ion CAS: Z-12402-47-0 Solvent: 75-05-8 fg:307 cnt:1951

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 4.1/2.0 TDAs | HOF(A-)=15.2/3.0 AfIN p:7

DaffH(X..Y-)= 13.9/2.0 TDAs

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnpcnnb.zcf]

G3MP2B3    |16.4   | 11.6|  3.7| 24.5|17.4   |10.6   

M062X/Def2T|10.9   | 12.2|  5.8| 21.7|18.1   |5.1    

B3/6-311++G|38.5   | 10.1|  3.0| 23.7|22.0   |26.6   

++++++++++++++++++++++++++++++++

MeCN..mCN-nitrobenzene-.

C9H7N3O2  mw:189.054

Core ion CAS: Z-12402-46-9 Solvent: 75-05-8 fg:307 cnt:1950

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 5.1/1.6 IMRE | HOF(A-)=31.9/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnmcnnb.zcf]

G3MP2B3    |20.0   | 12.2|  4.5| 23.4|17.4   |14.8   

M062X/Def2T|15.1   | 12.9|  6.3| 22.1|18.1   |9.9    

B3/6-311++G|42.9   | 10.6|  3.5| 23.8|22.0   |31.5   

++++++++++++++++++++++++++++++++

MeCN..oCN-nitrobenzene-.

C9H7N3O2  mw:189.054

Core ion CAS: Z-12402-45-8 Solvent: 75-05-8 fg:307 cnt:1949

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 5.3/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnocnnb.zcf]

G3MP2B3    |23.5   | 11.9|  4.1| 24.1|17.4   |18.0   

M062X/Def2T|18.4   | 12.5|  6.0| 22.0|18.1   |12.9   

B3/6-311++G|47.0   | 10.4|  3.6| 22.8|22.0   |35.4   

++++++++++++++++++++++++++++++++

2-indanone enolate-

C9H7O  mw:131.050 Anion CAS: Z-98875-67-3 fg:63 cnt:2500

HOF(A.)=  13.6/3.6 D+AH          | BDE(A-H)= 79.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -13.3/3.0 GpAd 76BEN/   |

DacidS=26.0/1.0 Stat | 

----

91TAF/       Datum: DacidG= 343.5/2.0 IMRE | HOF(A-)=-27.7/3.6 Acid p:9

DacidH(AH)= 351.3/2.0 G+TS EA(ev)= 1.793

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2indanon.zaf]

CBS-QB3    |-28.3  |348.5|341.4| 2.042|-11.0  |18.8   |23.7|82.0 

G3MP2B3    |-32.6  |348.5|341.0| 2.198|-13.8  |18.1   |25.1|84.1 

G3MP2B3+   |-32.9  |348.4|341.2| 2.207|-14.0  |18.0   |24.1|84.1 

G4MP2      |-31.7  |348.4|341.4| 2.064|-12.9  |15.9   |23.5|80.9 

M062X/Def2T|-31.8  |347.2|340.0| 2.044|-14.3  |15.3   |24.0|81.7 

B3/6-311++G|-2.7   |346.1|338.9| 2.018|18.5   |43.8   |24.0|77.4 

++++++++++++++++++++++++++++++++

3-OH-inden(3)ide-

C9H7O  mw:131.050 Anion CAS: Z-1673528-57-8 fg:78 cnt:8699 BDE(A-H)= 76.2/5.0 D-EA           

----

14FAT/LIE    Datum: DacidH(AH)= 351.1/3.8 IMRB p:8

Acid = 3-hydroxy-indene at the C3 carbon.

----

14FAT/LIE    Datum: EA=1.68(14) eV IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [indenooh.zaf]

G3MP2B3    |-16.8  |366.9|359.2| 1.662|-16.5  |21.2   |25.7|89.8 

G4MP2      |-16.3  | -395| -404| 1.546|14.6   |19.1   |29.5|56.6 

M062X/Def2T|-13.9  |     |     | 1.510|       |20.7   |    |     

B3/6-311++G|17.0   |369.1|361.3| 1.461|15.2   |50.4   |26.1|87.2 

++++++++++++++++++++++++++++++++

cubane-CO2-

C9H7O2  mw:147.045 Anion CAS: N-28149-37-3 fg:34 cnt:1301

HOF(A.)= 116.2/4.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)=  55.3/3.0 Est4 05ROU/DAV|

DacidS=23.5/3.0 Stat | 

----

86TAF/    #  Datum: DacidG= 334.1/2.0 IMRE | HOF(A-)=30.7/3.7 Acid p:9

DacidH(AH)= 341.1/2.2 G+TS EA(ev)= 3.707

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cubanco2.zaf]

CBS-QB3    |32.1   |343.0|335.4|      |54.8   |       |25.6|     

G3MP2B3    |29.4   |343.9|336.5| 3.577|52.7   |112.1  |24.6|111.5

G3MP2B3+   |29.1   |343.8|335.8| 3.583|52.4   |112.0  |27.1|111.7

G4MP2      |29.2   |343.7|336.0| 3.334|52.6   |106.4  |25.9|105.9

M062X/Def2T|33.3   |345.3|337.2|-0.682|52.7   |101.3  |27.3|100.7

B3/6-311++G|75.3   |342.8|334.4| 3.175|99.7   |148.8  |28.0|101.1

++++++++++++++++++++++++++++++++

PhCH=CHCO2-(cinnamate)

C9H7O2  mw:147.045 Anion CAS: Z-4151-45-5 fg:38 cnt:8503

HOF(AH)= -56.1 GpAd 93SP         |

DacidS=23.0/2.0 CIDC | 

----

13GUE/BAE    Datum: DacidG= 334.5/2.0 CIDC | HOF(A-)=-80.4/2.1 Acid p:8

DacidH(AH)= 341.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phvco2.zaf]

CBS-QB3    |-79.4  |341.3|333.3|      |-54.9  |       |26.6|     

G3MP2B3    |-82.6  |342.1|334.4| 3.589|-57.4  |0.2    |25.6|109.7

G3MP2B3+   |-82.7  |342.1|333.8| 3.589|-57.6  |0.1    |27.9|109.7

G4MP2      |-81.4  |341.9|333.9| 3.441|-56.1  |-2.0   |26.8|106.2

M062X/Def2T|-80.7  |342.8|334.8| 3.602|-58.7  |2.4    |26.7|113.3

B3/6-311++G|-50.8  |341.1|332.6| 3.400|-24.6  |27.6   |28.2|104.3

++++++++++++++++++++++++++++++++

pCOMe-benzoate-

C9H7O3  mw:163.040 Anion CAS: Z-22583-64-8 fg:35 cnt:1308

HOF(A.)= -54.8/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -112.2/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=105.6/2.2 Acid |  S(AH)=108.1/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 327.3/2.0 IMRE | HOF(A-)=-143.6/2.3 Acid p:8

DacidH(AH)= 334.3/2.1 G+TS EA(ev)= 3.850

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pacba.zaf]

CBS-QB3    |-142.7 |334.1|326.5|      |-111.1 |       |25.5|     

G3MP2B3    |-143.9 |335.0|327.8| 3.902|-111.7 |-53.8  |24.0|109.9

G3MP2B3+   |-144.1 |334.9|327.1| 3.905|-111.8 |-54.0  |26.1|109.9

G4MP2      |-142.2 |334.8|327.2| 3.729|-109.9 |-56.1  |25.5|105.9

M062X/Def2T|-143.5 |334.8|327.1| 3.964|-113.6 |-51.9  |25.8|113.7

B3/6-311++G|-108.3 |332.7|325.0| 3.775|-73.7  |-21.2  |25.9|104.7

++++++++++++++++++++++++++++++++

pOH-PhCH=CHCO2-(coumarate)

C9H7O3  mw:163.040 Anion CAS: Z-878-01-3 fg:35 cnt:8504

HOF(A.)= -37.3/5.8               | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -98.2/3.0 GpAd 93SP     |

DacidS=21.5/2.0 CIDC | 

----

13GUE/BAE    Datum: DacidG= 332.7/2.0 CIDC | HOF(A-)=-124.8/3.7 Acid p:8

DacidH(AH)= 339.1/2.1 G+TS EA(ev)= 3.794

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pohphvco.zaf]

CBS-QB3    |-121.9 |342.1|334.0|      |-98.2  |       |27.1|     

G3MP2B3    |-123.9 |343.0|334.9| 3.544|-99.8  |-42.3  |27.5|109.6

G3MP2B3+   |-124.1 |343.1|334.7| 3.543|-100.0 |-42.5  |28.2|109.6

G4MP2      |-122.2 |342.9|334.8|      |-98.0  |       |27.3|     

M062X/Def2T|-123.1 |344.3|336.4| 3.524|-102.7 |-41.8  |26.7|113.0

B3/6-311++G|-87.9  |342.6|334.1| 3.326|-63.2  |-11.3  |28.2|104.0

++++++++++++++++++++++++++++++++

pHO2CCH=CHC6H4O-

C9H7O3  mw:163.040 Anion CAS: Z-1194041-27-4 fg:33 cnt:8506

HOF(AH)= -98.2/3.0 GpAd 93SP     |

DacidS=20.0/2.0 CIDC | 

----

17HEN/DIV    Datum: EA=2.92(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

13GUE/BAE    Datum: DacidG= 318.7/2.1 CIDC | HOF(A-)=-139.2/3.7 Acid p:5

DacidH(AH)= 324.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pvco2pho.zaf]

CBS-QB3    |-128.1 |335.5|328.2|      |-97.8  |       |24.2|     

G3MP2B3    |-130.8 |335.8|328.6| 3.183|-99.4  |-57.3  |24.1|94.2 

G3MP2B3+   |-131.1 |335.7|328.4| 3.191|-99.6  |-57.4  |24.4|94.3 

G4MP2      |-128.9 |335.8|328.6|      |-97.5  |       |24.2|     

M062X/Def2T|-132.8 |334.1|326.9| 3.097|-102.2 |-61.2  |24.1|93.1 

B3/6-311++G|-99.5  |330.3|323.0| 3.126|-62.6  |-27.4  |24.5|87.3 

++++++++++++++++++++++++++++++++

3,4-diOH-PhCH=CHCO2-(caffeate)

C9H7O4  mw:179.035 Anion CAS: Z-18736-54-4 fg:35 cnt:8505

HOF(AH)= -140.3/3.0 GpAd 93SP    |

DacidS=23.3/2.0 CIDC | 

----

13GUE/BAE    Datum: DacidG= 332.2/2.0 CIDC | HOF(A-)=-166.8/3.7 Acid p:8

DacidH(AH)= 339.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oh2phvco.zaf]

CBS-QB3    |-165.5 |342.2|333.5|      |-142.0 |       |29.5|     

G3MP2B3    |-166.1 |343.0|334.4| 3.549|-142.0 |-84.5  |29.0|109.6

G4MP2      |-163.8 |342.9|334.4| 3.351|-139.5 |-86.7  |28.5|104.9

M062X/Def2T|-166.3 |344.2|335.5| 3.534|-145.8 |-84.9  |29.1|113.0

B3/6-311++G|-125.8 |342.4|333.9| 3.337|-100.9 |-49.0  |28.5|104.0

++++++++++++++++++++++++++++++++

pHO2CCH=CH,oOH-C6H3O-

C9H7O4  mw:179.035 Anion CAS: A-501-16-6 fg:33 cnt:8507

HOF(AH)= -140.3/3.0 GpAd 93SP    |

DacidS=20.4/2.0 CIDC | 

----

13GUE/BAE    Datum: DacidG= 317.3/2.2 CIDC | HOF(A-)=-182.6/3.8 Acid p:8

DacidH(AH)= 323.4/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vcohopho.zaf]

CBS-QB3    |-182.7 |325.0|318.5|      |-142.0 |       |22.0|     

G3MP2B3    |-183.7 |325.5|318.9| 3.043|-142.0 |-113.4 |21.9|80.6 

G3MP2B3+   |-184.0 |325.3|318.5| 3.053|-142.1 |-113.6 |22.8|80.6 

G4MP2      |-181.0 |325.7|319.1|      |-139.5 |       |22.1|     

M062X/Def2T|-186.4 |324.1|317.6| 2.893|-145.8 |-119.6 |21.7|78.3 

B3/6-311++G|-148.5 |319.7|312.9| 2.964|-100.9 |-80.1  |22.7|72.9 

++++++++++++++++++++++++++++++++

indene-.

C9H8  mw:116.063 Anion CAS: Z-39526-38-0 fg:104 cnt:378

HOF(A.)=  38.5/0.6  08ROU/TEM    |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.164(13) eV ECD  p:2

The stated EA is an upper limit: 89CHE/WEN;  Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.6 eV, unbound anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [indene.zzf]

CBS-QB3    |55.7   |     |     |-0.626|       |40.7   |    |     

G3MP2B3    |50.3   |     |     |-0.581|       |36.4   |    |     

G4MP2      |47.4   |     |     |-0.435|       |36.8   |    |     

M062X/Def2T|52.7   |     |     |-0.647|       |37.1   |    |     

++++++++++++++++++++++++++++++++

2,8,10-trioxaadamantyl-4,6-diCF3-4,6,9-triOH..Cl-

C9H8ClF6O6  mw:360.992

Core ion CAS: Z-16887-00-6 Solvent: 1620806-22-5 fg:482 cnt:8658

----

14SAM/WAN    Datum: EA=5.80(10) eV LPES p:9

DaffH(AH)=  50.4/2.3 dEA

Vertical Detachment Energy:6.05(10) eV.

++++++++++++++++++++++++++++++++

MeOH..pCl-C6H4CC-

C9H8ClO  mw:167.027

Core ion CAS: Z-884873-89-6 Solvent: 67-56-1 fg:284 cnt:7969

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 7.5 IMRE | HOF(A-)=17.9/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pclpahor.zcf]

G3MP2B3    |1.3    | 16.3|  8.9| 24.7|-47.8  |65.4   

G4MP2      |2.5    | 15.8|  8.3| 25.0|-47.8  |66.0   

M062X/Def2T|1.9    | 17.9|  9.2| 29.4|-46.6  |66.4   

B3/6-311++G|34.7   |     |     |     |       |       

++++++++++++++++++++++++++++++++

MeOH..mCl-C6H4CC-

C9H8ClO  mw:167.027

Core ion CAS: Z-884873-67-0 Solvent: 67-56-1 fg:284 cnt:7970

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 7.6 IMRE | HOF(A-)=17.5/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mclpahor.zcf]

G3MP2B3    |1.1    | 16.1|  8.7| 24.7|-47.8  |65.1   

G4MP2      |2.3    | 15.7|  8.1| 25.6|-47.8  |65.7   

M062X/Def2T|1.7    | 17.7|  8.9| 29.4|-46.6  |66.0   

B3/6-311++G|34.3   | 15.9|  9.1| 22.7|-43.7  |93.9   

++++++++++++++++++++++++++++++++

pCl-3,5-diMe-benzoate-

C9H8ClO2  mw:183.022 Anion CAS: A-90649-78-8 fg:35 cnt:11667

----

93MIS/KAN    Datum: DacidG= 332.4/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl35rba.zaf]

CBS-QB3    |-126.8 |337.0|329.2|      |-98.1  |       |25.9|     

G3MP2B3    |-126.9 |338.0|330.3| 3.752|-97.7  |-40.3  |25.9|109.5

G4MP2      |-125.9 |337.9|330.3|      |-96.7  |       |25.8|     

M062X/Def2T|-124.3 |338.0|330.3| 3.795|-97.6  |-36.8  |25.8|113.0

B3/6-311++G|-85.2  |336.5|328.7| 3.585|-54.4  |-2.5   |26.1|104.0

++++++++++++++++++++++++++++++++

MeOH..mF-C6H4CC-

C9H8FO  mw:151.056

Core ion CAS: Z-884873-65-8 Solvent: 67-56-1 fg:284 cnt:7968

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 8.1 IMRE p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mfpahor.zcf]

G3MP2B3    |-37.2  | 16.3|  9.3| 23.4|-47.8  |26.9   

G4MP2      |-35.3  | 15.8|  8.5| 24.5|-47.8  |28.3   

M062X/Def2T|-37.7  | 18.0| 10.8| 24.0|-46.6  |26.9   

B3/6-311++G|-7.3   | 16.1|  9.4| 22.6|-43.7  |52.5   

++++++++++++++++++++++++++++++++

pMe-C6H4S(=NSO2CF3)2NH-

C9H8F6N3O4S3  mw:431.959 Anion CAS: A-156427-98-4 fg:49 cnt:5059

DacidS=25.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 298.8/2.0 IMRE p:9

DacidH(AH)= 306.3/2.2 G+TS

----

01KOP/KOP    Datum: DacidG= 299.7/2.0 IMRE p:7

DacidH(AH)= 307.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tlsntf2n.zaf]

G3MP2B3    |-408.8 |305.0|297.7|      |-346.6 |       |24.5|     

M062X/Def2T|-406.9 |304.9|298.1|      |-347.1 |       |22.7|     

B3/6-311++G|-213.9 |305.7|297.9| 5.133|-152.3 |-98.0  |26.1|106.4

++++++++++++++++++++++++++++++++

1,3-cyclohexadiene..Fe(CO)3-

C9H8FeO3  mw:219.983

Core ion CAS: Z-53221-56-0 Solvent: 592-57-4 fg:22 cnt:3355

HOF(solv)=  25.4/0.2 neut 94PED/   

----

93SHA/KEB    Datum: EA=0.763(87) eV [17.6(20) kcal] p:8

.DELTA.eaG(373 K)= -22.0 kcal/mol; .DELTA.eaS=-11.4 eu.

++++++++++++++++++++++++++++++++

pMe-C6H4CHCN-

C9H8N  mw:130.066 Anion CAS: Z-64764-31-4 fg:67 cnt:761

HOF(A.)=  65.9/2.2 D+AH          | BDE(A-H)= 81.5/2.0 SDEA 88BOR/CHE2

HOF(AH)=  36.5/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=93.8/3.2 Acid |  S(AH)=97.8/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 345.0/2.0 IMRE | HOF(A-)=22.4/2.4 Acid p:9

DacidH(AH)= 351.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prphxcn.zaf]

CBS-QB3    |28.3   |352.4|345.9| 1.876|41.7   |71.5   |21.6|81.9 

G3MP2B3    |22.8   |352.6|346.4| 2.053|37.4   |70.2   |21.0|84.9 

G4MP2      |23.5   |352.7|346.4| 1.921|38.0   |67.8   |21.0|81.9 

M062X/Def2T|22.4   |349.4|342.6| 1.954|37.7   |67.4   |22.7|81.8 

B3/6-311++G|48.5   |348.1|342.1| 1.895|67.7   |92.1   |20.0|76.6 

++++++++++++++++++++++++++++++++

mMe-C6H4CHCN-

C9H8N  mw:130.066 Anion CAS: Z-42117-18-0 fg:67 cnt:2130

HOF(A.)=  66.5/2.2 D+AH          | BDE(A-H)= 82.1/2.0 SDEA 88BOR/CHE2

HOF(AH)=  36.5/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=95.2/3.2 Acid |  S(AH)=99.2/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 344.2/2.0 IMRE | HOF(A-)=21.6/2.4 Acid p:9

DacidH(AH)= 350.8/2.2 G+TS EA(ev)= 1.949

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mrphxcn.zaf]

CBS-QB3    |27.2   |351.4|345.6| 1.937|41.5   |71.8   |19.5|82.4 

G3MP2B3    |21.5   |351.5|345.2| 2.117|37.2   |70.3   |21.2|85.2 

G4MP2      |22.1   |351.5|345.2| 1.987|37.8   |67.9   |21.2|82.2 

M062X/Def2T|21.1   |348.3|341.5| 2.026|37.5   |67.8   |22.6|82.4 

B3/6-311++G|47.4   |347.2|341.6| 1.959|67.5   |92.5   |18.6|77.1 

++++++++++++++++++++++++++++++++

mOMe-C6H4CHCN-

C9H8NO  mw:146.061 Anion CAS: Z-64764-33-6 fg:67 cnt:2131

HOF(A.)=  36.8/2.2 D+AH          | BDE(A-H)= 81.8/2.0 SDEA 88BOR/CHE2

HOF(AH)=   7.1/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=104.6/3.2 Acid |  S(AH)=108.6/1.0 GpAd 93SP

----

87TAF/TOP    Datum: DacidG= 342.7/2.0 IMRE | HOF(A-)=-9.3/2.4 Acid p:9

DacidH(AH)= 349.3/2.2 G+TS EA(ev)= 2.001

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [morphxcn.zaf]

CBS-QB3    |-4.4   |350.3|344.1|      |11.1   |       |20.8|     

G3MP2B3    |-8.5   |350.5|343.7| 2.158|8.2    |41.2   |22.8|85.1 

G3MP2B3+   |-8.8   |350.4|344.6| 2.163|8.0    |41.1   |19.6|85.1 

G4MP2      |-7.2   |350.5|343.6| 2.006|9.5    |39.0   |23.1|81.6 

M062X/Def2T|-11.9  |347.2|340.0| 2.080|5.6    |36.0   |24.0|82.5 

B3/6-311++G|20.9   |346.2|339.7| 2.005|42.0   |67.1   |21.7|77.2 

++++++++++++++++++++++++++++++++

pOMe-C6H4CHCN-

C9H8NO  mw:146.061 Anion CAS: Z-64764-34-7 fg:67 cnt:765

HOF(A.)=  35.5/2.2 D+AH          | BDE(A-H)= 80.5/2.0 SDEA 88BOR/CHE2

HOF(AH)=   7.1/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=104.6/3.2 Acid |  S(AH)=108.6/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 345.0/2.0 IMRE | HOF(A-)=-7.0/2.4 Acid p:9

DacidH(AH)= 351.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [porphxcn.zaf]

CBS-QB3    |-1.0   |353.7|346.8|      |11.0   |       |23.2|     

G3MP2B3    |-4.6   |354.3|347.4| 1.950|8.2    |40.1   |23.1|84.0 

G3MP2B3+   |-4.9   |354.3|347.8| 1.957|8.0    |40.0   |21.9|84.2 

G4MP2      |-3.2   |354.4|347.3| 1.797|9.5    |38.0   |23.7|80.6 

M062X/Def2T|-7.7   |351.3|342.9| 1.843|5.8    |34.5   |28.1|80.9 

B3/6-311++G|24.4   |349.7|343.6| 1.799|41.9   |65.7   |20.6|75.8 

++++++++++++++++++++++++++++++++

pCN-3,5-diMe-phenoxide-

C9H8NO  mw:146.061 Anion CAS: A-58537-99-8 fg:33 cnt:11665

----

93MIS/KAN    Datum: DacidG= 329.5/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cn35ryo.zaf]

CBS-QB3    |-39.7  |333.8|326.5| 2.909|-7.7   |27.4   |24.4|87.3 

G3MP2B3    |-43.6  |334.3|327.1| 3.130|-10.7  |28.6   |24.3|91.4 

G4MP2      |-42.4  |334.2|326.9| 2.971|-9.4   |26.2   |24.4|87.7 

M062X/Def2T|-41.5  |333.1|325.8| 3.047|-9.9   |28.8   |24.5|90.8 

B3/6-311++G|-12.5  |331.2|323.9| 2.978|23.6   |56.2   |24.6|84.8 

++++++++++++++++++++++++++++++++

MeOH..pNO2-C6H4CC-

C9H8NO3  mw:178.051

Core ion CAS: Z-186182-76-3 Solvent: 67-56-1 fg:284 cnt:7972

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 3.1 IMRE | HOF(A-)=14.0/3.0 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [niphccor.zcf]

G3MP2B3    |-2.1   | 14.9|  8.2| 22.5|-47.8  |60.7   

M062X/Def2T|-1.5   | 16.0|  7.4| 28.7|-46.6  |61.1   

B3/6-311++G|27.9   | 13.8|  8.1| 19.4|-43.7  |85.4   

++++++++++++++++++++++++++++++++

pNO2-3,5-diMe-benzoate-

C9H8NO4  mw:194.046 Anion CAS: A-3095-38-3 fg:35 cnt:11669

----

93MIS/KAN    Datum: DacidG= 327.3/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni35rba.zaf]

CBS-QB3    |-126.7 |331.6|324.7|      |-92.6  |       |23.4|     

G3MP2B3    |-124.7 |332.9|325.7| 3.989|-90.3  |-32.4  |23.9|110.0

G4MP2      |-123.2 |332.9|325.8|      |-88.8  |       |23.5|     

M062X/Def2T|-120.9 |331.4|324.0|      |-87.6  |       |24.8|     

B3/6-311++G|-83.7  |329.9|322.8| 3.895|-46.3  |6.4    |23.9|104.8

++++++++++++++++++++++++++++++++

2,6-diMe-4-CN-nitrobenzene-.

C9H8N2O2  mw:176.059 Anion CAS: Z-34496-09-8 fg:107 cnt:3951

HOF(A.)=  33.9/3.0 Est1 93ACR/TUC|

----

93MIS/KAN2   Datum: EA=1.41(9) eV IMRE [32.6(20) kcal] | HOF(A-)=1.3/3.6 R-EA p:8

.DELTA.eaG(343 K) = -32.3 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

99HUH/KAN    Datum: EA=1.38(9) eV IMRE [31.9(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r4cnnb.zzf]

CBS-QB3    |-1.0   |     |     | 1.454|       |32.6   |    |     

G3MP2B3    |3.2    |     |     | 1.254|       |32.2   |    |     

G3MP2B3+   |2.7    |     |     | 1.253|       |31.7   |    |     

G4MP2      |-0.3   |     |     | 1.460|       |33.5   |    |     

M062X/Def2T|-1.1   |     |     | 1.553|       |34.7   |    |     

B3/6-311++G|29.6   |     |     | 1.758|       |70.3   |    |     

++++++++++++++++++++++++++++++++

PhCH=CHCHO-.

C9H8O  mw:132.058 Anion CAS: Z-52021-90-6 fg:109 cnt:393

HOF(A.)=   4.9/1.0 GpAd 93SP     | | S(A.)=98.3/1.0  93SP

----

67WEN/CHE    Datum: EA=0.823(43) eV ECD  | HOF(A-)=-14.1/1.4 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phvcho.zzf]

CBS-QB3    |-12.1  |     |     | 0.849|       |7.4    |    |     

G3MP2B3    |-14.3  |     |     | 0.783|       |3.7    |    |     

G3MP2B3+   |-14.4  |     |     | 0.782|       |3.6    |    |     

G4MP2      |-17.1  |     |     | 0.943|       |4.6    |    |     

M062X/Def2T|-17.5  |     |     | 0.926|       |3.9    |    |     

B3/6-311++G|6.5    |     |     | 1.105|       |31.9   |    |     

++++++++++++++++++++++++++++++++

pCO2Me-benzaldehyde-.

C9H8O3  mw:164.048 Anion CAS: Z-34538-77-7 fg:109 cnt:3444

HOF(A.)= -95.4/1.0 GpAd 93SP     | | S(A.)=116.5/1.0  93SP

----

99HUH/KAN    Datum: EA=1.05(9) eV IMRE [24.2(20) kcal] p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=1.16(9) eV IMRE [26.7(20) kcal] p:8

.DELTA.eaG(343 K)=-25.5 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pephcho.zzf]

CBS-QB3    |-120.8 |     |     | 1.078|       |-96.0  |    |     

G3MP2B3    |-119.8 |     |     | 1.026|       |-96.2  |    |     

G3MP2B3+   |-120.0 |     |     | 1.029|       |-96.3  |    |     

G4MP2      |-122.7 |     |     | 1.237|       |-94.2  |    |     

M062X/Def2T|-125.5 |     |     | 1.144|       |-99.1  |    |     

B3/6-311++G|-90.3  |     |     | 1.346|       |-59.3  |    |     

++++++++++++++++++++++++++++++++

1-Ph-cyclopropanide-

C9H9  mw:117.071 Anion CAS: Z-88377-54-2 fg:74 cnt:794

HOF(A.)=  76.9/2.9 D+AH          | BDE(A-H)= 91.6/4.2 D-EA 16FAT/LIS 

HOF(AH)=  36.0/0.2  82FUC/HAL    |

DacidS=22.7/3.0 Stat |  S(A-)=84.1/3.2 Acid |  S(AH)=87.4/1.0 GpAd 93SP

----

16FAT/LIS    Datum: DacidG= 380.9/0.6 kfkr | HOF(A-)=58.0/1.1 Acid p:8

DacidH(AH)= 387.7/1.1 G+TS

----

16FAT/LIS    Datum: EA=0.759(121) eV [17.5(28) kcal] p:8

----

93CHO/DAH    Datum: DacidG= 382.1/3.0 IMRB p:7

DacidH(AH)= 388.9/3.1 G+TS

Between water, furan.

----

84AND/DEP    Datum: DacidG= 384.0/3.0 IMRB p:6

DacidH(AH)= 390.8/3.1 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

94PEE/DEK    Datum: DacidG= 373.1 IMRE p:4

Reported as 4 kJ/mol stronger than MeOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcpr.zaf]

CBS-QB3    |63.4   |388.3|381.0|      |40.8   |       |24.6|     

G3MP2B3    |57.6   |387.6|381.1| 1.165|37.1   |84.5   |21.8|99.4 

G3MP2B3+   |56.9   |387.2|380.0| 1.189|36.9   |84.4   |24.1|99.5 

G4MP2      |57.6   |387.7|380.5| 1.045|37.1   |81.7   |24.0|96.7 

M062X/Def2T|56.0   |386.7|379.6| 0.945|34.0   |77.9   |23.8|96.0 

B3/6-311++G|83.9   |384.9|377.9| 0.934|66.3   |105.5  |23.4|91.3 

++++++++++++++++++++++++++++++++

CH2=C(Ph)CH2-

C9H9  mw:117.071 Anion CAS: Z-78427-91-5 fg:81 cnt:840

HOF(AH)=  27.0/1.0  69BEN/CRU    |

DacidS=22.0/3.0 Stat |  S(A-)=85.7/3.6 Acid |  S(AH)=89.7/2.0 GpAd 93SP

----

84BAR/BUR    Datum: DacidG= 379.0/5.5 IMRB | HOF(A-)=46.9/5.7 Acid p:6

DacidH(AH)= 385.6/5.6 G+TS

Between H2O, MeOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phvj.zaf]

G3MP2B3    |42.3   |383.4|376.2| 0.920|26.1   |63.5   |24.1|89.5 

G3MP2B3+   |41.4   |382.7|375.0| 0.951|25.9   |63.1   |26.0|89.3 

M062X/Def2T|46.3   |383.4|375.7| 0.769|27.6   |63.8   |25.8|88.3 

B3/6-311++G|69.8   |382.0|374.3| 0.796|55.1   |88.0   |26.0|85.0 

++++++++++++++++++++++++++++++++

CH2=CHCH(Ph)-

C9H9  mw:117.071 Anion CAS: Z-55648-04-9 fg:74 cnt:2746

HOF(A.)=  59.4/3.3 D+AH          | BDE(A-H)= 78.9/4.6 D-EA           

HOF(AH)=  32.6/2.0 GpAd 93SP     |

DacidS=22.1/1.0 Stat |  S(A-)=90.5/1.4 Acid |  S(AH)=94.4/1.0 GpAd 93SP

----

02GLA/ECK    Datum: DacidG= 361.5/2.1 IMRE | HOF(A-)=35.0/2.9 Acid p:9

DacidH(AH)= 368.1/2.1 G+TS

----

02GLA/ECK    Datum: EA=1.06(7) eV IMRB p:8

Between PhNO2, SO2.

----

91DAH/KAS    Datum: DacidG= 361.5/4.5 IMRB p:8

DacidH(AH)= 368.1/4.5 G+TS

Between Et2NOH, Me2CH=NOH. Reprotonation site uncertain.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1phallyl.zaf]

CBS-QB3    |35.6   |370.9|364.4| 1.141|30.4   |61.8   |21.8|83.5 

G3MP2B3    |28.8   |369.8|362.5| 1.369|26.1   |60.2   |24.8|86.2 

G3MP2B3+   |28.6   |369.8|362.8| 1.375|25.9   |60.2   |23.6|86.3 

G4MP2      |29.0   |369.6|363.0| 1.246|26.5   |57.6   |22.2|83.2 

M062X/Def2T|29.9   |367.7|360.6| 1.216|26.9   |57.8   |23.8|83.0 

B3/6-311++G|52.6   |367.0|360.0| 1.194|52.9   |80.0   |23.6|79.2 

++++++++++++++++++++++++++++++++

(HCN)9..Cl-

C9H9ClN9  mw:278.067 fg:482 cnt:3858

HOF(solv)=  31.6/1.0 neut 89GUR/VEY

----

88MEO/CYB    Datum: DaffG= 0.1/2.2 TDAs | HOF(A-)=178.4/4.2 AfIN p:8

DaffH(X..Y-)= 7.5/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

Cl-triMe-p-benzoquinone-.

C9H9ClO2  mw:184.030 Anion CAS: N-51028-70-7 fg:113 cnt:1127

HOF(A.)= -58.0/4.0 Est1          |

----

85FUK/MCI    Datum: EA=1.95(5) eV IMRE [45.0(11) kcal] | HOF(A-)=-103.0/4.2 R-EA p:9

.DELTA.eaG(355 K) = -43.8 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r3clpbq.zzf]

CBS-QB3    |-111.9 |     |     | 2.059|       |-64.2  |    |     

G3MP2B3    |-110.4 |     |     | 1.972|       |-64.8  |    |     

G3MP2B3+   |-110.9 |     |     | 1.978|       |-65.1  |    |     

G4MP2      |-113.4 |     |     | 2.171|       |-63.2  |    |     

M062X/Def2T|-112.3 |     |     | 2.078|       |-64.2  |    |     

B3/6-311++G|-72.7  |     |     | 2.210|       |-21.5  |    |     

++++++++++++++++++++++++++++++++

(MeO2C)2CHCH2C(SO2CF3)2-

C9H9F6O8S2  mw:422.965 Anion CAS: A-68838-16-4 fg:72 cnt:8928

----

15ZHA/SON    Datum: DacidG= 299.6/2.0 IMRE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [e2xjctf2.zaf]

G3MP2B3    |-663.0 |303.1|296.4|      |-598.9 |       |22.3|     

B3/6-311++G|-490.4 |305.6|298.8| 4.569|-428.6 |-387.7 |22.8|93.1 

++++++++++++++++++++++++++++++++

2,6-diMe-4-CHO-nitrobenzene-.

C9H9NO3  mw:179.059 Anion CAS: N-18515-18-9 fg:107 cnt:3950

HOF(A.)= -26.5/3.0 Est1 93ACR/TUC|

----

93MIS/KAN2   Datum: EA=1.37(9) eV IMRE [31.7(20) kcal] | HOF(A-)=-58.2/3.6 R-EA p:8

.DELTA.eaG(343 K) = -31.4 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

99HUH/KAN    Datum: EA=1.37(9) eV IMRE [31.5(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r4alnb.zzf]

CBS-QB3    |-63.2  |     |     | 1.446|       |-29.5  |    |     

G3MP2B3    |-57.8  |     |     | 1.256|       |-28.6  |    |     

G3MP2B3+   |-58.3  |     |     | 1.250|       |-29.2  |    |     

G4MP2      |-61.9  |     |     | 1.478|       |-27.6  |    |     

M062X/Def2T|-62.1  |     |     | 1.543|       |-26.4  |    |     

B3/6-311++G|-30.7  |     |     | 1.786|       |10.7   |    |     

++++++++++++++++++++++++++++++++

pCN-3,5-diMe-anilide-

C9H9N2  mw:145.077 Anion CAS: A-114820-10-9 fg:47 cnt:11671

----

93MIS/KAN    Datum: DacidG= 344.3/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cn35rynh.zaf]

CBS-QB3    |20.8   |351.1|344.1|      |35.4   |       |23.7|     

G3MP2B3    |15.6   |350.8|343.7| 2.578|32.0   |75.1   |23.6|95.2 

G4MP2      |16.2   |350.7|343.7|      |32.7   |       |23.6|     

M062X/Def2T|18.9   |350.7|343.5| 2.470|32.9   |75.9   |23.9|95.1 

B3/6-311++G|44.5   |350.1|342.9| 2.399|61.7   |99.9   |24.1|90.3 

++++++++++++++++++++++++++++++++

(CH2=CHCN)3-.

C9H9N3  mw:159.080 fg:302 cnt:9600

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

95FUK/TSU    Datum: EA=0.90(5) eV LPES p:8

DaffH(AH)=  6.9/1.6 dEA

The stated EA is the Vertical Detachment Energy. The trimer appears to be cyclic: 96FUK/TSU.

++++++++++++++++++++++++++++++++

(CH2=CHCN)3..Na-

C9H9N3Na  mw:182.070 fg:201 cnt:9608

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

03OHS/MIS    Datum: EA=1.40(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeCH=C(Ph)O-

C9H9O  mw:133.066 Anion CAS: Z-77504-28-0 fg:64 cnt:736

HOF(A.)=   9.9/2.1 D+AH          | BDE(A-H)= 88.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -26.0/0.5  94PED/       |

DacidS=22.0/2.0 Stat |  S(A-)=95.1/2.8 Acid |  S(AH)=99.1/2.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 353.9/2.0 IMRE | HOF(A-)=-31.2/2.1 Acid p:9

DacidH(AH)= 360.5/2.1 G+TS EA(ev)= 1.784

----

78CUM/KEB    Datum: DacidG= 354.1/2.0 IMRE p:8

DacidH(AH)= 360.7/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rxcoph-z.zaf]

CBS-QB3    |-28.3  |360.2|352.4| 2.042|-22.8  |18.7   |26.1|93.6 

G3MP2B3    |-32.2  |360.5|352.7| 2.085|-25.5  |15.8   |26.0|93.4 

G3MP2B3+   |-32.4  |360.5|351.1| 2.085|-25.7  |15.5   |31.6|93.3 

G4MP2      |-31.3  |360.5|352.8| 1.931|-24.6  |13.2   |25.7|89.9 

M062X/Def2T|-30.0  |360.4|352.3| 1.918|-25.7  |14.1   |27.2|91.9 

B3/6-311++G|-2.7   |359.1|349.5| 1.963|5.5    |42.4   |32.1|89.0 

++++++++++++++++++++++++++++++++

PhCH=C(Me)O-

C9H9O  mw:133.066 Anion CAS: Z-34438-76-1 fg:63 cnt:737

HOF(A.)=   6.8/2.1 D+AH          | BDE(A-H)= 83.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -24.1/0.5  94PED/       |

DacidS=19.0/3.0 Stat |  S(A-)=94.4/3.2 Acid |  S(AH)=101.4/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 344.5/2.0 IMRE | HOF(A-)=-39.6/2.3 Acid p:9

DacidH(AH)= 350.2/2.2 G+TS EA(ev)= 2.014

----

78CUM/KEB    Datum: DacidG= 345.4/2.0 IMRE p:8

DacidH(AH)= 351.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phxac-z.zaf]

G3MP2B3    |-42.6  |350.4|344.0| 2.218|-25.8  |8.7    |21.3|86.5 

G3MP2B3+   |-42.9  |350.3|344.2| 2.221|-26.0  |8.5    |20.4|86.6 

G4MP2      |-41.8  |350.5|344.0| 2.074|-25.1  |6.1    |21.7|83.3 

M062X/Def2T|-41.8  |348.7|342.1| 2.064|-25.7  |6.0    |21.9|83.8 

B3/6-311++G|-15.0  |346.7|340.6| 2.044|5.6    |32.3   |20.5|78.9 

++++++++++++++++++++++++++++++++

pCOMe-C6H4CH2-

C9H9O  mw:133.066 Anion CAS: Z-924657-99-8 fg:74 cnt:801

HOF(AH)= -28.9/1.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat |  S(A-)=94.5/2.2 Acid |  S(AH)=98.1/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 354.9/2.0 IMRE | HOF(A-)=-33.0/2.3 Acid p:9

DacidH(AH)= 361.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pacphj.zaf]

CBS-QB3    |-28.9  |363.8|357.4|      |-26.9  |       |21.5|     

G3MP2B3    |-34.0  |362.7|356.3| 1.903|-29.5  |9.8    |21.7|91.5 

G3MP2B3+   |-34.4  |362.6|356.0| 1.912|-29.8  |9.6    |22.0|91.5 

G4MP2      |-33.2  |362.8|356.8| 1.754|-28.8  |7.2    |20.2|88.1 

M062X/Def2T|-32.6  |361.7|355.6| 1.753|-29.6  |7.7    |20.6|89.5 

B3/6-311++G|-5.8   |360.3|353.9| 1.777|1.1    |35.0   |21.5|86.1 

++++++++++++++++++++++++++++++++

MeOH..PhCC-

C9H9O  mw:133.066

Core ion CAS: Z-20404-08-4 Solvent: 67-56-1 fg:284 cnt:1545

HOF(solv)= -48.1/0.1 neut 94PED/   

----

99CHA/BRA    Datum: DaffG= 11.0/2.0 IMRE p:8

DaffH(X..Y-)= 21.5/2.0 G+TS

----

84CAL/ROZ #  Datum: DaffG= 12.7/2.0 IMRE | HOF(A-)=8.6/3.1 AfIN p:8

DaffH(X..Y-)= 21.4/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phcchor.zcf]

G3MP2B3    |12.7   | 16.8|  9.2| 25.5|-47.8  |77.3   

G3MP2B3+   |12.6   | 16.7|  9.8| 23.1|-47.9  |77.2   

G4MP2      |13.8   | 16.4|  9.0| 24.8|-47.8  |77.9   

M062X/Def2T|14.3   | 18.7|  9.9| 29.5|-46.6  |79.6   

B3/6-311++G|40.2   | 16.7|  9.9| 23.0|-43.7  |100.6  

++++++++++++++++++++++++++++++++

1-indanoxide-

C9H9O  mw:133.066 Anion CAS: Z-1293988-08-5 fg:30 cnt:11584

----

22TRI/FIE    Datum: EA=2.21(1) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1indano.zaf]

CBS-QB3    |35.5   |361.3|353.7| 2.359|40.0   |89.8   |25.6|101.9

G3MP2B3    |31.3   |364.1|356.5| 2.405|34.3   |86.6   |25.6|104.4

G4MP2      |31.8   |361.8|354.2| 2.233|37.2   |83.2   |25.6|98.1 

M062X/Def2T|33.5   |362.5|355.2| 2.142|35.7   |83.0   |24.6|99.4 

B3/6-311++G|66.0   |358.7|351.3| 2.241|74.6   |117.7  |24.8|95.2 

++++++++++++++++++++++++++++++++

PhCH(Me)CO2-

C9H9O2  mw:149.061 Anion CAS: Z-39192-74-0 fg:34 cnt:2183

HOF(A.)= -22.4/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -83.3/1.0 GpAd 93SP     |

DacidS=23.5/3.0 Stat |  S(A-)=102.9/3.2 Acid |  S(AH)=105.4/1.0 GpAd 93SP

----

89CAL/REN    Datum: DacidG= 334.6/2.0 IMRE | HOF(A-)=-107.4/2.4 Acid p:9

DacidH(AH)= 341.6/2.2 G+TS EA(ev)= 3.686

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phxrco2.zaf]

CBS-QB3    |-106.4 |340.7|333.4|      |-81.4  |       |24.2|     

G3MP2B3    |-108.7 |341.5|334.6| 2.333|-83.1  |-53.6  |23.3|81.6 

G3MP2B3+   |-109.0 |341.5|333.9| 2.366|-83.3  |-53.1  |25.3|82.3 

G4MP2      |-107.6 |341.5|334.2| 2.150|-81.9  |-56.7  |24.6|77.4 

M062X/Def2T|-106.2 |341.7|334.1| 2.137|-83.2  |-55.9  |25.4|79.5 

B3/6-311++G|-73.2  |339.3|331.8| 2.131|-45.3  |-24.9  |25.1|72.5 

++++++++++++++++++++++++++++++++

2,6-diMe-benzoate-

C9H9O2  mw:149.061 Anion CAS: Z-83198-09-8 fg:35 cnt:3377

HOF(A.)= -24.2/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -81.6/0.4  84COL/JIM    |

DacidS=23.5/2.0 Stat | 

----

93DEC/ERT    Datum: DacidG= 331.4/2.0 IMRE | HOF(A-)=-108.9/2.1 Acid p:8

DacidH(AH)= 338.4/2.1 G+TS EA(ev)= 3.673

Relative to benzoate at 333.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r2ba.zaf]

CBS-QB3    |-110.6 |337.3|329.7|      |-82.2  |       |25.6|     

G3MP2B3    |-112.5 |338.3|330.2| 3.637|-83.6  |-28.9  |27.0|106.9

G3MP2B3+   |-113.3 |338.0|329.4| 3.666|-84.1  |-29.1  |28.5|107.1

G4MP2      |-111.4 |338.3|330.6| 3.477|-82.6  |-31.4  |26.0|103.3

M062X/Def2T|-110.5 |338.8|330.4| 3.654|-84.6  |-26.5  |28.3|110.2

B3/6-311++G|-76.9  |336.5|328.1| 3.476|-46.1  |3.0    |28.2|101.3

++++++++++++++++++++++++++++++++

CH2=C(C6H4-mOMe)O-

C9H9O2  mw:149.061 Anion CAS: Z-174307-25-6 fg:64 cnt:735

HOF(A.)= -14.4/2.2 D+AH          | BDE(A-H)= 96.0/2.0 Est2 01BOU/CHA 

HOF(AH)= -58.3/1.0 GpAd 93SP     |

DacidS=22.8/2.0 Stat |  S(A-)=105.7/2.2 Acid |  S(AH)=108.9/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 353.9/2.0 IMRE | HOF(A-)=-63.3/2.3 Acid p:9

DacidH(AH)= 360.7/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [morphcoj.zaf]

CBS-QB3    |-60.9  |362.3|355.0| 2.104|-57.4  |-12.2  |24.4|97.3 

G3MP2B3    |-63.6  |361.9|353.9| 2.181|-58.3  |-13.2  |26.8|97.2 

G3MP2B3+   |-63.8  |361.9|354.5| 2.180|-58.5  |-13.5  |24.8|97.2 

G4MP2      |-62.0  |362.0|354.7| 2.003|-56.8  |-15.7  |24.6|93.2 

M062X/Def2T|-63.4  |362.4|354.9| 1.986|-61.1  |-17.5  |25.0|95.7 

B3/6-311++G|-29.5  |361.6|354.3| 2.034|-23.8  |17.5   |24.6|93.4 

++++++++++++++++++++++++++++++++

2,3-diMe-benzoate-

C9H9O2  mw:149.061 Anion CAS: Z-106145-29-3 fg:35 cnt:3374

HOF(A.)= -28.9/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -86.3/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat |  S(A-)=101.9/2.2 Acid |  S(AH)=104.4/1.0 GpAd 93SP

----

93DEC/ERT    Datum: DacidG= 332.1/2.0 IMRE | HOF(A-)=-112.9/2.3 Acid p:8

DacidH(AH)= 339.1/2.1 G+TS EA(ev)= 3.642

Relative to benzoate at 333.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [23r2ba.zaf]

CBS-QB3    |-109.1 |340.1|332.4|      |-83.4  |       |25.8|     

G3MP2B3    |-111.0 |341.1|333.9| 3.543|-84.9  |-29.1  |24.5|107.9

G3MP2B3+   |-111.8 |340.4|332.8| 3.576|-85.1  |-29.3  |25.5|107.8

G4MP2      |-109.6 |341.3|333.1| 3.378|-83.7  |-31.6  |27.5|104.3

M062X/Def2T|-109.2 |341.2|333.4| 3.596|-85.7  |-26.4  |26.3|111.4

B3/6-311++G|-75.6  |339.4|332.1| 3.374|-47.7  |2.3    |24.5|102.1

++++++++++++++++++++++++++++++++

2,4-diMe-benzoate-

C9H9O2  mw:149.061 Anion CAS: Z-83198-10-1 fg:35 cnt:3375

HOF(A.)= -29.5/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -86.9/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat |  S(A-)=102.1/2.2 Acid |  S(AH)=104.6/1.0 GpAd 93SP

----

93DEC/ERT    Datum: DacidG= 332.9/2.0 IMRE | HOF(A-)=-112.7/2.3 Acid p:8

DacidH(AH)= 339.9/2.1 G+TS EA(ev)= 3.607

Relative to benzoate at 333.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [24r2ba.zaf]

CBS-QB3    |-110.3 |340.9|333.1|      |-85.4  |       |26.1|     

G3MP2B3    |-112.2 |341.9|334.2| 3.527|-86.9  |-30.8  |25.9|108.2

G3MP2B3+   |-112.6 |341.6|333.6| 3.542|-87.1  |-31.0  |27.1|108.2

G4MP2      |-111.1 |341.7|333.9| 3.372|-85.7  |-33.3  |26.0|104.4

M062X/Def2T|-110.4 |342.2|335.1| 3.550|-88.0  |-28.4  |24.0|111.7

B3/6-311++G|-76.9  |341.1|332.7| 3.330|-50.7  |-0.2   |27.9|102.7

++++++++++++++++++++++++++++++++

2,5-diMe-benzoate-

C9H9O2  mw:149.061 Anion CAS: Z-106145-30-6 fg:35 cnt:3376

HOF(A.)= -29.5/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -86.9/1.0 GpAd 93SP     |

DacidS=23.5/2.0 Stat |  S(A-)=102.1/2.2 Acid |  S(AH)=104.6/1.0 GpAd 93SP

----

93DEC/ERT    Datum: DacidG= 332.5/2.0 IMRE | HOF(A-)=-113.1/2.3 Acid p:8

DacidH(AH)= 339.5/2.1 G+TS EA(ev)= 3.625

Relative to benzoate at 333.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [25r2ba.zaf]

CBS-QB3    |-110.4 |340.4|332.7|      |-85.0  |       |25.7|     

G3MP2B3    |-112.3 |341.4|333.5| 3.548|-86.5  |-30.4  |26.5|108.2

G3MP2B3+   |-112.7 |341.1|332.9| 3.561|-86.7  |-30.6  |27.5|108.1

G4MP2      |-111.1 |341.3|333.3|      |-85.3  |       |26.9|     

M062X/Def2T|-110.3 |341.8|334.5| 3.572|-87.5  |-27.8  |24.8|111.8

B3/6-311++G|-77.1  |340.4|332.0| 3.359|-50.1  |0.4    |28.1|102.6

++++++++++++++++++++++++++++++++

pCO2Me-C6H4CH2-

C9H9O2  mw:149.061 Anion CAS: A-99-75-2 fg:74 cnt:807

HOF(AH)= -74.7/1.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat |  S(A-)=105.7/2.2 Acid |  S(AH)=109.3/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 355.4/2.0 IMRE | HOF(A-)=-78.3/2.3 Acid p:9

DacidH(AH)= 362.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pco2rphj.zaf]

CBS-QB3    |-74.9  |365.7|359.2|      |-74.9  |       |21.7|     

G3MP2B3    |-78.3  |364.7|358.2| 1.841|-75.8  |-35.9  |21.8|92.0 

G3MP2B3+   |-78.6  |364.6|358.2| 1.851|-76.0  |-36.0  |21.5|92.1 

G4MP2      |-76.9  |364.7|358.2| 1.668|-74.5  |-38.5  |21.7|88.0 

M062X/Def2T|-79.9  |363.1|356.7| 1.692|-78.4  |-40.9  |21.5|89.6 

B3/6-311++G|-46.3  |362.4|356.1| 1.698|-41.4  |-7.2   |20.9|86.3 

++++++++++++++++++++++++++++++++

3,4-diMe-benzoate-

C9H9O2  mw:149.061 Anion CAS: Z-68570-52-5 fg:35 cnt:4185

HOF(A.)= -29.5/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -86.9/1.0 GpAd 93SP     |

DacidS=25.9/3.0 Calc |  S(A-)=105.8/3.2 Acid |  S(AH)=106.0/1.0 GpAd 93SP

----

96DEC/EXN    Datum: DacidG= 334.2/2.0 IMRE | HOF(A-)=-110.7/2.4 Acid p:9

DacidH(AH)= 341.9/2.2 G+TS EA(ev)= 3.520

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [34rba.zaf]

CBS-QB3    |-111.9 |341.1|333.5|      |-87.2  |       |25.5|     

G3MP2B3    |-113.6 |342.1|334.9| 3.558|-88.5  |-31.5  |24.0|109.1

G3MP2B3+   |-113.9 |342.0|334.3| 3.563|-88.7  |-31.7  |25.9|109.1

G4MP2      |-112.7 |342.0|334.4| 3.406|-87.5  |-34.1  |25.4|105.5

M062X/Def2T|-111.9 |342.6|335.2| 3.588|-89.7  |-29.0  |24.8|112.8

B3/6-311++G|-78.7  |341.1|333.4| 3.369|-52.5  |-0.9   |25.8|103.7

++++++++++++++++++++++++++++++++

3,5-diMe-benzoate-

C9H9O2  mw:149.061 Anion CAS: Z-106145-31-7 fg:35 cnt:4186

HOF(A.)= -29.7/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -87.1/0.4  87COL/ROU    |

DacidS=23.7/3.0 Stat | 

----

96DEC/EXN    Datum: DacidG= 333.8/2.0 IMRE | HOF(A-)=-111.9/2.2 Acid p:9

DacidH(AH)= 340.9/2.2 G+TS EA(ev)= 3.566

----

93MIS/KAN    Datum: DacidG= 336.7/2.0 IMRE p:7

DacidH(AH)= 343.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35r2ba.zaf]

CBS-QB3    |-111.8 |340.7|332.6|      |-86.7  |       |27.2|     

G3MP2B3    |-113.5 |341.6|334.9| 3.575|-88.0  |-31.0  |22.6|109.1

G3MP2B3+   |-113.8 |341.6|334.6| 3.579|-88.2  |-31.2  |23.4|109.1

G4MP2      |-112.6 |341.5|333.4|      |-86.8  |       |26.9|     

G4MP2      |-112.6 |341.4|333.2|      |-86.8  |       |27.7|     

M062X/Def2T|-111.4 |342.1|335.8| 3.606|-88.8  |-28.0  |21.4|112.9

B3/6-311++G|-79.2  |340.5|332.8| 3.391|-52.4  |-0.9   |26.0|103.6

++++++++++++++++++++++++++++++++

PhSO2-cyclopropanide-

C9H9O2S  mw:181.033 Anion CAS: Z-787511-73-3 fg:72 cnt:782

HOF(AH)= -38.3/1.0 GpAd 93SP     |

DacidS=21.3/1.0 Stat |  S(A-)=100.5/1.4 Acid |  S(AH)=105.2/1.0 GpAd 93SP

----

78CUM/KEB    Datum: DacidG= 354.9/2.0 IMRE | HOF(A-)=-42.7/2.3 Acid p:8

DacidH(AH)= 361.3/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phso2cpr.zaf]

CBS-QB3    |-27.6  |368.1|360.8|      |-30.0  |       |24.8|     

G3MP2B3    |-27.3  |368.3|361.0| 2.485|-28.5  |30.2   |24.7|110.8

G3MP2B3+   |-27.3  |368.3|360.9| 2.489|-28.4  |30.3   |24.8|110.8

G4MP2      |-30.5  |367.9|360.5| 2.290|-31.2  |22.6   |24.8|105.9

M062X/Def2T|-25.4  |368.3|361.1| 2.329|-29.0  |28.5   |24.3|109.6

B3/6-311++G|49.5   |369.2|361.7| 2.308|47.6   |102.9  |25.0|107.4

++++++++++++++++++++++++++++++++

PhCH2COMe..Cl-

C9H10ClO  mw:169.043

Core ion CAS: Z-16887-00-6 Solvent: 103-79-7 fg:482 cnt:1502

HOF(solv)= -24.1/0.5 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 10.7 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phjaccl.zcf]

G3MP2B3    |-98.9  | 17.0| 10.3| 22.7|-25.8  |-56.1  

G3MP2B3+   |-98.9  | 16.8| 10.0| 22.7|-26.0  |-56.1  

G4MP2      |-97.4  | 17.3| 10.3| 23.5|-25.1  |-55.0  

M062X/Def2T|-95.1  | 20.9| 13.4| 25.0|-25.7  |-48.4  

B3/6-311++G|-66.0  |  3.8|  8.0| 22.6|5.6    |-56.9  

++++++++++++++++++++++++++++++++

4-Cl-bicyclo[2.2.2]octene-CO2-

C9H10ClO2  mw:185.037 Anion CAS: A-14233-98-8 fg:38 cnt:1298

HOF(A.)= -35.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -96.0/2.0 Est1 94PED/   |

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 328.8/2.0 IMRE | HOF(A-)=-125.9/3.0 Acid p:9

DacidH(AH)= 335.8/2.2 G+TS EA(ev)= 3.937

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4cl222ea.zaf]

CBS-QB3    |-127.4 |335.6|328.2|      |-97.3  |       |24.9|     

G3MP2B3    |-128.1 |336.6|329.6|      |-97.6  |       |23.4|     

G3MP2B3+   |-128.4 |336.6|329.1|      |-97.7  |       |25.0|     

G4MP2      |-127.2 |336.6|329.2|      |-96.6  |       |24.8|     

M062X/Def2T|-122.6 |336.5|328.5| 4.406|-94.4  |-20.0  |26.7|126.5

B3/6-311++G|-75.4  |334.6|327.0|      |-42.8  |       |25.4|     

++++++++++++++++++++++++++++++++

MeSOMe..mCF3-nitrobenzene-.

C9H10F3NO3S  mw:269.034

Core ion CAS: Z-34526-71-1 Solvent: 67-68-5 fg:307 cnt:1971

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 7.1/2.0 TDAs | HOF(A-)=-227.8/3.0 AfIN p:7

DaffH(X..Y-)= 14.6/2.0 TDAs

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmmqnb.zcf]

G3MP2B3    |-227.3 | 15.8|  7.0| 29.6|-34.4  |-177.1 

M062X/Def2T|-234.4 | 16.3|  8.0| 27.8|-32.6  |-185.6 

B3/6-311++G|-169.7 | 13.9|  6.2| 25.8|-8.2   |-147.5 

++++++++++++++++++++++++++++++++

iPrNHCOC(CN)(CO2CH2CF3)-

C9H10F3N2O3  mw:251.065 Anion CAS: Z-771586-12-0 fg:66 cnt:6518

DacidS=27.3 Calc | 

----

04MIS/MAT    Datum: DacidG= 310.0/2.0 IMRE p:9

DacidH(AH)= 318.1 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [6518kbe.zaf]

G3MP2B3    |-314.6 |330.3|323.5|      |-277.7 |       |22.6|     

M062X/Def2T|-321.5 |330.3|323.1| 3.639|-287.1 |-236.2 |24.2|103.0

B3/6-311++G|-261.0 |329.1|321.8| 3.591|-222.8 |-180.8 |24.4|94.2 

++++++++++++++++++++++++++++++++

MeOH..mCF3-C6H4CH2O-

C9H10F3O2  mw:207.064

Core ion CAS: Z-907564-06-1 Solvent: 67-56-1 fg:232 cnt:7981

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 7.1 IMRE | HOF(A-)=-236.3/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mqbzor.zcf]

G3MP2B3    |-260.9 | 20.9| 12.0| 29.6|-47.8  |-192.2 

M062X/Def2T|-264.3 | 24.1| 15.5| 28.9|-46.6  |-193.6 

B3/6-311++G|-217.1 | 19.7| 11.8| 26.5|-43.7  |-153.8 

++++++++++++++++++++++++++++++++

MeOH..pCF3-C6H4CH2O-

C9H10F3O2  mw:207.064

Core ion CAS: Z-497914-60-0 Solvent: 67-56-1 fg:232 cnt:7982

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 6.6 IMRE | HOF(A-)=-236.9/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pqbzor.zcf]

G3MP2B3    |-261.4 | 21.0| 11.8| 30.8|-47.8  |-192.6 

M062X/Def2T|-264.9 | 24.1| 15.9| 27.5|-46.6  |-194.2 

B3/6-311++G|-217.8 | 19.7| 11.5| 27.3|-43.7  |-154.4 

++++++++++++++++++++++++++++++++

mCF3-C6H5SiMe2-

C9H10F3Si  mw:203.051 Anion CAS: A-19254-78-5 fg:59 cnt:5261

DacidS=26.0/3.0 Stat | 

----

01IRI/KIK    Datum: DacidG= 368.4/2.0 IMRE p:8

DacidH(AH)= 376.2/2.2 G+TS

The Hammett .rho. for ArSiH(Me)2 acidities in this work is only 1/3 that from composite computation methods(18BAR/), though the parent compound agrees well. Arylsilanes with EWGs are increasing too weak. - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqphsir2.zaf]

CBS-QB3    |-160.5 |371.6|364.1|      |-166.3 |       |25.3|     

G3MP2B3    |-161.8 |370.9|364.1| 1.584|-165.6 |-125.3 |22.8|92.4 

G3MP2B3+   |-162.1 |370.8|364.2| 1.588|-165.7 |-125.5 |22.1|92.3 

G4MP2      |-160.1 |371.0|364.3|      |-163.9 |       |22.6|     

M062X/Def2T|-161.6 |370.9|364.0| 1.361|-167.8 |-130.2 |23.2|89.8 

B3/6-311++G|-111.2 |370.2|363.1| 1.510|-114.1 |-76.4  |23.8|89.8 

++++++++++++++++++++++++++++++++

pCF3-C6H5SiMe2-

C9H10F3Si  mw:203.051 Anion CAS: A-2351-58-8 fg:59 cnt:5262

DacidS=26.0/3.0 Stat | 

----

01IRI/KIK    Datum: DacidG= 368.3/2.0 IMRE p:8

DacidH(AH)= 376.1/2.2 G+TS

The Hammett .rho. for ArSiH(Me)2 acidities in this work is only 1/3 that from composite computation methods(18BAR/), though the parent compound agrees well. Arylsilanes with EWGs are increasing too weak. - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqphsir2.zaf]

CBS-QB3    |-160.8 |371.0|363.6|      |-166.1 |       |24.9|     

G3MP2B3    |-162.4 |370.0|362.2| 1.624|-165.2 |-125.1 |26.1|92.3 

G4MP2      |-160.8 |370.1|362.1| 1.387|-163.7 |-128.9 |26.9|86.9 

M062X/Def2T|-162.7 |369.7|362.6| 1.413|-167.7 |-130.1 |23.8|89.7 

B3/6-311++G|-112.8 |368.4|361.3| 1.581|-113.9 |-76.4  |23.8|89.6 

++++++++++++++++++++++++++++++++

pMe-C6H4C(Me)=NO-

C9H10NO  mw:148.077 Anion CAS: Z-171620-51-2 fg:39 cnt:7871

HOF(AH)=   6.2/2.0 Est3 90STE/CHI|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 347.5/2.2 IMRE | HOF(A-)=-5.1/3.0 Acid p:9

DacidH(AH)= 354.4/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prphcrno.zaf]

CBS-QB3    |0.0    |355.1|348.5| 1.903|10.7   |44.1   |22.3|85.5 

G3MP2B3    |-2.7   |355.9|349.2| 2.086|8.5    |45.5   |22.5|89.1 

G3MP2B3+   |-3.3   |355.6|348.7|      |8.2    |       |23.0|     

G4MP2      |-2.7   |355.7|348.9| 1.888|8.8    |41.0   |22.9|84.3 

M062X/Def2T|-0.8   |354.8|347.8| 1.698|9.1    |38.4   |23.6|81.4 

B3/6-311++G|24.8   |351.5|345.4| 1.805|40.6   |66.4   |20.3|77.9 

B3/6-311++G|24.8   |351.5|345.3| 1.803|40.6   |66.4   |20.8|77.9 

++++++++++++++++++++++++++++++++

pOMe-C6H4C(Me)=NO-

C9H10NO2  mw:164.072 Anion CAS: Z-171620-50-1 fg:39 cnt:7870

HOF(AH)= -24.0/2.0 Est3 90STE/CHI|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 348.7/2.2 IMRE | HOF(A-)=-34.1/3.0 Acid p:9

DacidH(AH)= 355.6/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [orphcrno.zaf]

CBS-QB3    |-29.4  |356.3|349.1| 1.813|-20.0  |12.4   |24.4|84.5 

CBS-QB3    |-29.4  |356.2|349.1|      |-19.9  |       |23.7|     

G3MP2B3    |-30.4  |357.5|350.3| 1.813|-20.6  |11.4   |24.0|84.1 

G4MP2      |-29.5  |357.2|350.1|      |-19.6  |       |23.8|     

M062X/Def2T|-30.8  |356.8|349.0| 1.623|-22.9  |6.5    |26.2|81.5 

B3/6-311++G|0.6    |353.2|345.9| 1.749|14.7   |40.8   |24.3|78.2 

B3/6-311++G|0.6    |353.2|345.8| 1.747|14.7   |40.8   |24.8|78.2 

++++++++++++++++++++++++++++++++

PhCH2CH(NH2)CO2- (L-Phenylalanine)

C9H10NO2  mw:164.072 Anion CAS: Z-19701-97-4 fg:36 cnt:2851

HOF(A.)= -13.9/3.0 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -74.8/0.5  94PED/       |

DacidS=23.0/3.0 Stat | 

----

19NOB/ARA    Datum: EA=3.54(2) eV LPES p:8

----

07JON/BER    Datum: DacidH(AH)= 338.9/4.3 CIDC | HOF(A-)=-101.6/4.3 Acid p:7

DacidG(AH)= 332.1/4.4 H-TS

----

92OHA/BOW    Datum: DacidG= 329.6/3.0 CIDC p:7

DacidH(AH)= 336.5/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phe.zaf]

CBS-QB3    |-102.2 |338.4|332.3| 2.636|-74.8  |-40.0  |20.4|86.9 

G3MP2B3    |-104.0 |339.6|333.2| 2.590|-76.4  |-42.9  |21.2|85.6 

G3MP2B3+   |-104.4 |339.2|331.8| 2.597|-76.4  |-43.1  |25.0|85.4 

G4MP2      |-102.8 |339.8|333.4| 2.372|-75.5  |-46.8  |21.6|80.8 

M062X/Def2T|-101.8 |339.4|331.7| 2.414|-76.5  |-44.8  |25.9|83.7 

B3/6-311++G|-68.4  |336.0|328.7| 2.380|-37.2  |-12.2  |24.6|77.1 

++++++++++++++++++++++++++++++++

pNO2-3,5-diMe-PhCH2-

C9H10NO2  mw:164.072 Anion CAS: A-603-71-4 fg:74 cnt:11675

----

93MIS/KAN    Datum: DacidG= 354.8/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni35ryj.zaf]

CBS-QB3    |-15.8  |358.2|352.3|      |-8.3   |       |20.0|     

G3MP2B3    |-17.2  |358.1|351.6| 2.152|-8.0   |32.6   |21.5|92.8 

G4MP2      |-16.6  |358.1|351.6|      |-7.5   |       |21.8|     

M062X/Def2T|-13.1  |355.2|349.7| 2.042|-3.6   |34.2   |18.5|90.0 

B3/6-311++G|14.8   |353.6|348.2| 2.088|28.5   |63.1   |18.1|86.8 

++++++++++++++++++++++++++++++++

p(CH2CH(NH2)CO2H)-C6H4O- (L-Tyrosine)

C9H10NO3  mw:180.067 Anion CAS: Z-69098-10-8 fg:36 cnt:7434

HOF(AH)= -113.4/1.0 GpAd 93SP    |

----

09TIA/WAN    Datum: EA=2.70(5) eV LPES p:9

Vertical Detachment Energy:2.74(10) eV. Actually electron affinity of pOMe-C6H4CH2CH(NH2)CO2-.

----

19NOB/ARA    Datum: EA=2.58(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tyrpo.zaf]

CBS-QB3    |-137.5 |345.1|337.9| 2.371|-116.8 |-82.8  |24.2|86.1 

G3MP2B3    |-139.1 |345.3|338.0| 2.563|-117.2 |-80.0  |24.6|89.4 

G3MP2B3+   |-139.3 |345.2|337.9| 2.573|-117.3 |-80.0  |24.7|89.5 

G4MP2      |-137.6 |345.4|338.0| 2.339|-115.8 |-83.6  |24.6|84.3 

M062X/Def2T|-138.1 |345.4|338.2| 2.388|-118.8 |-83.0  |24.1|87.9 

B3/6-311++G|-98.5  |343.0|335.7| 2.354|-74.2  |-44.2  |24.5|82.1 

++++++++++++++++++++++++++++++++

pOH-C6H4CH2CH(NH2)CO2- (L-Tyrosine)

C9H10NO3  mw:180.067 Anion CAS: Z-12557-24-3 fg:36 cnt:2852

HOF(A.)= -52.5/3.2 D+AH          | BDE(A-H)= 108.9/3.4 D-EA          

HOF(AH)= -113.4/1.0 GpAd 93SP    |

DacidS=27.3/3.0 Calc | 

----

09TIA/WAN    Datum: EA=3.55(1) eV LPES p:9

Vertical Detachment Energy:3.90(10) eV. Actually electron affinity of pOMe-C6H4CH2CH(NH2)CO2-.

----

09TIA/WAN    Datum: DacidG= 332.5/1.5 kfkr | HOF(A-)=-138.4/2.0 Acid p:9

DacidH(AH)= 340.6/1.8 G+TS

Probes indicate 70% phenoxide, 30% carboxylate (0.5 kcal/mol). .DELTA.acidS calculated by the authors at the B3LYP level: mixture of anions.

----

07JON/BER    Datum: DacidH(AH)= 337.7/2.6 CIDC p:8

----

92OHA/BOW    Datum: DacidG= 329.5/3.0 CIDC p:7

DacidH(AH)= 337.6/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tyr.zaf]

CBS-QB3    |-145.4 |337.1|330.1| 2.674|-116.8 |-82.4  |23.8|86.5 

G3MP2B3    |-144.7 |339.8|333.4| 2.549|-117.2 |-84.6  |21.4|84.8 

G3MP2B3+   |-146.0 |338.6|331.1| 2.593|-117.3 |-84.8  |25.2|84.6 

G4MP2      |-142.9 |340.0|332.7| 2.333|-115.8 |-87.8  |24.7|80.1 

M062X/Def2T|-143.0 |340.5|333.4| 2.350|-118.8 |-87.6  |23.9|83.3 

B3/6-311++G|-105.0 |336.5|329.1| 2.372|-74.2  |-49.0  |25.1|77.4 

++++++++++++++++++++++++++++++++

MeCN..pMe-nitrobenzene-.

C9H10N2O2  mw:178.075

Core ion CAS: Z-34509-96-1 Solvent: 75-05-8 fg:307 cnt:1939

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 6.7/1.6 IMRE | HOF(A-)=3.4/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnprnb.zcf]

G3MP2B3    |-9.9   | 13.9|  6.2| 23.6|17.4   |-13.4  

M062X/Def2T|-13.9  | 14.9|  7.4| 25.3|18.1   |-17.0  

B3/6-311++G|12.9   | 12.5|  5.1| 24.8|22.0   |3.4    

++++++++++++++++++++++++++++++++

MeCN..pOMe-nitrobenzene-.

C9H10N2O3  mw:194.070

Core ion CAS: Z-34473-10-4 Solvent: 75-05-8 fg:307 cnt:1938

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 6.6/2.0 TDAs | HOF(A-)=-38.1/3.0 AfIN p:7

DaffH(X..Y-)= 13.8/2.0 TDAs

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [rcnpronb.zcf]

G3MP2B3    |-37.1  | 13.4|  5.6| 24.0|17.4   |-41.0  

M062X/Def2T|-43.7  | 14.3|  7.9| 21.5|18.1   |-47.5  

B3/6-311++G|-11.0  | 12.3|  5.6| 22.5|22.0   |-20.6  

++++++++++++++++++++++++++++++++

MeSOMe..oCN-nitrobenzene-.

C9H10N2O3S  mw:226.042

Core ion CAS: Z-12402-45-8 Solvent: 67-68-5 fg:307 cnt:1973

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.8/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmocnnb.zcf]

G3MP2B3    |-31.4  | 15.0|  6.6| 28.2|-34.4  |18.0   

M062X/Def2T|-34.8  | 15.1|  6.7| 28.1|-32.6  |12.9   

B3/6-311++G|13.8   | 13.4|  6.3| 23.8|-8.2   |35.4   

++++++++++++++++++++++++++++++++

MeSOMe..mCN-nitrobenzene-.

C9H10N2O3S  mw:226.042

Core ion CAS: Z-12402-46-9 Solvent: 67-68-5 fg:307 cnt:1974

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.6/1.6 IMRE | HOF(A-)=-22.2/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmmcnnb.zcf]

G3MP2B3    |-34.9  | 15.3|  6.6| 29.3|-34.4  |14.8   

M062X/Def2T|-38.5  | 15.8|  7.2| 29.0|-32.6  |9.9    

B3/6-311++G|9.8    | 13.5|  5.6| 26.2|-8.2   |31.5   

++++++++++++++++++++++++++++++++

pNO2-C6H4SO2NHCH(Me)CO2H-

C9H10N2O6S  mw:274.027 Anion CAS: N-852852-86-9 fg:107 cnt:8516

----

13LAM/CHE    Datum: EA=1.7(1) eV LPES p:7

Vertical Detachment Energy:2.3(1) eV.

++++++++++++++++++++++++++++++++

guanine..cytosine-.

C9H10N8O2  mw:262.093

Core ion CAS: Z-34480-97-2 Solvent: 73-40-5 fg:320 cnt:10033

HOF(solv)=  13.0/5.0 Est3          

----

10SZY/RAK    Datum: EA=2.6(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy, with a second maximum at 2.0 eV. Authors state that this is likely a proton-transfered pair.

++++++++++++++++++++++++++++++++

propiophenone-.

C9H10O  mw:134.074 Anion CAS: Z-82916-31-2 fg:110 cnt:396

HOF(A.)= -26.0/0.5  94PED/       |

----

75WEN/KAO    Datum: EA=0.352(6) eV ECD  | HOF(A-)=-34.1/0.5 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcoet.zzf]

CBS-QB3    |-29.8  |     |     | 0.316|       |-22.8  |    |     

G3MP2B3    |-32.7  |     |     | 0.323|       |-25.5  |    |     

G3MP2B3+   |-32.9  |     |     | 0.321|       |-25.7  |    |     

G4MP2      |-35.7  |     |     | 0.491|       |-24.6  |    |     

M062X/Def2T|-32.6  |     |     | 0.308|       |-25.7  |    |     

B3/6-311++G|-5.6   |     |     | 0.492|       |5.5    |    |     

++++++++++++++++++++++++++++++++

benzyl acetate-.

C9H10O2  mw:150.069 Anion CAS: Z-115116-45-5 fg:102 cnt:421

HOF(A.)= -74.4/1.0 GpAd 93SP     | | S(A.)=109.8/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

83ZLA/LEE    Datum: EA=0.15(10) eV ECD  | HOF(A-)=-77.9/2.5 R-EA p:4

Composite computational methods(18BAR/) indicate this is an ion-radical complex PhCH2..bullet..bullet.MeCO2-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bzoac.zzf]

CBS-QB3    |-81.7  |     |     | 0.421|       |-73.0  |    |     

G3MP2B3    |-82.1  |     |     | 0.390|       |-74.1  |    |     

M062X/Def2T|-81.8  |     |     | 0.296|       |-76.1  |    |     

++++++++++++++++++++++++++++++++

triMe-p-benzoquinone-.

C9H10O2  mw:150.069 Anion CAS: Z-34496-53-2 fg:113 cnt:422

HOF(A.)= -52.0/2.0 Est1          |

----

85FUK/MCI    Datum: EA=1.69(5) eV IMRE [38.9(11) kcal] | HOF(A-)=-90.9/2.3 R-EA p:9

.DELTA.eaG(355 K) = -37.7 kcal/mol; .DELTA.eaS =-3.3, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r3pbq.zzf]

CBS-QB3    |-97.8  |     |     | 1.798|       |-56.2  |    |     

G3MP2B3    |-98.3  |     |     | 1.726|       |-58.4  |    |     

G3MP2B3+   |-98.8  |     |     | 1.733|       |-58.7  |    |     

G4MP2      |-101.0 |     |     | 1.908|       |-56.8  |    |     

M062X/Def2T|-98.9  |     |     | 1.816|       |-56.7  |    |     

B3/6-311++G|-67.4  |     |     | 1.963|       |-22.0  |    |     

++++++++++++++++++++++++++++++++

2,3-diOMe-5-Me-p-benzoquinone-.

C9H10O4  mw:182.058 Anion CAS: Z-51606-83-8 fg:113 cnt:1672

HOF(A.)= -108.0/3.0 Est3         |

----

15BUL/WES3   Datum: EA=1.60(6) eV LPEI | HOF(A-)=-144.9/3.3 R-EA p:9

Vertical Detachment Energy: 1,.93(4) eV.

----

88HEI/CHO    Datum: EA=1.86(6) eV TDEq [42.8(14) kcal] p:8

.DELTA.eaG=-40.8 kcal/mol; .DELTA.eaS=-4.0 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [23orrbq.zzf]

CBS-QB3    |-154.7 |     |     | 1.996|       |-108.5 |    |     

G3MP2B3    |-151.8 |     |     | 1.915|       |-107.4 |    |     

G3MP2B3+   |-152.1 |     |     | 1.919|       |-107.7 |    |     

G4MP2      |-153.9 |     |     | 2.110|       |-105.2 |    |     

M062X/Def2T|-157.1 |     |     | 2.013|       |-110.6 |    |     

B3/6-311++G|-114.1 |     |     | 2.109|       |-65.4  |    |     

++++++++++++++++++++++++++++++++

PhCMe2-

C9H11  mw:119.087 Anion CAS: Z-30951-98-5 fg:74 cnt:796

HOF(A.)=  33.8/1.3 D+AH          | BDE(A-H)= 84.9/1.3  04MUR/DOS     

HOF(AH)=   1.0/0.2  94PED/       |

DacidS=20.2/1.2 Stat |  S(A-)=87.1/1.6 Acid |  S(AH)=92.9/1.0  69BEN/CRU

----

79BAR/SCO #  Datum: DacidG= 372.9/2.0 IMRE | HOF(A-)=14.2/2.3 Acid p:9

DacidH(AH)= 378.9/2.0 G+TS EA(ev)= 0.849 DaffH(X..Y-)= 47.4/2.3 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcr2.zaf]

CBS-QB3    |21.0   |383.8|375.0| 0.777|3.0    |38.8   |29.4|88.0 

G3MP2B3    |15.3   |383.1|374.3| 0.955|-0.6   |37.2   |29.5|89.9 

G3MP2B3+   |14.9   |382.9|374.6| 0.967|-0.9   |37.1   |28.2|90.0 

G4MP2      |15.2   |382.9|374.0| 0.824|-0.5   |34.1   |29.8|86.7 

M062X/Def2T|18.0   |381.6|373.7| 0.751|1.1    |35.1   |26.5|86.1 

B3/6-311++G|43.3   |381.2|372.5| 0.742|29.5   |60.3   |29.1|82.9 

++++++++++++++++++++++++++++++++

7-Et-cycloheptatrienide-

C9H11  mw:119.087 Anion CAS: Z-501675-68-9 fg:80 cnt:6059

HOF(AH)=  32.0/2.0 GpAd 93SP     |

DacidS=24.6/3.0 Stat | 

----

02MIS/KIN    Datum: DacidG= 362.5/2.0 IMRE | HOF(A-)=36.1/3.0 Acid p:7

DacidH(AH)= 369.8/2.2 G+TS

Reprotonation is thermochemically likely to be on C-1, giving 1-alkyl-cycloheptatriene, and thus not a true equilibrium - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [7etcht.zaf]

CBS-QB3    |48.8   |377.9|369.2|      |36.7   |       |29.2|     

G3MP2B3    |41.5   |377.3|368.5| 0.507|31.4   |52.9   |29.3|73.6 

G3MP2B3+   |41.0   |377.0|368.4| 2.224|31.2   |93.5   |28.8|114.3

G4MP2      |41.7   |377.0|368.4|      |31.9   |       |28.6|     

M062X/Def2T|46.9   |376.6|368.2| 0.365|35.0   |55.2   |28.3|72.3 

B3/6-311++G|70.9   |374.9|366.2| 0.304|63.2   |77.7   |29.1|66.5 

++++++++++++++++++++++++++++++++

3,5-diMe-PhCH2-

C9H11  mw:119.087 Anion CAS: Z-59305-35-0 fg:74 cnt:11673

----

93MIS/KAN    Datum: DacidG= 373.3/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35ryj.zaf]

CBS-QB3    |16.4   |384.4|373.6|      |-2.2   |       |36.0|     

G3MP2B3    |10.2   |381.8|375.3| 1.107|-4.3   |35.6   |21.7|92.0 

G4MP2      |10.0   |381.5|375.9|      |-4.3   |       |18.5|     

M062X/Def2T|15.8   |383.6|377.9| 0.920|-3.1   |36.8   |19.2|92.1 

B3/6-311++G|38.5   |381.4|375.5| 0.889|24.3   |58.8   |19.9|86.6 

++++++++++++++++++++++++++++++++

HCONMe2..oF-nitrobenzene-.

C9H11FN2O3  mw:214.076

Core ion CAS: Z-34467-51-1 Solvent: 68-12-2 fg:307 cnt:1988

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.9/1.6 IMRE | HOF(A-)=-100.8/2.6 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfofnb.zcf]

G3MP2B3    |-106.3 | 12.4|  4.0| 28.2|-45.6  |-48.2  

M062X/Def2T|-114.8 | 12.8|  5.3| 25.0|-47.5  |-54.5  

B3/6-311++G|-80.5  | 10.1|  2.9| 24.1|-37.6  |-32.9  

++++++++++++++++++++++++++++++++

HCONMe2..mF-nitrobenzene-.

C9H11FN2O3  mw:214.076

Core ion CAS: Z-34470-17-2 Solvent: 68-12-2 fg:307 cnt:1989

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.6/1.6 IMRE | HOF(A-)=-104.5/2.6 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfmfnb.zcf]

G3MP2B3    |-115.3 | 12.1|  3.8| 27.7|-45.6  |-57.5  

M062X/Def2T|-124.0 | 12.6|  4.1| 28.6|-47.5  |-64.0  

B3/6-311++G|-89.7  |  9.8|  2.6| 24.1|-37.6  |-42.3  

++++++++++++++++++++++++++++++++

HCONMe2..pF-nitrobenzene-.

C9H11FN2O3  mw:214.076

Core ion CAS: Z-34467-53-3 Solvent: 68-12-2 fg:307 cnt:1990

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.9/1.6 IMRE | HOF(A-)=-101.8/2.6 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfpfnb.zcf]

G3MP2B3    |-113.0 | 12.6|  4.3| 27.9|-45.6  |-54.8  

M062X/Def2T|-122.0 | 13.2|  4.4| 29.4|-47.5  |-61.3  

B3/6-311++G|-87.9  | 10.1|  2.8| 24.5|-37.6  |-40.2  

++++++++++++++++++++++++++++++++

2,4,6-triMe-nitrobenzene-.

C9H11NO2  mw:165.080 Anion CAS: Z-34505-32-3 fg:107 cnt:446

HOF(A.)=  -6.4/0.5  93ACR/TUC    |

----

86CHO/HEI    Datum: EA=0.711(87) eV [16.4(20) kcal] | HOF(A-)=-22.8/2.1 R-EA p:9

.DELTA.eaG= -16.1 kcal/mol; .DELTA.eaS estimated = -1.1 eu.

----

93MIS/KAN2   Datum: EA=0.685(87) eV [15.8(20) kcal] p:8

.DELTA.eaG(343 K) = -15.5 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

99HUH/KAN    Datum: EA=0.707(87) eV [16.3(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

85FUK/MCI    Datum: EA=0.776(48) eV [17.9(11) kcal] p:6

.DELTA.eaG(355 K) = -17.5 kcal/mol; .DELTA.eaS =-1.1, estimated from data in 86CHO/HEI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [246r3nb.zzf]

CBS-QB3    |-24.8  |     |     | 0.719|       |-8.3   |    |     

G3MP2B3    |-21.1  |     |     | 0.573|       |-8.0   |    |     

G3MP2B3+   |-22.0  |     |     | 0.581|       |-8.7   |    |     

G4MP2      |-25.3  |     |     | 0.777|       |-7.5   |    |     

M062X/Def2T|-23.5  |     |     | 0.756|       |-6.1   |    |     

B3/6-311++G|6.1    |     |     | 0.972|       |28.5   |    |     

++++++++++++++++++++++++++++++++

Me2CO..nitrobenzene-.

C9H11NO3  mw:181.074

Core ion CAS: Z-12169-65-2 Solvent: 67-64-1 fg:307 cnt:1775

HOF(solv)= -51.9/0.2 neut 94PED/   

----

85SIE/       Datum: DaffG= 6.4/0.4 TDAs | HOF(A-)=-73.0/0.4 AfIN p:8

DaffH(X..Y-)= 14.2/0.2 TDAs

++++++++++++++++++++++++++++++++

HCONMe2..p-benzoquinone-.

C9H11NO3  mw:181.074

Core ion CAS: Z-3225-29-4 Solvent: 68-12-2 fg:313 cnt:1997

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.3/1.6 IMRE | HOF(A-)=-118.2/1.0 AfIN p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

2,6-diMe-4-OMe-nitrobenzene-.

C9H11NO3  mw:181.074 Anion CAS: N-61019-03-2 fg:107 cnt:3944

HOF(A.)= -34.0/3.0 Est1 93ACR/TUC|

----

93MIS/KAN2   Datum: EA=0.646(87) eV [14.9(20) kcal] | HOF(A-)=-48.9/3.6 R-EA p:8

.DELTA.eaG(343 K) = -14.6 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r4ornb.zzf]

CBS-QB3    |-53.8  |     |     | 0.653|       |-39.1  |    |     

G3MP2B3    |-48.4  |     |     | 0.498|       |-37.3  |    |     

G3MP2B3+   |-49.3  |     |     | 0.507|       |-37.9  |    |     

G4MP2      |-52.4  |     |     | 0.726|       |-35.9  |    |     

M062X/Def2T|-53.3  |     |     | 0.634|       |-38.6  |    |     

B3/6-311++G|-17.9  |     |     | 0.902|       |2.5    |    |     

++++++++++++++++++++++++++++++++

HO2CCH(NH2)CH2C6H4OPO(OH)O-

C9H11NO6P  mw:260.033 Anion CAS: Z-1819985-57-3 fg:97 cnt:8810

DacidS=18.5/3.0 Calc | 

----

15STO/PLU    Datum: DacidG= 307.0/4.0 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tyrpo3h2.zaf]

G3MP2B3    |-379.0 |315.3|311.8|      |-327.1 |       |11.7|     

B3/6-311++G|-285.1 |319.4|313.8| 4.149|-237.1 |-189.1 |18.5|100.1

++++++++++++++++++++++++++++++++

HCONMe2..oNO2-nitrobenzene-.

C9H11N3O5  mw:241.070

Core ion CAS: Z-34505-38-9 Solvent: 68-12-2 fg:307 cnt:1995

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.5/1.6 IMRE | HOF(A-)=-63.1/2.4 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfoninb.zcf]

G3MP2B3    |-74.8  | 12.9|  5.2| 25.8|-45.6  |-16.3  

M062X/Def2T|-78.1  | 11.1|  1.8| 31.1|-47.5  |-19.5  

B3/6-311++G|-43.7  |  7.8|  0.8| 23.4|-37.6  |1.6    

++++++++++++++++++++++++++++++++

HCONMe2..pNO2-nitrobenzene-.

C9H11N3O5  mw:241.070

Core ion CAS: Z-34505-33-4 Solvent: 68-12-2 fg:307 cnt:1996

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 2.5/1.6 IMRE | HOF(A-)=-78.2/0.9 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfpninb.zcf]

G3MP2B3    |-84.6  |  6.1| -1.3| 24.7|-45.6  |-32.9  

M062X/Def2T|-93.7  |  8.7|  0.5| 27.7|-47.5  |-37.5  

B3/6-311++G|-61.1  |  6.3| -0.1| 21.4|-37.6  |-17.2  

++++++++++++++++++++++++++++++++

miPr-phenoxide-

C9H11O  mw:135.082 Anion CAS: N-54560-43-9 fg:33 cnt:589

HOF(A.)= -10.9/3.2 D+AH          | BDE(A-H)= 88.0/1.0  98BOR/MAR     

HOF(AH)= -46.8/3.1  94PED/       |

DacidS=23.0/1.0 Stat |  S(A-)=98.7/1.4 Acid |  S(AH)=101.7/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 342.2/2.0 IMRE | HOF(A-)=-63.5/3.7 Acid p:9

DacidH(AH)= 349.1/2.0 G+TS EA(ev)= 2.279

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [miprpho.zaf]

CBS-QB3    |-57.2  |348.6|341.2| 2.245|-40.1  |-5.3   |24.9|86.8 

G3MP2B3    |-61.0  |348.8|341.4| 2.439|-42.7  |-4.7   |24.9|90.0 

G3MP2B3+   |-61.3  |348.8|341.5| 2.443|-43.0  |-5.0   |24.6|90.1 

G4MP2      |-60.5  |348.7|341.3| 2.287|-42.0  |-7.7   |25.0|86.4 

M062X/Def2T|-57.8  |349.2|342.0| 2.267|-42.4  |-5.5   |24.4|89.0 

B3/6-311++G|-28.7  |347.0|339.6| 2.216|-8.4   |22.4   |24.8|82.9 

++++++++++++++++++++++++++++++++

piPr-phenoxide-

C9H11O  mw:135.082 Anion CAS: Z-51067-67-5 fg:33 cnt:591

HOF(A.)= -15.1/3.2 D+AH          | BDE(A-H)= 87.1/1.0  98BOR/MAR     

HOF(AH)= -50.0/3.1  94PED/       |

DacidS=23.0/1.0 Stat |  S(A-)=97.3/1.4 Acid |  S(AH)=100.3/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 342.4/2.0 IMRE | HOF(A-)=-66.5/3.7 Acid p:9

DacidH(AH)= 349.3/2.0 G+TS EA(ev)= 2.229

.DELTA.fH(AH) disagrees with group additivity by 8.6 kcal/mol (-41.4 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [piprpho.zaf]

CBS-QB3    |-56.2  |349.3|341.9| 2.160|-39.7  |-6.4   |24.8|85.5 

G3MP2B3    |-59.9  |349.5|342.1| 2.344|-42.2  |-5.8   |24.8|88.5 

G3MP2B3+   |-60.3  |349.4|341.9| 2.355|-42.4  |-6.0   |25.1|88.6 

G4MP2      |-59.3  |349.4|341.9| 2.192|-41.5  |-8.7   |24.9|84.9 

M062X/Def2T|-56.6  |349.8|342.3| 2.161|-41.7  |-6.7   |24.9|87.1 

B3/6-311++G|-27.9  |347.3|339.8| 2.137|-7.9   |21.4   |25.0|81.4 

++++++++++++++++++++++++++++++++

oiPr-phenoxide-

C9H11O  mw:135.082 Anion CAS: Z-51067-64-2 fg:33 cnt:1061

HOF(AH)= -43.5/3.0  94PED/       |

DacidS=25.0/3.0 Stat |  S(A-)=100.7/3.2 Acid |  S(AH)=101.7/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 340.0/2.0 IMRE | HOF(A-)=-61.8/3.8 Acid p:9

DacidH(AH)= 347.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oiprpho.zaf]

CBS-QB3    |-59.3  |346.1|339.0| 2.275|-39.7  |-6.7   |24.1|85.1 

G3MP2B3    |-62.9  |346.4|339.3| 2.459|-42.1  |-6.0   |23.8|88.2 

G3MP2B3+   |-63.2  |346.4|339.0| 2.467|-42.4  |-6.2   |24.6|88.2 

G4MP2      |-62.1  |346.4|339.3| 2.306|-41.4  |-8.8   |24.0|84.7 

M062X/Def2T|-59.9  |346.3|339.1| 2.290|-41.5  |-6.9   |24.0|86.6 

B3/6-311++G|-29.7  |344.8|337.4| 2.226|-7.2   |21.7   |24.7|81.0 

++++++++++++++++++++++++++++++++

PhCH2CH2CH2O-

C9H11O  mw:135.082 Anion CAS: Z-116982-19-5 fg:30 cnt:2334

HOF(A.)=  18.7/2.2 D+AH          | BDE(A-H)= 104.5/2.0 Est2          

HOF(AH)= -33.7/1.0 GpAd 93SP     |

DacidS=22.0/1.0 Stat |  S(A-)=102.2/1.4 Acid |  S(AH)=106.2/1.0 GpAd 93SP

----

90GRA/SCH    Datum: DacidG= 364.8/2.8 CIDC | HOF(A-)=-28.0/3.6 Acid p:9

DacidH(AH)= 371.4/2.8 G+TS EA(ev)= 2.027 DaffH(X..Y-)= 45.6/3.6 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phjjjogg.zaf]

CBS-QB3    |-29.6  |368.6|363.2| 2.123|-32.4  |19.7   |18.0|104.2

G3MP2B3    |-32.7  |369.6|364.3| 2.159|-35.1  |17.6   |18.0|104.8

G3MP2B3+   |-33.1  |369.5|363.9|      |-35.4  |       |18.8|     

G4MP2      |-31.9  |369.9|364.6|      |-34.6  |       |17.7|     

M062X/Def2T|-28.6  |369.9|363.9| 1.884|-33.8  |15.1   |20.0|101.0

B3/6-311++G|-0.8   |368.6|363.0| 1.961|-2.2   |44.6   |19.0|98.9 

++++++++++++++++++++++++++++++++

2,4,6-triMe-phenoxide-

C9H11O  mw:135.082 Anion CAS: Z-81388-53-6 fg:33 cnt:8137

HOF(AH)= -46.2/2.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat | 

----

06ANG/ERV    Datum: DacidH(AH)= 348.0/1.0 CIDC | HOF(A-)=-63.9/2.2 Acid p:8

DacidG(AH)= 341.4/1.3 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r3pho.zaf]

CBS-QB3    |-62.2  |348.8|341.0| 2.022|-45.2  |-15.5  |26.2|81.8 

G3MP2B3    |-65.0  |349.1|341.3| 2.178|-46.9  |-14.7  |26.2|84.3 

G3MP2B3+   |-65.4  |348.9|341.4| 2.188|-47.2  |-14.9  |25.4|84.4 

G4MP2      |-64.2  |349.2|341.2| 2.029|-46.3  |-17.4  |26.9|81.0 

M062X/Def2T|-62.5  |349.1|341.4| 2.004|-46.8  |-16.3  |25.7|82.7 

B3/6-311++G|-33.1  |347.2|339.7| 1.944|-13.0  |11.8   |24.9|76.9 

++++++++++++++++++++++++++++++++

bicyclo[2.2.2]octene-CO2-

C9H11O2  mw:151.076 Anion CAS: A-2534-80-7 fg:38 cnt:1295

HOF(A.)= -24.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -85.0/2.0 Est1 94PED/   |

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 335.3/2.0 IMRE | HOF(A-)=-108.4/3.0 Acid p:9

DacidH(AH)= 342.3/2.2 G+TS EA(ev)= 3.655

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcoeco2.zaf]

CBS-QB3    |-108.8 |341.4|334.1|      |-84.4  |       |24.4|     

G3MP2B3    |-111.2 |342.3|335.4| 2.949|-86.2  |-42.0  |23.2|96.3 

G3MP2B3+   |-111.4 |342.2|334.8| 2.960|-86.5  |-42.0  |25.0|96.6 

G4MP2      |-110.2 |342.2|334.8| 2.755|-85.2  |-45.4  |24.6|91.8 

M062X/Def2T|-105.1 |342.6|334.8| 2.842|-83.0  |-38.6  |26.2|96.6 

B3/6-311++G|-64.8  |340.4|332.9| 2.770|-37.9  |0.3    |25.3|90.4 

++++++++++++++++++++++++++++++++

PhSO2CHEt-

C9H11O2S  mw:183.049 Anion CAS: Z-754150-79-3 fg:72 cnt:783

HOF(AH)= -76.3/1.0 GpAd 93SP     |

DacidS=26.0 Stat |  S(A-)=113.4/1.0 Acid |  S(AH)=113.4/1.0 GpAd 93SP

----

78CUM/KEB    Datum: DacidG= 356.3/2.0 IMRE | HOF(A-)=-77.9/1.0 Acid p:8

DacidH(AH)= 364.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phso2xet.zaf]

CBS-QB3    |-67.8  |364.0|356.1|      |-66.0  |       |26.8|     

G3MP2B3    |-67.3  |364.4|356.4| 2.233|-64.5  |-15.6  |26.9|101.0

G3MP2B3+   |-67.3  |364.4|356.4| 2.226|-64.5  |-15.8  |26.7|100.8

G4MP2      |-69.7  |364.2|356.1| 2.021|-66.8  |-23.0  |27.3|95.9 

M062X/Def2T|-61.3  |364.4|356.6| 2.052|-61.0  |-13.8  |26.1|99.3 

B3/6-311++G|7.9    |364.9|356.8| 2.062|10.3   |55.6   |26.9|97.4 

++++++++++++++++++++++++++++++++

EtCO2H..PhS-

C9H11O2S  mw:183.049

Core ion CAS: Z-13133-62-5 Solvent: 79-09-4 fg:255 cnt:2262

HOF(solv)=-108.9/0.6 neut 94PED/   

----

89SIE/MEO    Datum: DaffG= 12.4/1.3 TDAs | HOF(A-)=-128.9/0.7 AfIN p:8

DaffH(X..Y-)= 20.0/0.4 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phsetco2.zcf]

G3MP2B3    |-127.6 | 24.7| 14.9| 32.9|24.3   |-127.1 

G3MP2B3+   |-127.8 | 24.5| 14.8| 32.8|24.1   |-127.4 

G4MP2      |-126.1 | 24.0| 14.5| 31.9|24.2   |-126.4 

M062X/Def2T|-126.5 | 26.3| 17.5| 29.5|24.4   |-124.6 

B3/6-311++G|-89.7  | 22.9| 13.0| 33.4|49.1   |-115.8 

++++++++++++++++++++++++++++++++

4-Br-bicyclo[2.2.2]octane-CO2-

C9H12BrO2  mw:231.003 Anion CAS: Z-79426-32-7 fg:38 cnt:1286

HOF(A.)= -52.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -113.0/2.0 Est1 81GOD/SC|

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 330.3/2.0 IMRE | HOF(A-)=-141.4/3.0 Acid p:9

DacidH(AH)= 337.3/2.2 G+TS EA(ev)= 3.872

----

93KOP/MIS    Datum: DacidG= 330.3/2.0 IMRE p:8

DacidH(AH)= 337.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3brbcoc.zaf]

CBS-QB3    |-144.8 |337.8|330.2|      |-116.8 |       |25.5|     

G3MP2B3    |-141.4 |339.2|332.1| 3.054|-113.4 |-69.8  |23.7|95.6 

G4MP2      |-140.1 |339.0|331.5| 2.824|-111.9 |-73.8  |25.3|90.2 

M062X/Def2T|-136.6 |338.7|331.2| 2.921|-110.6 |-68.2  |25.2|94.5 

B3/6-311++G|-90.9  |336.6|329.0| 2.834|-60.3  |-24.4  |25.5|87.9 

++++++++++++++++++++++++++++++++

PhiPr..Cl-

C9H12Cl  mw:155.063

Core ion CAS: Z-16887-00-6 Solvent: 98-82-8 fg:482 cnt:1513

HOF(solv)=   1.0/0.2 neut 94PED/   

----

82FRE/IKU    Datum: DaffG= 5.5 IMRE | HOF(A-)=-53.4/0.2 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phiprcl.zcf]

G3MP2B3    |-67.6  | 10.8|  5.1| 19.2|-0.6   |-56.1  

G3MP2B3+   |-67.6  | 10.6|  4.7| 19.6|-0.9   |-56.1  

G4MP2      |-66.4  | 11.0|  5.3| 19.0|-0.5   |-55.0  

M062X/Def2T|-61.5  | 14.2|  7.5| 22.6|1.1    |-48.4  

B3/6-311++G|-35.9  | -2.5|  2.6| 19.6|29.5   |-56.9  

++++++++++++++++++++++++++++++++

1,3,5-triMe-benzene..Cl-

C9H12Cl  mw:155.063

Core ion CAS: Z-16887-00-6 Solvent: 108-67-8 fg:482 cnt:1516

HOF(solv)=  -3.8/0.3  94PED/       

----

82FRE/IKU    Datum: DaffG= 4.5 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [r3phhcl.zcf]

G3MP2B3    |-69.9  |  9.4|  3.1| 21.1|-4.3   |-56.1  

G3MP2B3+   |-70.0  |  9.3|  3.6| 19.0|-4.5   |-56.1  

G4MP2      |-68.8  |  9.5|  2.8| 22.4|-4.3   |-55.0  

M062X/Def2T|-63.8  | 12.3|  5.7| 22.2|-3.1   |-48.4  

B3/6-311++G|-39.9  | -3.6|  1.7| 19.0|24.3   |-56.9  

++++++++++++++++++++++++++++++++

PhnPr..Cl-

C9H12Cl  mw:155.063

Core ion CAS: Z-16887-00-6 Solvent: 103-65-1 fg:482 cnt:1514

HOF(solv)=   1.9/0.2  94PED/       

----

82FRE/IKU    Datum: DaffG= 5.0 IMRE p:7

++++++++++++++++++++++++++++++++

3-Cl-bicyclo[2.2.2]octane-CO2-

C9H12ClO2  mw:187.053 Anion CAS: A-72764-18-2 fg:38 cnt:1291

HOF(A.)= -63.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -124.0/2.0 Est1 81GOD/SC|

DacidS=23.0/3.0 Stat | 

----

86TAF/    #  Datum: DacidG= 333.2/2.0 IMRE | HOF(A-)=-149.6/3.0 Acid p:9

DacidH(AH)= 340.1/2.2 G+TS EA(ev)= 3.753

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3clbcoc.zaf]

CBS-QB3    |-152.7 |338.4|330.9|      |-125.4 |       |25.1|     

G3MP2B3    |-152.6 |339.4|332.5| 3.041|-124.8 |-81.3  |23.4|95.6 

G3MP2B3+   |-152.9 |339.4|331.9| 3.061|-125.1 |-81.2  |25.0|96.1 

G4MP2      |-151.5 |339.4|332.0|      |-123.7 |       |24.8|     

M062X/Def2T|-147.8 |339.6|332.1| 2.887|-122.8 |-80.2  |25.1|94.7 

B3/6-311++G|-99.7  |337.2|329.7| 2.811|-69.6  |-33.8  |25.1|88.0 

++++++++++++++++++++++++++++++++

4-Cl-bicyclo[2.2.2]octane-CO2-

C9H12ClO2  mw:187.053 Anion CAS: Z-406947-23-7 fg:38 cnt:1289

HOF(A.)= -64.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -125.0/2.0 Est1 81GOD/SC|

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 331.0/2.0 IMRE | HOF(A-)=-152.7/3.0 Acid p:9

DacidH(AH)= 338.0/2.2 G+TS EA(ev)= 3.842

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4clbcoc.zaf]

G3MP2B3    |-155.6 |338.8|331.9| 3.082|-127.2 |-83.5  |23.0|95.8 

G3MP2B3+   |-155.9 |338.8|331.6| 3.097|-127.4 |-83.3  |23.9|96.2 

G4MP2      |-154.6 |338.7|331.4| 2.850|-126.1 |-87.8  |24.6|90.4 

M062X/Def2T|-150.6 |339.0|331.3| 2.936|-124.9 |-81.9  |25.8|95.1 

B3/6-311++G|-102.2 |336.6|328.4| 2.865|-71.5  |-35.0  |27.3|88.6 

++++++++++++++++++++++++++++++++

Cu(uridine)-

C9H12CuN2O6  mw:307.000

Core ion CAS: Z-19498-52-3 Solvent: 58-96-8 fg:24 cnt:8032

----

11LI_/KO     Datum: EA=2.71(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

4-F-bicyclo[2.2.2]octane-CO2-

C9H12FO2  mw:171.083 Anion CAS: Z-96102-86-2 fg:38 cnt:1290

HOF(A.)= -105.1/3.6 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -166.0/2.0 Est1 81GOD/SC|

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 331.6/2.0 IMRE | HOF(A-)=-193.1/3.0 Acid p:9

DacidH(AH)= 338.6/2.2 G+TS EA(ev)= 3.816

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fbcoaco2.zaf]

G3MP2B3    |-194.9 |339.7|332.8| 3.061|-167.3 |-123.2 |22.9|96.3 

G3MP2B3+   |-195.0 |339.7|332.6| 3.076|-167.4 |-122.9 |23.7|96.7 

G4MP2      |-192.8 |339.5|332.3| 2.827|-165.2 |-126.5 |24.1|90.8 

B3/6-311++G|-144.2 |337.7|329.4| 2.826|-114.6 |-77.9  |27.8|88.9 

++++++++++++++++++++++++++++++++

mNMe2-C6H4CH2-

C9H12N  mw:134.098 Anion CAS: Z-1259406-50-2 fg:74 cnt:802

HOF(AH)=  13.9/1.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat |  S(A-)=94.4/2.2 Acid |  S(AH)=98.0/1.0 GpAd 93SP

----

83CAL/BAR    Datum: DacidG= 375.0/5.0 IMRB | HOF(A-)=29.9/5.1 Acid p:8

DacidH(AH)= 381.7/5.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnr2phj.zaf]

CBS-QB3    |35.0   |383.2|376.7| 0.900|17.5   |55.7   |21.8|90.3 

G3MP2B3    |30.0   |381.8|375.6| 1.097|15.4   |55.2   |20.7|92.0 

G3MP2B3+   |29.6   |381.7|375.7| 1.106|15.1   |55.0   |20.3|92.1 

G4MP2      |30.0   |381.5|375.5| 0.948|15.7   |51.9   |19.9|88.3 

M062X/Def2T|31.3   |382.4|375.7| 0.897|13.6   |52.0   |22.3|90.5 

B3/6-311++G|59.2   |382.2|376.1| 0.866|44.2   |79.1   |20.6|87.0 

++++++++++++++++++++++++++++++++

pNMe2-C6H4CH2-

C9H12N  mw:134.098 Anion CAS: Z-1259406-22-8 fg:74 cnt:803

HOF(AH)=  13.9/1.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat |  S(A-)=93.0/2.2 Acid |  S(AH)=96.6/1.0 GpAd 93SP

----

83CAL/BAR    Datum: DacidG= 379.0/5.0 IMRB | HOF(A-)=33.9/5.1 Acid p:8

DacidH(AH)= 385.7/5.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnr2phj.zaf]

CBS-QB3    |37.3   |385.1|378.8| 0.751|17.9   |54.5   |21.4|88.8 

G3MP2B3    |32.4   |383.7|377.3| 0.953|15.9   |54.3   |21.4|90.5 

G4MP2      |32.3   |383.3|377.0| 0.810|16.2   |51.0   |21.2|86.9 

M062X/Def2T|34.0   |384.3|377.6| 0.714|14.4   |50.5   |22.6|88.2 

B3/6-311++G|60.7   |383.3|378.3| 0.735|44.7   |77.6   |16.8|85.0 

++++++++++++++++++++++++++++++++

H2O..PhCH2CH(NH2)CO2-

C9H12NO3  mw:182.082

Core ion CAS: Z-19701-97-4 Solvent: 7732-18-5 fg:236 cnt:8194

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WIN/       Datum: DaffG= 7.2/0.9 TDAs | HOF(A-)=-72.3/0.4 AfIN p:8

DaffH(X..Y-)= 14.5/0.4 TDAs

++++++++++++++++++++++++++++++++

Adrenaline (M-H)- | 3,4-dihydroxy-alpha(hydroxy)-beta-phenethylamine-N-methyl

C9H12NO3  mw:182.082 Anion CAS: N-115780-42-2 fg:33 cnt:10757

----

19GON/WAN    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.79(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [adrenal3.zaf]

G3MP2B3    |-138.7 |338.9|331.6| 2.458|-110.5 |-82.2  |24.5|80.4 

M062X/Def2T|-137.3 |340.4|333.0| 2.198|-113.0 |-86.8  |24.8|78.3 

B3/6-311++G|-97.5  |337.5|329.9| 2.212|-67.7  |-46.7  |25.5|73.1 

++++++++++++++++++++++++++++++++

4-NO2-bicyclo[2.2.2]octane-CO2-

C9H12NO4  mw:198.077 Anion CAS: Z-96102-88-4 fg:38 cnt:1294

HOF(A.)= -63.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -124.0/2.0 Est1 81GOD/SC|

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 328.4/2.0 IMRE | HOF(A-)=-154.3/3.0 Acid p:9

DacidH(AH)= 335.4/2.2 G+TS EA(ev)= 3.954

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nibcoaca.zaf]

CBS-QB3    |-158.1 |334.6|326.6|      |-126.9 |       |27.0|     

G3MP2B3    |-156.3 |335.6|328.1| 3.237|-124.7 |-80.6  |25.0|96.2 

G3MP2B3+   |-156.7 |335.5|327.9| 3.259|-125.0 |-80.4  |25.5|96.7 

G4MP2      |-154.8 |335.4|327.6| 2.965|-123.1 |-85.3  |26.3|89.9 

M062X/Def2T|-150.0 |335.3|327.4| 3.107|-120.6 |-77.3  |26.5|95.4 

B3/6-311++G|-100.6 |333.4|325.8| 3.005|-66.8  |-30.1  |25.6|88.7 

++++++++++++++++++++++++++++++++

HCONMe2..nitrobenzene-.

C9H12N2O3  mw:196.085

Core ion CAS: Z-12169-65-2 Solvent: 68-12-2 fg:307 cnt:1987

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.2/1.6 IMRE | HOF(A-)=-30.8/0.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfnb.zcf]

G3MP2B3    |-65.5  | 12.5|  4.3| 27.8|-45.6  |-7.3   

M062X/Def2T|-71.7  | 13.3|  4.9| 28.0|-47.5  |-11.0  

B3/6-311++G|-42.0  | 10.3|  3.4| 23.1|-37.6  |5.9    

++++++++++++++++++++++++++++++++

H2NCOCH(NH2)CH2C6H4OPO(OH)O-

C9H12N2O5P  mw:259.049 Anion CAS: Z-1819985-65-3 fg:41 cnt:8813

----

15STO/PLU    Datum: DacidG= 307.2/4.0 IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tyrnpo3h.zan]

B3/6-311++G|-248.9 |310.9|304.6| 4.234|-192.5 |-150.8 |21.1|93.7 

++++++++++++++++++++++++++++++++

uridine-.

C9H12N2O6  mw:244.070 Anion CAS: Z-63609-72-3 fg:120 cnt:6960

----

10LI_/WAN2   Datum: EA=1.3(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07STO/LI     Datum: EA=0.7(1) eV LPES p:7

Vertical Detachment Energy:1.39 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [uridine.zzf]

CBS-QB3    |-254.6 |     |     | 0.444|       |-244.7 |    |     

G3MP2B3    |-248.2 |     |     | 0.408|       |-239.1 |    |     

G3MP2B3+   |-248.6 |     |     | 0.415|       |-239.3 |    |     

G4MP2      |-252.5 |     |     | 0.754|       |-235.4 |    |     

M062X/Def2T|-255.2 |     |     | 0.418|       |-246.0 |    |     

B3/6-311++G|-192.8 |     |     | 0.585|       |-179.7 |    |     

++++++++++++++++++++++++++++++++

2'-deoxycytidinide-

C9H12N3O4  mw:226.083 Anion CAS: A-951-77-9 fg:94 cnt:8474

----

10KUM/DEV    Datum: DacidH(AH)= 336.8/0.6 CIDC p:7

The authors claim that proton loss is from the amino group on the base. The given entropy of acidity values from the kinetic method, seem unreasonably small for the structures shown - JEB.

++++++++++++++++++++++++++++++++

2'-deoxy-cytidine-5'-monophosphate-2H=

C9H12N3O7P  mw:305.042 Anion CAS: Z-2757285-70-2 fg:95 cnt:11457

----

21YUA/CHO    Datum: EA=1.20(12) eV LPES p:8

Vertical Detachment Energy:1.50(2) eV.

++++++++++++++++++++++++++++++++

MeOH..PhCOMe-.

C9H12O2  mw:152.084

Core ion CAS: Z-35120-58-2 Solvent: 67-56-1 fg:310 cnt:7011

HOF(solv)= -48.1/0.1 neut 94PED/   
###### the following are "below the line": evaluated as not accurate ####

----

07YAG/MAE    Datum: EA=2.64(9) eV LPES p:3

DaffH(AH)=  53.2/2.1 dEA

The stated EA is the Vertical Detachment Energy. All acetophenone Vertical Detachment Energys from this reference are ca. 2.0-2.5 eV too strong, considering both reliable other studies, computational values, and chemical intuition. - JEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [phachor.zcf]

G3MP2B3    |-89.7  | 14.5|  5.5| 30.2|-47.8  |-27.3  | 0.668

M062X/Def2T|-91.0  | 16.8|  7.4| 31.7|-46.6  |-27.5  | 0.722

B3/6-311++G|-62.6  | 14.2|  6.1| 26.9|-43.7  |-4.8   | 0.856

++++++++++++++++++++++++++++++++

Cu(cytidine)-

C9H13CuN3O5  mw:306.016

Core ion CAS: Z-19498-52-3 Solvent: 65-46-3 fg:24 cnt:8031

----

11LI_/KO     Datum: EA=2.63(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeOH..2,3-diMe-nitrobenzene-.

C9H13NO3  mw:183.090

Core ion CAS: Z-35963-33-8 Solvent: 67-56-1 fg:307 cnt:1912

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.3/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [roh23rnb.zcf]

G3MP2B3    |-78.7  | 14.7|  6.5| 27.3|-47.8  |-16.2  

M062X/Def2T|-82.0  | 16.1|  7.4| 29.3|-46.6  |-19.2  

B3/6-311++G|-50.6  | 13.9|  5.6| 27.9|-43.7  |7.0    

++++++++++++++++++++++++++++++++

Adrenaline-.

C9H13NO3  mw:183.090 Anion CAS: N-51-43-4 fg:102 cnt:10759

----

19GON/WAN    Datum: EA=1.1(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate this is likely a tautomerized keto structure.

++++++++++++++++++++++++++++++++

MeSOMe..pMe-nitrobenzene-.

C9H13NO3S  mw:215.062

Core ion CAS: Z-34509-96-1 Solvent: 67-68-5 fg:307 cnt:1963

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 8.6/1.6 IMRE | HOF(A-)=-50.7/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmprnb.zcf]

G3MP2B3    |-65.2  | 17.4|  8.5| 29.8|-34.4  |-13.4  

M062X/Def2T|-67.5  | 17.9|  9.8| 27.4|-32.6  |-17.0  

B3/6-311++G|-20.5  | 15.7|  8.0| 25.9|-8.2   |3.4    

++++++++++++++++++++++++++++++++

MeSOMe..pOMe-nitrobenzene-.

C9H13NO4S  mw:231.057

Core ion CAS: Z-34473-10-4 Solvent: 67-68-5 fg:307 cnt:1962

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 8.4/2.0 TDAs | HOF(A-)=-94.8/3.0 AfIN p:7

DaffH(X..Y-)= 16.3/2.0 TDAs

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmpornb.zcf]

G3MP2B3    |-92.3  | 16.9|  8.5| 28.2|-34.4  |-41.0  

M062X/Def2T|-97.6  | 17.5|  8.6| 29.9|-32.6  |-47.5  

B3/6-311++G|-44.3  | 15.5|  8.3| 24.1|-8.2   |-20.6  

++++++++++++++++++++++++++++++++

2'-deoxycytidine-.

C9H13N3O4  mw:227.091 Anion CAS: Z-64727-75-9 fg:121 cnt:6958

----

07STO/LI     Datum: EA=0.5(1) eV LPES p:7

Vertical Detachment Energy:0.87 eV.

++++++++++++++++++++++++++++++++

cytidine-.

C9H13N3O5  mw:243.086 Anion CAS: Z-82908-26-7 fg:120 cnt:6961

----

10LI_/WAN2   Datum: EA=1.1(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07STO/LI     Datum: EA=0.7(1) eV LPES p:7

Vertical Detachment Energy:1.08 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cytidine.zzf]

CBS-QB3    |-200.0 |     |     | 0.434|       |-190.2 |    |     

G3MP2B3    |-194.3 |     |     | 0.417|       |-185.0 |    |     

G3MP2B3+   |-194.4 |     |     | 0.395|       |-185.2 |    |     

M062X/Def2T|-199.5 |     |     | 0.309|       |-192.2 |    |     

B3/6-311++G|-139.8 |     |     | 0.447|       |-129.4 |    |     

++++++++++++++++++++++++++++++++

2'-deoxy-cytidine-4-PO4H-

C9H13N3O7P  mw:306.049 Anion CAS: Z-123642-69-3 fg:41 cnt:11889

----

13CHA/JOH    Datum: EA=5.80(15) eV LPES p:8

Resonant 2-photon LPES. See 14CHS/WES for time-resolved studies.

----

04YAN/WAN    Datum: EA=5.30(10) eV LPES p:8

Vertical Detachment Energy: 5.80(50) eV.

++++++++++++++++++++++++++++++++

iPrOH..PhS-

C9H13OS  mw:169.069

Core ion CAS: Z-13133-62-5 Solvent: 67-63-0 fg:255 cnt:2270

HOF(solv)= -65.2/0.1 neut 94PED/   

----

89SIE/MEO    Datum: DaffG= 7.3/0.4 TDAs | HOF(A-)=-80.1/0.2 AfIN p:8

DaffH(X..Y-)= 15.0/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phshoipr.zcf]

G3MP2B3    |-82.5  | 14.3|  5.0| 31.1|-64.7  |-3.4   

G4MP2      |-81.5  | 14.0|  4.7| 31.0|-64.6  |-2.9   

M062X/Def2T|-79.5  | 15.8|  5.9| 33.2|-63.3  |-0.4   

B3/6-311++G|-45.3  | 11.5|  3.5| 26.6|-53.5  |19.6   

++++++++++++++++++++++++++++++++

pOMe-C6H5SiMe2-

C9H13OSi  mw:165.074 Anion CAS: A-1432-38-8 fg:59 cnt:5256

DacidS=26.0/3.0 Stat | 

----

01IRI/KIK    Datum: DacidG= 371.1/2.0 IMRE p:8

DacidH(AH)= 378.9/2.2 G+TS

The Hammett .rho. for ArSiH(Me)2 acidities in this work is only 1/3 that from composite computation methods(18BAR/), though the parent compound agrees well. Arylsilanes with EWGs are increasing too weak. - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [porphsir.zaf]

CBS-QB3    |-24.6  |379.4|371.9|      |-38.3  |       |25.2|     

G3MP2B3    |-27.7  |378.8|371.4| 1.876|-39.3  |15.5   |24.8|107.0

G3MP2B3+   |-28.2  |378.6|371.2| 1.394|-39.6  |3.9    |25.1|95.7 

G4MP2      |-26.9  |378.8|371.4| 1.088|-38.5  |-1.8   |24.9|88.8 

M062X/Def2T|-25.6  |379.4|372.1| 0.995|-40.4  |-2.6   |24.7|89.8 

B3/6-311++G|14.1   |379.3|372.2| 1.113|2.0    |39.7   |24.0|89.8 

++++++++++++++++++++++++++++++++

MeOH..pMe-C6H4CH2O-

C9H13O2  mw:153.092

Core ion CAS: Z-185749-51-3 Solvent: 67-56-1 fg:230 cnt:7974

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 12.5 IMRE | HOF(A-)=-75.3/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prbzor.zcf]

CBS-QB3    |-97.7  | 23.0| 14.1| 30.0|-48.8  |-25.9  

G3MP2B3    |-98.5  | 22.2| 12.5| 32.4|-47.8  |-28.5  

M062X/Def2T|-97.7  | 25.8| 16.5| 31.3|-46.6  |-25.2  

M062X/Def2T|-97.7  | 25.8| 16.6| 30.9|-46.6  |-25.2  

B3/6-311++G|-67.6  | 21.2| 13.4| 26.2|-43.7  |-2.8   

++++++++++++++++++++++++++++++++

bicyclo[2.2.2]octane-CO2-

C9H13O2  mw:153.092 Anion CAS: Z-79426-30-5 fg:38 cnt:1282

HOF(A.)= -53.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -114.0/2.0 Est1 81GOD/SC|

DacidS=23.5/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 337.2/2.0 IMRE | HOF(A-)=-135.5/2.9 Acid p:9

DacidH(AH)= 344.2/2.1 G+TS EA(ev)= 3.573

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcoaco2.zaf]

CBS-QB3    |-135.6 |343.4|336.5|      |-113.2 |       |23.2|     

G3MP2B3    |-137.0 |344.4|337.8| 2.825|-114.3 |-70.8  |22.4|95.6 

G3MP2B3+   |-137.4 |344.6|336.8|      |-114.8 |       |26.2|     

G4MP2      |-136.0 |344.3|337.1| 2.619|-113.1 |-74.5  |24.1|90.7 

M062X/Def2T|-131.5 |344.9|337.3| 2.667|-111.7 |-69.0  |25.6|94.9 

B3/6-311++G|-90.0  |342.8|334.7|      |-65.6  |       |27.3|     

++++++++++++++++++++++++++++++++

MeOH..pOMe-C6H4CH2O-

C9H13O3  mw:169.087

Core ion CAS: Z-185749-53-5 Solvent: 67-56-1 fg:232 cnt:7973

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 11.6 IMRE | HOF(A-)=-105.4/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [robzoor.zcf]

G3MP2B3    |-126.4 | 21.9| 13.0| 29.9|-47.8  |-56.6  

M062X/Def2T|-128.0 | 25.6| 17.2| 28.2|-46.6  |-55.8  

B3/6-311++G|-91.9  | 20.9| 13.2| 25.9|-43.7  |-27.3  

++++++++++++++++++++++++++++++++

iPrNHCOC(CO2Me)2-

C9H14NO5  mw:216.088 Anion CAS: Z-771586-08-4 fg:66 cnt:6514

DacidS=26.0 Calc | 

----

04MIS/MAT    Datum: DacidG= 331.2/2.0 IMRE p:9

DacidH(AH)= 339.0 G+TS

Composite computational methods (18BAR/) indicate the keto and enol forms of the acid are of equal stability.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [6514.zaf]

G3MP2B3    |-263.5 |341.2|332.5| 3.251|-237.4 |-188.2 |29.0|101.4

M062X/Def2T|-263.1 |336.9|328.9| 3.029|-235.3 |-193.0 |26.6|94.4 

B3/6-311++G|-212.2 |335.9|328.5| 2.904|-180.8 |-145.1 |24.7|87.8 

++++++++++++++++++++++++++++++++

H2O..uridine-.

C9H14N2O7  mw:262.081

Core ion CAS: Z-63609-72-3 Solvent: 7732-18-5 fg:321 cnt:9654

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10LI_/WAN2   Datum: EA=1.8(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

O2C(CH2)7CO2=

C9H14O4  mw:186.090 Anion CAS: Z-13479-16-8 fg:37 cnt:9667

HOF(AH)= -266.9/3.2 hfa 16HOU/VAL|

----

08XIN/WAN    Datum: EA=1.75(10) eV PVMI p:8

Vertical Detachment Energy:2.0(1) eV. See also 09XIN/WAN and 10XIN/WAN.

----

98WAN/DIN2   Datum: EA=1.70(18) eV LPES p:8

Reverse Coulomb Barrier: 1.6(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj7a.zdf]

G3MP2B3    |-230.0 |398.0|386.0| 2.155|-260.9 |-180.2 |40.4|132.7

M062X/Def2T|-224.1 |     |     | 1.696|       |-184.6 |    |     

B3/6-311++G|-190.8 |     |     | 1.048|       |-166.5 |    |     

++++++++++++++++++++++++++++++++

3-tBu-bicyclo[1.1.1]pentan-1-ide-

C9H15  mw:123.118 Anion CAS: Z-409059-21-8 fg:88 cnt:5988 BDE(A-H)= 109.7/3.3 D-EA 02REE/KAS

DacidS=26.0/1.0 Stat | 

----

02REE/KAS    Datum: EA=0.642(139) eV [14.8(32) kcal] p:8

----

02REE/KAS    Datum: DacidH(AH)= 408.5/0.9 Bran p:7

DacidG(AH)= 400.8/1.0 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbubcpn.zaf]

CBS-QB3    |60.3   |407.1|399.3| 0.554|18.9   |73.0   |26.4|106.2

G3MP2B3    |55.2   |406.2|398.1| 0.661|16.3   |70.3   |27.0|106.2

G3MP2B3+   |55.0   |406.4|398.4| 0.656|15.9   |70.1   |26.6|106.3

G4MP2      |54.3   |405.6|397.7| 0.502|15.8   |65.7   |26.4|102.0

M062X/Def2T|64.0   |409.2|401.1| 0.341|19.4   |71.7   |27.1|104.4

B3/6-311++G|99.9   |408.2|400.3| 0.467|59.0   |110.5  |26.6|103.7

++++++++++++++++++++++++++++++++

H2O..cytidine-.

C9H15N3O6  mw:261.097

Core ion CAS: Z-82908-26-7 Solvent: 7732-18-5 fg:321 cnt:9655

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10LI_/WAN2   Datum: EA=1.5(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

tBuOH..cyclopentadienide-

C9H15O  mw:139.113

Core ion CAS: Z-12127-83-2 Solvent: 75-65-0 fg:277 cnt:2089

HOF(solv)= -74.7/0.2 neut 94PED/   

----

88MEO/   2   Datum: DaffG= 7.4/1.0 TDAs | HOF(A-)=-91.7/1.0 AfIN p:8

DaffH(X..Y-)= 17.0/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuohcp.zcf]

G3MP2B3    |-71.7  | 15.5|  7.0| 28.5|-74.6  |18.5   

G4MP2      |-71.1  | 15.1|  6.0| 30.5|-74.2  |18.1   

M062X/Def2T|-67.7  | 16.4|  5.9| 35.3|-72.3  |21.0   

B3/6-311++G|-34.7  |     |     |     |       |       

++++++++++++++++++++++++++++++++

cyclononanone enolate-

C9H15O  mw:139.113 Anion CAS: Z-130336-63-9 fg:63 cnt:740

HOF(A.)= -31.1/2.8 D+AH          | BDE(A-H)= 88.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -67.0/2.0 Est3          |

DacidS=25.0/3.0 Stat | 

----

78ZIM/JAC    Datum: EA=1.69(6) eV PD   [39.0(14) kcal] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc9one.zaf]

CBS-QB3    |-52.3  |374.0|365.7| 1.574|-60.6  |-16.0  |27.9|96.7 

G3MP2B3    |-55.7  |374.1|365.9| 1.630|-62.6  |-18.1  |27.8|96.6 

G3MP2B3+   |-56.1  |374.0|365.8| 1.637|-62.9  |-18.3  |27.3|96.7 

G4MP2      |-55.3  |373.9|365.6| 1.452|-62.0  |-21.8  |27.8|92.3 

M062X/Def2T|-52.0  |374.4|366.3| 1.450|-61.7  |-18.5  |27.0|95.3 

B3/6-311++G|-19.5  |371.4|363.3| 1.514|-23.7  |15.4   |27.4|91.2 

++++++++++++++++++++++++++++++++

1-CO2Me-cycloheptanide-

C9H15O2  mw:155.108 Anion CAS: Z-72673-10-0 fg:66 cnt:9749

HOF(AH)= -113.2/2.0 GpAd 93SP    |

DacidS=22.7/2.0 Stat |  S(A-)=113.2/2.2 Acid |  S(AH)=116.5/1.0 GpAd 93SP

----

94PEE/DEK    Datum: DacidG= 356.6 IMRE | HOF(A-)=-115.5/2.0 Acid p:8

DacidH(AH)= 363.4 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chpco2r.zaf]

CBS-QB3    |-107.8 |369.4|361.1| 1.449|-111.6 |-74.6  |28.1|89.1 

G3MP2B3    |-108.4 |370.7|362.3| 1.471|-112.0 |-74.6  |28.3|89.5 

G3MP2B3+   |-109.5 |369.9|361.6| 1.506|-112.3 |-74.9  |27.8|89.5 

G4MP2      |-107.3 |370.5|362.4| 1.268|-110.6 |-78.1  |27.3|84.6 

M062X/Def2T|-108.0 |369.0|361.4| 1.344|-112.4 |-77.0  |25.6|87.5 

B3/6-311++G|-70.4  |366.2|357.9| 1.402|-69.3  |-38.2  |27.7|83.2 

++++++++++++++++++++++++++++++++

3-SiMe3-bicyclo[1.1.1]pentane-1-CO2-

C9H15O2Si  mw:183.085 Anion CAS: Z-845820-05-5 fg:38 cnt:6610 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 335.8/2.0 CIDC p:8

DacidH(AH)= 343.0/2.0 G+TS EA(ev)= 3.627

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tmsbcpc.zaf]

CBS-QB3    |-103.9 |341.9|334.0| 2.925|-80.1  |-35.4  |26.5|96.8 

G3MP2B3    |-104.8 |342.8|335.4| 3.225|-80.4  |-30.1  |24.9|102.4

G4MP2      |-104.4 |342.7|334.9| 2.677|-80.0  |-41.6  |26.2|90.4 

M062X/Def2T|-99.0  |344.1|336.4| 2.666|-78.5  |-36.6  |26.0|94.0 

B3/6-311++G|-50.5  |341.4|333.6| 3.004|-24.6  |19.2   |26.1|95.9 

++++++++++++++++++++++++++++++++

HO2C(CH2)7CO2-

C9H15O4  mw:187.098 Anion CAS: Z-48063-93-0 fg:37 cnt:6598

HOF(A.)= -160.1/2.2 D+AH         | BDE(A-H)= 113.0/2.0 Est2          

HOF(AH)= -221.0/1.0 GpAd 93SP    |

DacidS=10.3/3.0 CIDC |  S(A-)=126.4/3.2 Acid |  S(AH)=142.1/1.0 GpAd 93SP

----

16HOU/VAL    Datum: EA=4.63(10) eV LPES | HOF(A-)=-266.9/3.2 Acid p:9

DacidH(AH)= 319.8/3.1 D-EA

----

06WOO/WAN    Datum: EA=4.60(5) eV LPES p:8

----

05KUM/PRA    Datum: DacidG= 322.3/2.0 CIDC | HOF(A-)=-263.1/2.2 Acid p:8

DacidH(AH)= 323.6/2.0 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj7c.zaf]

CBS-QB3    |-261.9 |326.2|322.8|      |-222.4 |       |11.3|     

G3MP2B3    |-260.9 |327.6|323.8| 3.641|-221.3 |-174.9 |12.8|98.5 

M062X/Def2T|-261.1 |325.4|321.3| 4.587|-221.8 |-153.5 |13.5|120.4

B3/6-311++G|-215.1 |329.4|325.9| 3.650|-177.2 |-132.1 |11.9|97.2 

++++++++++++++++++++++++++++++++

(H2O)2..uridine-.

C9H16N2O8  mw:280.091 fg:321 cnt:9657

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10LI_/WAN2   Datum: EA=2.0(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AlaAlaAlaO-

C9H16N3O4  mw:230.115 Anion CAS: Z-23372-54-5 fg:36 cnt:11448

----

12BOK/STO    Datum: DacidG= 322.2/2.5 TKin p:8

++++++++++++++++++++++++++++++++

SarSarSarO-

C9H16N3O4  mw:230.115 Anion CAS: A-1415477-64-3 fg:36 cnt:11450

----

12BOK/STO    Datum: DacidG= 322.6/2.5 TKin p:8

Sar=sarcosine = N-Methylglycine.

++++++++++++++++++++++++++++++++

H2N(COCH2NH)3COCH(NH2)CH2S-

C9H16N5O4S  mw:290.093 Anion CAS: A-1227568-95-7 fg:54 cnt:7989

HOF(AH)= -163.0 GpAd 93SP        |

DacidS=18.3/2.0 CIDC | 

----

10MOR/HUA    Datum: DacidH(AH)= 326.7/2.5 CIDC | HOF(A-)=-202.0/2.5 Acid p:8

DacidG(AH)= 321.2/2.6 H-TS

Acid: Cys(Gly)3NH2.

++++++++++++++++++++++++++++++++

H(NHCH2CO)3NHCH(CONH2)CH2S-

C9H16N5O4S  mw:290.093 Anion CAS: A-1227568-97-9 fg:54 cnt:7991

HOF(AH)= -163.0 GpAd 93SP        |

DacidS=21.0/2.0 CIDC | 

----

10MOR/HUA    Datum: DacidH(AH)= 333.8/2.1 CIDC | HOF(A-)=-194.9/2.1 Acid p:8

DacidG(AH)= 327.5/2.2 H-TS

Acid: (Gly)3CysNH2.

++++++++++++++++++++++++++++++++

(H2O)2..cytidine-.

C9H17N3O7  mw:279.107 fg:321 cnt:9658

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10LI_/WAN2   Datum: EA=1.7(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2N(CHMeCONH)2CH(CONH2)CH2S-[Ala2CysNH2]

C9H17N4O3S  mw:261.103 fg:54 cnt:8210

HOF(AH)= -139.0 GpAd 93SP        |

DacidS=22.1 CIDC | 

----

12SHE/REN    Datum: DacidG= 328.0/1.8 CIDC | HOF(A-)=-170.1/1.8 Acid p:7

DacidH(AH)= 334.6/1.8 CIDC

++++++++++++++++++++++++++++++++

H2N(COCHMeNH)2COCH(NH2)CH2S-[H2NCysAla2]

C9H17N4O3S  mw:261.103 Anion CAS: A-2172900-55-7 fg:54 cnt:8211

HOF(AH)= -139.0 GpAd 93SP        |

DacidS=24.8 CIDC | 

----

12SHE/REN    Datum: DacidG= 323.1/2.0 CIDC | HOF(A-)=-174.2/2.0 Acid p:7

DacidH(AH)= 330.5/2.0 CIDC

++++++++++++++++++++++++++++++++

H2NCHMeCONHCH(CONHCHMeCONH2)CH2S-[AlaCysAlaNH2]

C9H17N4O3S  mw:261.103 fg:54 cnt:8212

HOF(AH)= -139.0 GpAd 93SP        |

DacidS=27.8 CIDC | 

----

12SHE/REN    Datum: DacidG= 321.4/1.8 CIDC | HOF(A-)=-175.0/1.8 Acid p:7

DacidH(AH)= 329.7/1.8 CIDC

++++++++++++++++++++++++++++++++

L-Cys(S-)-Ala-AlaNH2

C9H17N4O3S  mw:261.102 Anion CAS: A-2172900-57-9 fg:97 cnt:11928

DacidS=16.5/2.7  CIDC | 

----

25WAN/BUE    Datum: DacidH(AH)= 326.2/2.2 CIDC p:8

DacidG(AH)= 321.3/2.3 H-TS

++++++++++++++++++++++++++++++++

D-Cys(S-)-Ala-AlaNH2

C9H17N4O3S  mw:261.102 Anion CAS: A-2172900-57-9 fg:97 cnt:11929

DacidS=16.3/2.7  CIDC | 

----

25WAN/BUE    Datum: DacidH(AH)= 326.8/2.2 CIDC p:8

DacidG(AH)= 321.9/2.3 H-TS

++++++++++++++++++++++++++++++++

nHxCH=C(Me)O-

C9H17O  mw:141.128 Anion CAS: A-821-55-6 fg:63 cnt:6336

HOF(AH)= -81.9/1.0 GpAd 93SP     |

DacidS=24.9/1.3 TDEq | 

----

03BUR/FRI    Datum: DacidG= 357.3/2.1 TDEq | HOF(A-)=-83.4/2.4 Acid p:9

DacidH(AH)= 364.2/2.2 TDEq

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hxxcor.zaf]

CBS-QB3    |-80.2  |365.8|358.9|      |-80.3  |       |23.4|     

G3MP2B3    |-82.7  |366.2|359.6| 1.742|-81.7  |-42.3  |22.3|91.5 

G3MP2B3+   |-83.7  |365.8|358.9| 1.769|-82.2  |-42.7  |23.1|91.7 

G4MP2      |-82.3  |366.3|359.4| 1.550|-81.5  |-46.4  |23.1|87.1 

M062X/Def2T|-78.4  |365.3|358.0| 1.608|-79.1  |-41.2  |24.5|89.9 

B3/6-311++G|-52.5  |364.6|357.6| 1.635|-49.8  |-14.6  |23.3|87.3 

++++++++++++++++++++++++++++++++

nPnCH(Et)CO2-

C9H17O2  mw:157.123 Anion CAS: A-3274-29-1 fg:34 cnt:5096

HOF(A.)= -79.0/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -139.9/2.0 GpAd 93SP    |

DacidS=23.5/3.0 TDEq |  S(A-)=128.4/3.6 Acid |  S(AH)=130.9/2.0 GpAd 93SP

----

99NOR/MCM    Datum: DacidH(AH)= 338.4/2.0 TDEq | HOF(A-)=-167.2/2.8 Acid p:8

DacidG(AH)= 335.1/2.2 H-TS

Folded form. .DELTA.acidS = 11.2 eu.

----

99NOR/MCM    Datum: DacidH(AH)= 338.4/2.0 TDEq | HOF(A-)=-167.2/2.8 Acid p:7

DacidG(AH)= 331.4/2.2 H-TS  EA(eV)= 3.825

Unfolded form.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnetyy-g.zaf]

CBS-QB3    |-158.8 |346.2|339.4| 2.561|-139.3 |-98.1  |22.9|93.3 

G3MP2B3    |-162.6 |344.4|338.1| 2.641|-139.8 |-100.1 |21.1|91.8 

G3MP2B3+   |-160.3 |347.0|339.7| 2.533|-140.1 |-100.2 |24.4|92.0 

G4MP2      |-158.8 |347.4|340.6| 2.307|-139.0 |-104.0 |22.7|87.1 

M062X/Def2T|-155.4 |346.8|339.1| 2.401|-137.5 |-98.9  |25.6|90.7 

B3/6-311++G|-121.4 |346.1|338.8| 2.242|-100.2 |-67.9  |24.4|84.3 

++++++++++++++++++++++++++++++++

nOcCO2-

C9H17O2  mw:157.123 Anion CAS: Z-3342-79-8 fg:34 cnt:9693

HOF(A.)= -77.1/2.7               | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -138.0/0.5  94PED/      |

----

05WAN/WOO3   Datum: EA=3.40(3) eV LPES | HOF(A-)=-155.5/2.6 Acid p:8

DacidH(AH)= 348.2/2.6 D-EA

The stated EA is at 300 K. On cooling to 70 K (coiled), electron affinity = 3.53 eV.

++++++++++++++++++++++++++++++++

H2O..HO2C(CH2)7CO2-

C9H17O5  mw:205.108

Core ion CAS: Z-48063-93-0 Solvent: 7732-18-5 fg:237 cnt:3231

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.3/0.3 IMRE | HOF(A-)=-324.7/3.2 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dcj7w.zcf]

G3MP2B3    |-332.1 | 13.6|  2.9| 36.0|-57.6  |-260.9 

M062X/Def2T|-327.5 | 12.8|  4.4| 28.0|-53.6  |-261.1 

B3/6-311++G|-280.7 | 11.5|  4.2| 24.3|-54.2  |-215.1 

++++++++++++++++++++++++++++++++

(Me2CO)3..Cl-

C9H18ClO3  mw:209.095 fg:482 cnt:3881

HOF(solv)= -51.9/0.2 neut 94PED/   

----

86HIR/TAK    Datum: DaffG= 3.8/4.5 TDAs | HOF(A-)=-191.7/2.3 AfIN p:8

DaffH(X..Y-)= 10.4/2.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

2,2,6,6-Me4-piperidinide-

C9H18N  mw:140.144 Anion CAS: Z-138054-31-6 fg:44 cnt:2667

HOF(A.)=  -2.5/4.1 D+AH          | BDE(A-H)= 87.6/4.0  02LAL/ALL     

HOF(AH)= -38.0/1.0  81SUR/HAC    |

DacidS=24.8/2.0 Stat | 

----

92GRI/BAR    Datum: DacidG= 382.3/0.4 IMRE | HOF(A-)=-14.0/1.2 Acid p:9

DacidH(AH)= 389.7/0.7 G+TS EA(ev)= 0.499

----

92DAM/KRE    Datum: DacidG= 380.1/2.5 kfkr p:8

DacidH(AH)= 387.5/2.6 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r4piper.zaf]

CBS-QB3    |-18.6  |386.6|378.7| 1.011|-39.5  |4.7    |26.4|96.2 

G3MP2B3    |-21.4  |387.0|379.2| 1.047|-41.2  |2.8    |26.2|96.0 

G3MP2B3+   |-21.9  |386.8|379.1| 1.055|-41.5  |2.4    |26.1|96.1 

G4MP2      |-21.9  |386.7|378.9| 0.866|-41.4  |-1.9   |26.4|91.6 

M062X/Def2T|-11.5  |389.6|381.7| 0.798|-36.5  |6.8    |26.6|95.4 

B3/6-311++G|20.8   |387.6|379.8| 0.829|0.4    |39.9   |26.1|91.6 

++++++++++++++++++++++++++++++++

(H2O)4..phenylalanine-.

C9H19NO6  mw:237.122 fg:319 cnt:10065

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03XU_/NIL    Datum: EA=0.6(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a dipole-bound anion, due to the zwitterionic structure.

++++++++++++++++++++++++++++++++

nC9H19O-

C9H19O  mw:143.144 Anion CAS: Z-1049679-54-0 fg:30 cnt:552

HOF(A.)= -36.6/2.0 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -90.0/0.2  94PED/       |

DacidS=22.0/1.0 Stat |  S(A-)=131.2/1.4 Acid |  S(AH)=135.2/1.0 GpAd 93SP

----

98HIG/BAR    Datum: DacidG= 368.0/2.0 IMRE | HOF(A-)=-81.1/2.9 Acid p:9

DacidH(AH)= 374.6/2.0 G+TS EA(ev)= 1.923 DaffH(X..Y-)= 41.8/2.9 A-IN

----

19STO/BAR    Datum: EA=1.98(5) eV LPES p:8

Vertical Detachment Energy:2.095(50) eV.

----

93HAA/HAR    Datum: DacidH(AH)= 373.2/3.0 CIDC p:8

Kinetic method gives energy-dependent results.

----

83BOA/HOU #  Datum: DacidG= 364.6/2.7 CIDC p:7

DacidH(AH)= 371.2/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c9ogaaa0.zaf]

CBS-QB3    |-79.7  |375.5|368.7| 1.871|-89.5  |-36.4  |23.0|105.2

G3MP2B3    |-81.6  |376.5|369.4| 1.867|-90.9  |-38.3  |23.8|104.7

G3MP2B3+   |-82.5  |376.0|368.9| 1.888|-91.3  |-38.8  |24.1|104.6

G4MP2      |-81.4  |376.5|369.6| 1.663|-90.7  |-42.8  |23.2|100.0

M062X/Def2T|-74.3  |377.9|372.7| 1.621|-87.5  |-36.9  |17.3|102.8

B3/6-311++G|-50.9  |373.3|366.1| 1.767|-56.9  |-10.0  |24.1|99.0 

++++++++++++++++++++++++++++++++

(tBu)2CHO-

C9H19O  mw:143.144 Anion CAS: Z-57206-40-3 fg:30 cnt:551

HOF(A.)= -47.1/2.2 D+AH          | BDE(A-H)= 105.5/2.0 Est2          

HOF(AH)= -100.5/1.0 GpAd 93SP    |

DacidS=22.0/2.5 Stat |  S(A-)=108.9/2.7 Acid |  S(AH)=112.9/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 361.0/2.0 IMRE | HOF(A-)=-98.6/2.4 Acid p:9

DacidH(AH)= 367.6/2.1 G+TS EA(ev)= 2.235 DaffH(X..Y-)= 50.7/2.4 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbu2cho.zaf]

CBS-QB3    |-92.9  |366.9|359.5| 2.189|-94.0  |-42.3  |24.9|103.8

G3MP2B3    |-94.7  |368.0|360.2| 2.181|-95.4  |-44.2  |25.9|103.3

G3MP2B3+   |-95.6  |367.4|359.5| 2.226|-95.8  |-44.3  |26.7|103.7

G4MP2      |-94.2  |368.9|361.4| 1.968|-95.9  |-48.6  |25.2|99.4 

M062X/Def2T|-86.8  |368.2|360.8| 2.003|-90.3  |-40.6  |24.7|101.9

B3/6-311++G|-50.9  |365.5|357.5| 2.031|-49.1  |-4.0   |26.7|97.2 

++++++++++++++++++++++++++++++++

HO(CH2)9O-

C9H19O2  mw:159.139 Anion CAS: A-3937-56-2 fg:31 cnt:9879

HOF(AH)= -126.4/2.0 GpAd 93SP    |

DacidS=10.0/3.0 Calc |  S(A-)=126.3/3.6 Acid |  S(AH)=142.3/2.0 GpAd 93SP

----

84HOU/TAB    Datum: DacidG= 358.7/2.0 CIDC | HOF(A-)=-130.4/3.0 Acid p:7

DacidH(AH)= 361.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj9o-c.zaf]

CBS-QB3    |-136.4 |355.3|352.3| 2.789|-125.9 |-71.4  |10.1|106.6

G3MP2B3    |-136.9 |356.7|353.4| 2.754|-126.4 |-72.7  |10.9|105.8

G4MP2      |-136.2 |356.9|353.6| 2.530|-126.0 |-77.2  |11.1|100.9

M062X/Def2T|-134.8 |353.2|351.1| 2.657|-123.3 |-72.9  |7.2 |102.5

B3/6-311++G|-97.2  |358.3|355.3| 2.590|-88.2  |-36.7  |10.3|103.7

++++++++++++++++++++++++++++++++

3,5,7,9-tetraOH-1-nonanol..Cl-

C9H20ClO5  mw:243.100

Core ion CAS: Z-16887-00-6 Solvent: 1227851-42-4 fg:482 cnt:11026

HOF(solv)=-246.9/5.0 GpAd 93SP     

----

16SHO/WAN    Datum: EA=5.45(10) eV LPES p:8

DaffH(AH)=  42.3/2.3 dEA

Vertical Detachment Energy:5.70(10) eV.

++++++++++++++++++++++++++++++++

(H2O)3..O2C(CH2)7CO2=

C9H20O7  mw:240.122 fg:237 cnt:3299

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.6/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

iPr3B..F-

C9H21BF  mw:159.173 Anion CAS: Z-63599-32-6 fg:481 cnt:1156

HOF(solv)= -60.2/2.8  77PED/RYL    

----

77MUR/BEA2   Datum: DaffH= 65.0 IMRB | HOF(A-)=-184.7/2.8 AfIN p:6

Fluoride Affinity: iPr2BF > iPr3B > Et2BF > Et3B.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ipr3bf.zcf]

G3MP2B3    |-173.0 | 66.7| 55.4| 35.4|-46.1  |-60.1  

M062X/Def2T|-170.8 | 80.6| 69.9| 35.7|-44.3  |-45.9  

B3/6-311++G|-129.7 | 47.6| 47.5| 35.1|-10.2  |-61.5  

++++++++++++++++++++++++++++++++

(H2O)5..phenylalanine-.

C9H21NO7  mw:255.132 fg:319 cnt:10066

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03XU_/NIL    Datum: EA=0.6(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a dipole-bound anion, due to the zwitterionic structure.

++++++++++++++++++++++++++++++++

tBuOH..tBuCH2O-

C9H21O2  mw:161.155

Core ion CAS: Z-55091-58-2 Solvent: 75-65-0 fg:230 cnt:1557

HOF(solv)= -74.7/0.2 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 18.7/2.0 IMRE | HOF(A-)=-102.1/2.2 AfIN p:8

DaffH(X..Y-)= 27.4/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbujotbu.zcf]

G3MP2B3    |-168.9 | 25.7| 15.6| 34.0|-74.6  |-68.5  

G4MP2      |-168.1 | 25.6| 15.5| 34.0|-74.2  |-68.2  

M062X/Def2T|-165.4 | 30.3| 19.6| 35.9|-72.3  |-62.8  

B3/6-311++G|-129.8 | 23.3| 14.6| 29.5|-57.3  |-49.1  

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)3(OPr)]=

C9H22Fe4OS7  mw:593.712 Anion CAS: Z-727731-41-1 fg:24 cnt:10293

----

04FU_/YAN    Datum: EA=0.57(8) eV LPES p:8

Vertical Detachment Energy:0.75(6) eV.

++++++++++++++++++++++++++++++++

(H2O)4..O2C(CH2)7CO2=

C9H22O8  mw:258.133 fg:237 cnt:3300

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.9/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)6..phenylalanine-.

C9H23NO8  mw:273.143 fg:319 cnt:10067

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03XU_/NIL    Datum: EA=0.6(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a dipole-bound anion, due to the zwitterionic structure.

++++++++++++++++++++++++++++++++

(nPrOH)3..Au-

C9H24AuO3  mw:377.140 fg:24 cnt:11206

HOF(solv)= -61.0/0.3 neut 94PED/   

----

20WAN/HAN    Datum: EA=3.60(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(iPrOH)3..Cl-

C9H24ClO3  mw:215.142 fg:482 cnt:3521

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 5.3/1.5 TDAs | HOF(A-)=-246.4/0.7 AfIN p:9

DaffH(X..Y-)= 14.9/0.5 TDAs

----

87HIR/MIZ4   Datum: DaffG= 4.7/1.0 TDAs | HOF(A-)=-244.0/1.1 AfIN p:8

DaffH(X..Y-)= 12.5/1.0 TDAs

++++++++++++++++++++++++++++++++

(nPrOH)3..Cl-

C9H24ClO3  mw:215.142 fg:482 cnt:3528

HOF(solv)= -61.0/0.3 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 4.8/1.0 TDAs | HOF(A-)=-233.3/1.8 AfIN p:8

DaffH(X..Y-)= 14.2/1.0 TDAs

++++++++++++++++++++++++++++++++

(iPrOH)3..F-

C9H24FO3  mw:199.171 fg:481 cnt:4892

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 8.4/0.7 TDAs | HOF(A-)=-326.8/1.0 AfIN p:8

DaffH(X..Y-)= 17.6/0.2 TDAs

++++++++++++++++++++++++++++++++

(iPrOH)3..I-

C9H24IO3  mw:307.078 fg:484 cnt:4904

HOF(solv)= -65.2/0.1 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 3.5/2.3 TDAs | HOF(A-)=-274.1/0.8 AfIN p:8

DaffH(X..Y-)= 9.5/0.7 TDAs

++++++++++++++++++++++++++++++++

(H2O)5..O2C(CH2)7CO2=

C9H24O9  mw:276.143 fg:237 cnt:3301

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.9/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)6..O2C(CH2)7CO2=

C9H26O10  mw:294.154 fg:237 cnt:3302

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.2/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(HCONH2)9-.

C9H27N9O9  mw:405.194

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11701

----

06MAE/NEG    Datum: EA=2.64 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated covalent anion; a solvated electron form has Vertical Detachment Energy=1.00 eV.

++++++++++++++++++++++++++++++++

(Me3Si)3Si-

C9H27Si4  mw:247.120 Anion CAS: Z-157402-82-9 fg:59 cnt:3421

HOF(A.)= -82.1/3.6 D+AH          | BDE(A-H)= 84.0/2.0 PAC 99LAA/MUL  

HOF(AH)= -114.0/3.0 Est1 99SWI/GI|

DacidS=26.0/2.0 Stat | 

----

94BRI/BER    Datum: EA=2.03(9) eV LPD  [46.8(20) kcal] | HOF(A-)=-128.9/4.1 Acid p:9

DacidG(AH)= 343.1/2.9 H-TS| DacidH(AH)= 350.8/2.8 D-EA

Bond Dissociation Energy revised: 99LAA/MUL.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tms3si.zaf]

CBS-QB3    |-112.6 |349.6|342.8| 2.056|-96.5  |-65.1  |23.1|83.5 

G3MP2B3    |-115.2 |349.7|342.3| 2.101|-97.7  |-66.8  |24.7|83.0 

G4MP2      |-115.4 |350.0|343.1| 1.812|-98.2  |-73.5  |23.4|76.9 

M062X/Def2T|-104.4 |350.8|344.6| 1.852|-90.5  |-61.3  |21.0|81.3 

B3/6-311++G|-40.7  |356.4|349.7| 1.732|-29.8  |-0.7   |22.5|81.2 

++++++++++++++++++++++++++++++++

(MeOH)9..Br-

C9H36BrO9  mw:367.155 fg:483 cnt:4444

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.3/2.0 TDAs | HOF(A-)=-572.9/2.5 AfIN p:8

DaffH(X..Y-)= 8.2/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

(MeOH)9..Cl-

C9H36ClO9  mw:323.205 fg:482 cnt:3508

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.4/1.0 TDAs | HOF(A-)=-528.2/2.5 AfIN p:8

DaffH(X..Y-)= 7.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(CH4)9..F-

C9H36F  mw:163.281 fg:481 cnt:5285

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -4.0/3.0 TDAs | HOF(A-)=-259.8/0.9 AfIN p:8

DaffH(X..Y-)= 2.3/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeOH)9..F-

C9H36FO9  mw:307.235 fg:481 cnt:4432

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.5/2.0 TDAs | HOF(A-)=-484.2/2.5 AfIN p:8

DaffH(X..Y-)= 9.2/1.0 TDAs

++++++++++++++++++++++++++++++++

C10-

C10  mw:120.001 Anion CAS: Z-130390-65-7 fg:2 cnt:2242

----

05ACH/KOH    Datum: EA=2.30(10) eV LPES p:9

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

98KOH/SUZ    Datum: EA=4.60(18) eV LPES p:8

The stated EA is the Vertical Detachment Energy. linear isomer.

----

91ARN/BRA    Datum: EA=2.2(1) eV LPES p:8

Ring structure from vibrational data.

----

88YAN/TAY    Datum: EA=2.30(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

----

95HAN/GAN    Datum: EA=2.00(5) eV LPES p:7

Clusters are 'annealed'. Temperature unstated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c10-cz.zzf]

G3MP2B3    |300.3  |     |     | 1.765|       |340.7  |    |     

M062X/Def2T|301.2  |     |     | 1.654|       |339.1  |    |     

B3/6-311++G|319.2  |     |     | 1.767|       |359.6  |    |     

++++++++++++++++++++++++++++++++

(CO2)10..Br-

C10BrO20  mw:518.817 fg:483 cnt:3068

HOF(A.)= -913.7/3.4              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=5.081(10) eV LPES | HOF(A-)=-1030.8/3.4 AfIN p:8

DaffH(AH)=  1.8/0.4 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(cC5F8)2..Cl-

C10ClF16  mw:458.944 fg:482 cnt:7003

HOF(solv)=-366.0/5.0 Est3          

----

05HIR/FUJ    Datum: DaffG= 2.4/0.2 TDAs | HOF(A-)=-377.0/5.0 AfIN p:8

DaffH(X..Y-)= 11.0/0.2 TDAs

++++++++++++++++++++++++++++++++

Ru3Co(CO)10-

C10CoO10Ru3  mw:644.596 fg:22 cnt:5846

----

02BUT/JOH    Datum: EA=3.88(10) eV LPES p:7

++++++++++++++++++++++++++++++++

pCF3-C6F4-C(CN)2-

C10F7N2  mw:280.996 Anion CAS: Z-752926-44-6 fg:67 cnt:2952

DacidS=26.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 301.5/2.0 IMRE p:8

DacidH(AH)= 309.3/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqc6f4mn.zaf]

G3MP2B3    |-299.0 |307.4|300.0| 4.091|-239.2 |-204.7 |24.8|86.6 

G4MP2      |-292.8 |306.9|299.1|      |-232.5 |       |26.2|     

M062X/Def2T|-311.7 |300.2|291.8| 4.013|-247.2 |-219.2 |28.2|80.1 

B3/6-311++G|-241.3 |298.0|290.0| 3.993|-172.1 |-149.3 |26.8|74.9 

++++++++++++++++++++++++++++++++

heptaF-1-naphthoxide-

C10F7O  mw:268.984 Anion CAS: A-5386-30-1 fg:33 cnt:2931

HOF(AH)= -303.7/1.0 GpAd 93SP    |

DacidS=27.2/3.0 Calc |  S(A-)=122.7/3.2 Acid |  S(AH)=121.6/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 314.0/2.0 IMRE | HOF(A-)=-347.3/2.4 Acid p:9

DacidH(AH)= 322.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f7c10-1o.zaf]

CBS-QB3    |-349.4 |324.3|316.4| 3.151|-308.0 |-276.9 |26.6|83.2 

G3MP2B3    |-344.8 |325.1|317.1| 3.432|-302.7 |-265.8 |26.9|89.0 

G3MP2B3+   |-344.7 |325.0|316.9| 3.434|-302.5 |-265.6 |27.1|89.0 

G4MP2      |-338.0 |324.7|316.7|      |-295.5 |       |27.0|     

M062X/Def2T|-356.7 |323.4|315.5| 3.101|-315.4 |-285.3 |26.6|82.3 

B3/6-311++G|-291.0 |319.0|310.9| 3.222|-242.7 |-216.9 |27.1|78.0 

++++++++++++++++++++++++++++++++

heptaF-2-naphthoxide-

C10F7O  mw:268.984 Anion CAS: A-727-49-1 fg:33 cnt:2935

HOF(AH)= -308.7/1.0 GpAd 93SP    |

DacidS=26.4/3.0 Calc |  S(A-)=122.0/3.2 Acid |  S(AH)=121.6/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 312.4/2.0 IMRE | HOF(A-)=-354.1/2.4 Acid p:9

DacidH(AH)= 320.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f7c10-2o.zaf]

CBS-QB3    |-353.4 |321.2|313.4| 3.414|-308.9 |-274.7 |26.4|86.2 

G3MP2B3    |-348.8 |322.0|314.1| 3.717|-303.6 |-263.3 |26.6|92.5 

G3MP2B3+   |-348.7 |322.0|314.1| 3.719|-303.5 |-263.1 |26.4|92.5 

G4MP2      |-341.9 |321.7|313.8|      |-296.5 |       |26.5|     

M062X/Def2T|-360.2 |320.9|313.2| 3.359|-316.5 |-282.8 |25.8|85.7 

B3/6-311++G|-294.6 |316.5|308.6| 3.478|-243.8 |-214.5 |26.5|81.4 

++++++++++++++++++++++++++++++++

(p-aza-C5F4)2N-

C10F8N3  mw:313.997 Anion CAS: A-35622-48-1 fg:47 cnt:2943

DacidS=25.4/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 306.1/2.0 IMRE p:8

DacidH(AH)= 313.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnc5f42n.zaf]

G3MP2B3    |-342.4 |313.4|305.9| 4.508|-288.6 |-238.5 |25.1|102.2

G3MP2B3+   |-342.2 |313.6|306.1|      |-288.6 |       |25.4|     

G4MP2      |-335.5 |313.4|305.9|      |-281.7 |       |25.0|     

M062X/Def2T|-360.9 |312.3|305.0| 4.200|-308.5 |-264.0 |24.4|96.6 

B3/6-311++G|-289.4 |309.1|301.6| 4.217|-231.3 |-192.2 |25.3|91.2 

++++++++++++++++++++++++++++++++

F15-adamantan-1-ide-

C10F15  mw:404.977 Anion CAS: Z-848171-64-2 fg:89 cnt:8686

----

14ZHA/BAD    Datum: DacidG= 319.6/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f15adam.zaf]

G3MP2B3    |-778.7 |330.4|322.6| 4.152|-741.8 |-682.9 |25.9|111.0

M062X/Def2T|-783.9 |329.5|321.8| 4.016|-748.7 |-691.2 |25.9|109.6

B3/6-311++G|-657.1 |323.9|316.1| 4.280|-613.7 |-558.4 |26.0|107.4

++++++++++++++++++++++++++++++++

perfluoro-1-adamantanyl alkoxide-

C10F15O  mw:420.972 Anion CAS: Z-881840-99-9 fg:32 cnt:6948

HOF(A.)= -708.1/9.5              | BDE(A-H)= 111.0/3.0 Est2          

HOF(AH)= -767.0/5.0 GpAd 93SP    |

DacidS=23.8/3.0 Stat | 

----

07HER/DAV    Datum: DacidG= 315.7/2.2 IMRE | HOF(A-)=-809.9/5.5 Acid p:9

DacidH(AH)= 322.8/2.4 G+TS EA(ev)= 4.417

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [perf1ado.zaf]

G3MP2B3    |-821.3 |323.1|315.4| 4.574|-777.1 |-715.8 |25.8|113.4

G4MP2      |-806.1 |323.1|315.4|      |-762.0 |       |25.6|     

M062X/Def2T|-828.2 |322.0|314.6| 4.472|-785.5 |-725.0 |24.9|112.6

B3/6-311++G|-693.5 |315.8|308.1| 4.669|-642.1 |-585.9 |25.8|108.3

++++++++++++++++++++++++++++++++

(cC5F8)2..F-

C10F17  mw:442.973 fg:481 cnt:7008

HOF(solv)=-366.0/5.0 Est3          

----

05HIR/FUJ    Datum: DaffG= 1.0/0.3 TDAs | HOF(A-)=-828.1/7.1 AfIN p:8

DaffH(X..Y-)= 6.7/0.3 TDAs

++++++++++++++++++++++++++++++++

nC3F7COC(CF3)=C(nC3F7)O-

C10F17O2  mw:474.963 Anion CAS: Z-94559-73-6 fg:65 cnt:2683

HOF(AH)= -926.6/1.0 GpAd 93SP    |

----

94KOP/TAF    Datum: DacidG= 302.7/2.0 IMRE | HOF(A-)=-989.6/2.2 Acid p:8

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qzzco2cq.zaf]

G3MP2B3    |-997.7 |299.7|292.7|      |-930.2 |       |23.4|     

M062X/Def2T|-1016.5|292.8|285.3| 4.727|-944.6 |-906.6 |25.0|90.1 

B3/6-311++G|-875.9 |291.0|284.8| 4.814|-799.7 |-766.2 |20.7|85.6 

++++++++++++++++++++++++++++++++

perfluorodecalin-.

C10F18  mw:461.972 Anion CAS: Z-137433-33-1 fg:101 cnt:11536

----

22WIL/SIE    Datum: EA=2.58(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(CO2)10..I-

C10IO20  mw:566.803 fg:484 cnt:3055

HOF(A.)= -911.2/3.6              |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.392(37) eV LPES | HOF(A-)=-1017.0/4.3 AfIN p:8

DaffH(AH)=  0.9/1.2 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

K8(NCS)10=

C10K8N10S10  mw:891.462 fg:24 cnt:10809

----

15DEN/KON2   Datum: EA=4.66(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC10-.

C10La  mw:258.907 Anion CAS: N-167314-77-4 fg:19 cnt:5016

----

00KOH/SUZ    Datum: EA=3.11(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MnC10-

C10Mn  mw:174.939 Anion CAS: Z-207401-29-4 fg:19 cnt:11035

----

19XU_/YAN    Datum: EA=3.91(8) eV LPES p:8

Vertical Detachment Energy:3.97(8) eV.

++++++++++++++++++++++++++++++++

hexacyanobutadiene-.

C10N6  mw:204.019 Anion CAS: Z-50973-10-9 fg:102 cnt:479

HOF(A.)= 240.0/10.0 Est3         |
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=3.29(10) eV SI   [75.9(23) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.8-4.1 eV.

----

67FAR/PAG    Datum: EA=3.30(10) eV SI   [76.0(24) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cn6vvz.zzf]

CBS-QB3    |169.5  |     |     | 4.083|       |263.8  |    |     

G3MP2B3    |165.8  |     |     | 3.861|       |255.0  |    |     

G4MP2      |164.5  |     |     | 4.081|       |258.8  |    |     

M062X/Def2T|163.9  |     |     | 4.267|       |262.4  |    |     

B3/6-311++G|198.8  |     |     | 4.324|       |298.7  |    |     

++++++++++++++++++++++++++++++++

Na8(NCS)10=

C10N10Na8S10  mw:763.671 fg:24 cnt:10795

----

15DEN/KON2   Datum: EA=4.70(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb3C10-.

C10Nb3  mw:398.720 Anion CAS: Z-1184291-14-2 fg:19 cnt:8557

----

10CLA/JON    Datum: EA=2.36(20) eV LPES p:9

Vertical Detachment Energy:2.79(20) eV.

++++++++++++++++++++++++++++++++

V2Ni(CO)10-

C10NiO10V2  mw:439.773 fg:22 cnt:10981

----

18ZHA/XIE2   Datum: EA=3.65(5) eV PVMI p:8

Vertical Detachment Energy:3.93(4) eV.

++++++++++++++++++++++++++++++++

Ru6C(CO)9=

C10O9Ru6  mw:875.381 Anion CAS: Z-50973-10-9 fg:22 cnt:5850

----

02BUT/JOH    Datum: EA=0.08(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Ru6(CO)10=

C10O10Ru6  mw:891.376 Anion CAS: Z-50973-10-9 fg:22 cnt:5859

----

02BUT/JOH    Datum: EA=0.37(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(CO2)10-.

C10O20  mw:439.899 Anion CAS: N-876170-42-2 fg:302 cnt:1857

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=3.00(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=2.84(2) eV LPES p:5

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V2C10-.

C10V2  mw:221.888 fg:19 cnt:6852

----

06KNA/JON    Datum: EA=1.40(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC10-.

C10Y  mw:208.906 fg:19 cnt:5032

----

00KOH/SUZ    Datum: EA=3.56(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AuC10H-

C10HAu  mw:317.975 Anion CAS: Z-3069315-50-7 fg:24 cnt:11504

----

22HAN/XIO    Datum: EA=2.157(5) eV LPES p:8

Vertical Detachment Energy:2.30(3) eV.

++++++++++++++++++++++++++++++++

2,3,5,6-tetraCF3-phenide-

C10HF12  mw:348.989 Anion CAS: Z-167172-48-7 fg:87 cnt:5348

DacidS=27.8/2.0 Stat | 

----

98SCH/MON    Datum: DacidG= 341.4/3.0 IMRE p:8

DacidH(AH)= 349.7/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q4ph.zaf]

G3MP2B3    |-629.2 |357.3|349.2| 3.397|-619.3 |-550.8 |27.3|120.6

G4MP2      |-621.7 |357.3|349.3|      |-611.8 |       |26.9|     

M062X/Def2T|-641.1 |356.4|347.7| 3.047|-632.8 |-571.0 |29.0|113.9

B3/6-311++G|-539.7 |353.0|344.7| 3.266|-525.4 |-464.4 |27.9|113.1

++++++++++++++++++++++++++++++++

2,3,5,6-tetracyanophenide-

C10HN4  mw:177.021 Anion CAS: N-17805-72-0 fg:87 cnt:876

HOF(AH)= 150.9/1.0 GpAd 93SP     |

DacidS=26.0/1.0 Stat |  S(A-)=99.1/1.4 Acid |  S(AH)=99.1/1.0 GpAd 93SP
###### the following are "below the line": evaluated as not accurate ####

----

67FAR/PAG    Datum: EA=2.41(4) eV SI   [55.5(10) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.9 eV, and an acidity of ca. 343 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2356cnph.zaf]

CBS-QB3    |141.9  |342.9|334.3| 3.898|164.7  |231.8  |28.8|119.2

G3MP2B3    |134.5  |343.1|334.5| 3.873|158.6  |223.9  |28.8|117.4

G3MP2B3+   |134.3  |343.1|334.9| 3.875|158.4  |223.7  |27.4|117.4

G4MP2      |137.2  |342.8|334.6| 3.676|161.6  |222.0  |27.7|112.6

M062X/Def2T|137.5  |341.3|333.5| 3.797|160.8  |225.1  |26.0|116.4

B3/6-311++G|171.5  |342.2|334.0| 3.832|196.6  |259.9  |27.4|115.4

++++++++++++++++++++++++++++++++

HC10S-

C10HS  mw:152.980 Anion CAS: Z-190328-34-8 fg:54 cnt:11153

----

16XU_/YAN    Datum: EA=3.49(8) eV LPES p:8

Vertical Detachment Energy:3.49(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc10s.zaf]

CBS-QB3    |217.0  |300.7|297.8| 3.657|282.0  |301.5  |10.0|71.6 

G3MP2B3    |209.0  |312.2|308.1| 4.380|263.9  |310.1  |13.9|98.2 

M062X/Def2T|200.8  |297.3|294.4| 3.545|268.2  |282.8  |10.0|66.7 

B3/6-311++G|224.1  |309.7|304.0| 3.457|281.7  |303.8  |19.0|74.3 

++++++++++++++++++++++++++++++++

UO2.(CF3COCHCOCF3)2-.

C10H2F12O6U  mw:684.017 Anion CAS: N-67316-66-9 fg:24 cnt:360
###### the following are "below the line": evaluated as not accurate ####

----

82YOK/QUI    Datum: EA=1.9(3) eV NBIE p:4

++++++++++++++++++++++++++++++++

1,2,4,5-tetracyanobenzene-.

C10H2N4  mw:178.028 Anion CAS: Z-34538-64-2 fg:108 cnt:455

HOF(A.)= 150.9/1.0 GpAd 93SP     | | S(A.)=99.1/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

67FAR/PAG    Datum: EA=2.20(22) eV SI   [50.8(51) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.5 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nc4phh.zzf]

CBS-QB3    |105.1  |     |     | 2.585|       |164.8  |    |     

G3MP2B3    |101.6  |     |     | 2.474|       |158.6  |    |     

G3MP2B3+   |101.3  |     |     | 2.480|       |158.4  |    |     

G4MP2      |100.2  |     |     | 2.664|       |161.6  |    |     

M062X/Def2T|99.9   |     |     | 2.644|       |160.8  |    |     

B3/6-311++G|132.5  |     |     | 2.783|       |196.6  |    |     

++++++++++++++++++++++++++++++++

3,5-diCF3-PhC(CF3)Cl-

C10H3ClF9  mw:328.979 Anion CAS: A-216684-42-3 fg:74 cnt:11693

----

16MIS/ABB    Datum: DacidG= 332.4/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mq2ycclq.zaf]

CBS-QB3    |-511.9 |341.7|334.0| 2.753|-487.8 |-448.5 |25.8|91.4 

G3MP2B3    |-505.3 |342.1|334.1| 2.910|-480.2 |-438.3 |26.8|94.0 

G3MP2B3+   |-505.4 |342.1|337.3| 2.916|-480.3 |-438.3 |16.2|94.1 

G4MP2      |-500.0 |342.2|334.4| 2.490|-475.1 |-442.7 |26.1|84.5 

M062X/Def2T|-515.9 |338.0|329.7| 2.782|-489.3 |-451.9 |27.9|89.5 

B3/6-311++G|-428.7 |335.7|330.7| 2.881|-397.1 |-362.4 |16.7|86.8 

++++++++++++++++++++++++++++++++

pMe-C6F4C(CN)2-

C10H3F4N2  mw:227.024 Anion CAS: Z-722447-02-1 fg:67 cnt:2939

DacidS=29.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 308.0/2.0 IMRE p:9

DacidH(AH)= 316.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prc6f4mn.zaf]

G3MP2B3    |-144.2 |318.1|309.7| 3.572|-95.0  |-61.8  |28.0|85.3 

G4MP2      |-139.3 |317.8|308.9| 3.322|-90.0  |-62.8  |29.8|79.3 

B3/6-311++G|-100.8 |310.1|304.5| 3.406|-43.6  |-21.7  |18.8|74.0 

++++++++++++++++++++++++++++++++

2,4,6-triSO2CF3-C6H2CH=NO2-

C10H3F9NO8S3  mw:531.888 Anion CAS: A-75850-57-6 fg:70 cnt:2679

----

94KOP/TAF    Datum: DacidG= 305.3/2.0 IMRE p:8

++++++++++++++++++++++++++++++++

(CO2)9..MeI-.

C10H3IO18  mw:537.837 fg:102 cnt:11762

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/SAE    Datum: EA=3.09(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

96TSU/SAE    Datum: EA=3.08(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

2,3-diCl-1,4-naphthoquinone-.

C10H4Cl2O2  mw:225.959 Anion CAS: Z-22062-59-5 fg:113 cnt:978

HOF(A.)= -36.0/3.0 Est1          |

----

88HEI/CHO    Datum: EA=2.21(6) eV TDEq [50.9(14) kcal] | HOF(A-)=-86.9/3.3 R-EA p:9

.DELTA.eaG(423 K) = 49.4 kcal/mol; .DELTA.eaS = -3.5 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2npq.zzf]

CBS-QB3    |-91.3  |     |     | 2.308|       |-38.0  |    |     

G3MP2B3    |-89.5  |     |     | 2.242|       |-37.8  |    |     

G3MP2B3+   |-89.7  |     |     | 2.242|       |-38.0  |    |     

G4MP2      |-92.8  |     |     | 2.461|       |-36.0  |    |     

M062X/Def2T|-93.1  |     |     | 2.329|       |-39.4  |    |     

B3/6-311++G|-42.4  |     |     | 2.473|       |14.7   |    |     

++++++++++++++++++++++++++++++++

mCF3-C6H4C(CN)2-

C10H4F3N2  mw:209.033 Anion CAS: Z-99726-51-9 fg:67 cnt:2520

DacidS=19.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 307.0/2.0 IMRE p:8

DacidH(AH)= 312.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqphmn.zaf]

CBS-QB3    |-126.0 |312.9|306.9|      |-73.1  |       |20.1|     

G3MP2B3    |-128.5 |314.0|308.5| 3.490|-75.4  |-47.9  |18.4|79.5 

G3MP2B3+   |-128.6 |314.0|308.1| 3.497|-75.4  |-48.0  |19.8|79.6 

G4MP2      |-125.6 |314.2|308.0| 3.255|-72.6  |-50.4  |20.7|74.3 

M062X/Def2T|-134.0 |307.8|301.2| 3.423|-77.1  |-55.0  |22.1|74.3 

B3/6-311++G|-84.0  |307.3|300.6| 3.346|-23.9  |-6.7   |22.2|69.3 

++++++++++++++++++++++++++++++++

3,5-diCF3-C6H3CH(SO2CF3)-

C10H4F9O2S  mw:358.979 Anion CAS: A-434957-15-0 fg:72 cnt:8530

DacidS=21.0/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 313.3/2.0 IMRE p:9

DacidH(AH)= 319.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2phxtf.zaf]

G3MP2B3    |-568.5 |322.6|315.8|      |-523.9 |       |22.8|     

G4MP2      |-566.2 |322.6|315.8|      |-521.7 |       |22.7|     

M062X/Def2T|-576.6 |319.6|312.7| 3.727|-531.5 |-489.9 |23.1|93.7 

B3/6-311++G|-450.1 |320.2|314.3| 3.739|-403.0 |-365.8 |19.7|89.3 

++++++++++++++++++++++++++++++++

mCF3-C6H4C(SO2CF3)2-

C10H4F9O4S2  mw:422.941 Anion CAS: A-1449332-72-2 fg:72 cnt:8533

DacidS=25.0/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 296.4/2.0 IMRE p:9

DacidH(AH)= 303.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqphctf2.zaf]

G3MP2B3    |-629.3 |298.2|289.6|      |-560.3 |       |28.7|     

G4MP2      |-628.7 |297.4|289.1|      |-559.0 |       |27.9|     

B3/6-311++G|-457.1 |299.9|292.5| 4.675|-389.8 |-351.3 |24.9|90.6 

++++++++++++++++++++++++++++++++

pCF3-C6H4C(SO2CF3)2-

C10H4F9O4S2  mw:422.941 Anion CAS: A-434957-42-3 fg:72 cnt:8534

DacidS=25.0/3.0 Calc | 

----

13ZHA/BAD    Datum: DacidG= 295.8/2.0 IMRE p:9

DacidH(AH)= 303.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqphctf2.zaf]

G3MP2B3    |-629.7 |297.7|289.4|      |-560.2 |       |28.0|     

G4MP2      |-629.1 |297.0|289.0|      |-558.9 |       |26.8|     

M062X/Def2T|-632.4 |295.4|287.2|      |-563.1 |       |27.2|     

B3/6-311++G|-457.9 |299.3|292.0|      |-390.0 |       |24.5|     

++++++++++++++++++++++++++++++++

2,4,6-triSO2CF3-C6H2CH2-

C10H4F9O6S3  mw:486.903 Anion CAS: Z-174191-08-3 fg:74 cnt:2677

----

94KOP/TAF    Datum: DacidG= 305.7/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tf3phj.zaf]

G3MP2B3    |-669.9 |303.8|296.7|      |-606.5 |       |23.9|     

M062X/Def2T|-669.6 |300.1|292.8| 4.161|-605.0 |-572.7 |24.6|84.4 

B3/6-311++G|-452.5 |301.2|294.5| 4.131|-386.4 |-359.4 |22.7|79.1 

++++++++++++++++++++++++++++++++

mCN-C6H4C(CN)2-

C10H4N3  mw:166.041 Anion CAS: Z-99726-50-8 fg:67 cnt:2521

DacidS=19.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 304.4/2.0 IMRE p:8

DacidH(AH)= 310.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcphccn2.zaf]

CBS-QB3    |69.9   |309.9|304.0|      |125.8  |       |19.8|     

G3MP2B3    |63.6   |311.1|305.1| 3.663|119.7  |148.2  |20.3|80.6 

G3MP2B3+   |63.4   |311.1|304.6| 3.669|119.5  |148.1  |21.7|80.7 

G4MP2      |65.6   |311.2|305.2| 3.492|121.6  |146.3  |20.2|76.7 

M062X/Def2T|62.0   |304.9|298.5| 3.574|121.7  |144.5  |21.7|74.9 

B3/6-311++G|95.5   |304.8|298.4| 3.465|158.0  |175.5  |21.5|69.6 

++++++++++++++++++++++++++++++++

p-aza-C5F4-C(CN)=C(OEt)O-

C10H5F4N2O2  mw:261.029 Anion CAS: Z-784082-05-9 fg:66 cnt:2946

DacidS=21.9/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 303.5/2.0 IMRE p:8

DacidH(AH)= 310.0/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nf4xcne.zaf]

CBS-QB3    |-264.3 |315.5|309.0|      |-214.0 |       |21.8|     

G3MP2B3    |-260.5 |317.2|310.8| 3.869|-210.5 |-171.2 |21.4|91.5 

G3MP2B3+   |-260.7 |317.0|310.5| 3.874|-210.5 |-171.2 |21.9|91.4 

G4MP2      |-255.0 |317.2|311.0|      |-205.1 |       |20.7|     

M062X/Def2T|-271.4 |311.7|305.3| 3.758|-218.5 |-184.5 |21.7|86.1 

B3/6-311++G|-210.2 |310.8|304.2| 3.718|-153.7 |-124.3 |22.1|81.5 

++++++++++++++++++++++++++++++++

pC(CF3)3-anilide-

C10H5F9N  mw:310.028 Anion CAS: A-41125-50-2 fg:47 cnt:2499

HOF(A.)= -407.5/2.2 D+AH         | BDE(A-H)= 92.7/2.0 Est2 93BOR/ZHA 

HOF(AH)= -448.1/1.0 GpAd 93SP    |

DacidS=24.4/1.0 Stat |  S(A-)=139.1/1.4 Acid |  S(AH)=140.7/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 345.9/2.0 IMRE | HOF(A-)=-460.6/2.3 Acid p:9

DacidH(AH)= 353.2/2.0 G+TS EA(ev)= 2.304

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q3can.zaf]

G3MP2B3    |-475.2 |352.6|344.7| 2.556|-460.6 |-416.3 |26.4|96.4 

G3MP2B3+   |-475.4 |352.4|345.0|      |-460.5 |       |24.8|     

G4MP2      |-468.6 |352.4|345.0|      |-453.8 |       |24.9|     

M062X/Def2T|-482.4 |352.5|345.1| 2.478|-470.2 |-424.6 |24.9|97.7 

B3/6-311++G|-391.9 |351.0|343.8| 2.413|-375.7 |-336.3 |24.5|91.4 

++++++++++++++++++++++++++++++++

1,4-naphthoquinonide-

C10H5O2  mw:157.030 Anion CAS: N-273721-18-9 fg:86 cnt:1756

HOF(AH)= -23.3/0.5  89RIB/RIB    |

DacidS=27.4/2.0 Stat | 

----

87JOH/SPE    Datum: DacidG=<384.0 IMRB | HOF(A-)=<3.2/0.5 Acid p:7

DacidH(AH)=<392.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [npq.zaf]

CBS-QB3    |-12.6  |376.2|368.4|      |-23.0  |       |26.0|     

G3MP2B3    |-17.2  |375.9|368.1| 2.265|-25.9  |35.0   |26.2|113.1

G3MP2B3+   |-17.3  |376.0|368.2| 2.263|-26.1  |34.9   |26.0|113.1

G4MP2      |-15.6  |375.6|367.8| 2.088|-24.0  |32.5   |26.2|108.6

M062X/Def2T|-14.4  |376.1|368.3| 2.092|-25.9  |33.8   |26.1|111.8

B3/6-311++G|19.6   |374.7|366.9| 2.211|12.2   |70.6   |26.0|110.5

++++++++++++++++++++++++++++++++

naphthalen-6-yl-2-ide-

C10H6  mw:126.048 Anion CAS: Z-312311-00-5 fg:87 cnt:5077

HOF(A.)= 151.2/6.2 D+AH          | BDE(A-H)= 107.7/4.9 D-EA          

HOF(AH)=  36.0/0.4  08ROU/TEM    |

DacidS=26.0/2.0 Stat | 

----

00REE/HAR    Datum: EA=1.34(9) eV CIDC [31.0(20) kcal] p:7

----

00REE/HAR    Datum: EA=1.26(17) eV IMRB [29.0(40) kcal] p:7

Electron affinity between C6F5NO2 and SO2.

----

00REE/HAR    Datum: DacidG= 382.5/4.0 IMRB | HOF(A-)=60.6/4.1 Acid p:7

DacidH(AH)= 390.3/4.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naph6d2m.za0]

M062X/Def2T|122.4  |395.2|387.3| 3.411|91.8   |201.3  |26.4|161.6

++++++++++++++++++++++++++++++++

naphthalen-3-yl-2-ide-

C10H6  mw:126.048 Anion CAS: Z-312310-99-9 fg:87 cnt:5078

HOF(A.)= 120.8/4.6 D+AH          | BDE(A-H)= 77.3/4.0 D-EA           

HOF(AH)=  36.0/0.4  08ROU/TEM    |

DacidS=26.0/2.0 Stat | 

----

00REE/HAR    Datum: DacidG= 369.3/3.0 IMRB | HOF(A-)=47.4/3.1 Acid p:7

DacidH(AH)= 377.1/3.1 G+TS

Between tBuOD and 1-pentyne.

----

00REE/HAR    Datum: EA=0.598(108) eV [13.8(25) kcal] p:7

Between F5-pyridine and CS2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naphthyn.zz0]

CBS-QB3    |109.2  |376.2|368.3| 0.891|98.7   |129.7  |26.6|83.1 

M062X/Def2T|105.8  |378.7|370.8| 0.951|91.8   |127.7  |26.5|88.0 

++++++++++++++++++++++++++++++++

1-bromonaphthalen-5-ide-

C10H6Br  mw:204.966 Anion CAS: A2-90-11-9 fg:87 cnt:3039

HOF(A.)= 102.8/1.1 D+AH          |

HOF(AH)=  41.4/1.0 GpAd 93SP     |

DacidS=26.0/1.0 Stat |  S(A-)=91.9/1.4 Acid |  S(AH)=91.9/1.0 GpAd 93SP

----

95WEN/SQU2   Datum: DacidH(AH)= 387.4/3.5 Bran | HOF(A-)=63.1/3.6 Acid p:8

DacidG(AH)= 379.7/3.5 H-TS

By HO- cleavage of substituted silanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1brnaph5.zaf]

CBS-QB3    |59.9   |387.7|379.6|      |37.9   |       |27.0|     

G3MP2B3    |57.0   |387.4|379.3| 1.780|36.9   |97.9   |27.1|113.2

G4MP2      |57.5   |387.2|379.1|      |37.5   |       |26.9|     

M062X/Def2T|60.8   |388.6|380.7| 1.560|36.8   |96.7   |26.6|111.9

B3/6-311++G|93.9   |387.4|379.5| 1.684|73.7   |132.6  |26.6|111.0

++++++++++++++++++++++++++++++++

1-bromonaphthalen-4-ide-

C10H6Br  mw:204.966 Anion CAS: A1-90-11-9 fg:87 cnt:3038

HOF(A.)= 102.8/1.1 D+AH          |

HOF(AH)=  41.4/1.0 GpAd 93SP     |

DacidS=26.0/1.0 Stat |  S(A-)=91.9/1.4 Acid |  S(AH)=91.9/1.0 GpAd 93SP

----

95WEN/SQU2   Datum: DacidH(AH)= 386.9/3.5 Bran | HOF(A-)=62.6/3.6 Acid p:8

DacidG(AH)= 379.2/3.5 H-TS

By HO- cleavage of substituted silanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1brnaph4.zaf]

CBS-QB3    |58.9   |386.8|378.8|      |37.9   |       |26.9|     

G3MP2B3    |56.3   |386.6|378.6| 1.828|36.9   |98.3   |26.9|113.5

G4MP2      |56.8   |386.4|378.4|      |37.5   |       |26.7|     

M062X/Def2T|59.9   |387.8|379.8| 1.613|36.8   |97.0   |26.7|112.3

B3/6-311++G|93.7   |387.2|379.4| 1.709|73.7   |133.1  |26.4|111.4

++++++++++++++++++++++++++++++++

2-bromonaphthalen-7-ide-

C10H6Br  mw:204.966 Anion CAS: A-580-13-2 fg:87 cnt:3041

HOF(A.)= 102.8/1.1 D+AH          |

HOF(AH)=  41.4/1.0 GpAd 93SP     |

DacidS=26.0/1.0 Stat |  S(A-)=91.9/1.4 Acid |  S(AH)=91.9/1.0 GpAd 93SP

----

95WEN/SQU2   Datum: DacidH(AH)= 390.3/3.3 Bran | HOF(A-)=66.0/3.5 Acid p:8

DacidG(AH)= 382.6/3.3 H-TS

By HO- cleavage of substituted silanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2brnaph7.zaf]

CBS-QB3    |61.2   |389.6|381.6|      |37.4   |       |27.0|     

G3MP2B3    |58.9   |389.5|381.5| 1.672|36.6   |97.3   |27.0|112.8

G4MP2      |59.7   |389.4|381.4|      |37.4   |       |26.9|     

M062X/Def2T|62.4   |390.8|382.9| 1.453|36.2   |95.8   |26.5|111.7

B3/6-311++G|94.9   |389.8|381.9| 1.577|72.4   |131.2  |26.6|110.9

++++++++++++++++++++++++++++++++

2-chloronaphthalen-7-ide-

C10H6Cl  mw:161.016 Anion CAS: A-91-58-7 fg:87 cnt:3040

HOF(A.)=  94.2/2.5 D+AH          |

HOF(AH)=  32.8/2.4  94PED/       |

DacidS=26.0/1.0 Stat |  S(A-)=89.6/1.4 Acid |  S(AH)=89.6/1.0 GpAd 93SP

----

95WEN/SQU2   Datum: DacidH(AH)= 391.8/2.0 Bran | HOF(A-)=59.0/3.2 Acid p:8

DacidG(AH)= 384.1/2.0 H-TS

By HO- cleavage of substituted silanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2clnaph7.zaf]

CBS-QB3    |52.5   |390.3|382.2|      |28.0   |       |27.0|     

G3MP2B3    |47.4   |390.1|382.1| 1.649|24.6   |85.3   |26.9|112.9

G3MP2B3+   |47.4   |390.1|382.2| 1.641|24.4   |85.1   |26.7|112.8

G4MP2      |47.8   |390.0|382.0| 1.474|25.0   |81.7   |26.7|108.8

M062X/Def2T|50.4   |391.6|383.7| 1.415|23.5   |82.9   |26.5|111.5

B3/6-311++G|85.5   |390.4|382.4| 1.552|62.4   |121.2  |26.7|110.9

++++++++++++++++++++++++++++++++

1-chloronaphthalen-4-ide-

C10H6Cl  mw:161.016 Anion CAS: Z-158397-91-2 fg:87 cnt:3036

HOF(A.)=  90.0/2.4 D+AH          |

HOF(AH)=  28.6/2.3  94PED/       |

DacidS=26.0/1.0 Stat |  S(A-)=89.6/1.4 Acid |  S(AH)=89.6/1.0 GpAd 93SP

----

95WEN/SQU2   Datum: DacidH(AH)= 387.5/2.3 Bran | HOF(A-)=50.4/3.3 Acid p:8

DacidG(AH)= 379.8/2.3 H-TS

By HO- cleavage of substituted silanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1clnaph4.zaf]

CBS-QB3    |50.0   |387.7|379.7|      |28.0   |       |26.7|     

G3MP2B3    |44.8   |387.4|379.4| 1.797|24.7   |86.2   |26.7|113.6

G3MP2B3+   |44.7   |387.4|379.5| 1.793|24.5   |86.0   |26.6|113.6

G4MP2      |45.1   |387.3|379.4| 1.629|25.0   |82.6   |26.6|109.7

M062X/Def2T|48.2   |389.1|381.2| 1.558|23.8   |84.1   |26.4|112.3

B3/6-311++G|84.1   |388.1|380.2| 1.676|63.3   |122.7  |26.6|111.5

++++++++++++++++++++++++++++++++

1-chloronaphthalen-2-ide-

C10H6Cl  mw:161.016 Anion CAS: A1-90-13-1 fg:87 cnt:3035

HOF(A.)=  90.0/2.4 D+AH          |

HOF(AH)=  28.6/2.3  94PED/       |

DacidS=26.0/1.0 Stat |  S(A-)=89.6/1.4 Acid |  S(AH)=89.6/1.0 GpAd 93SP

----

95WEN/SQU2   Datum: DacidH(AH)= 381.0/2.0 Bran | HOF(A-)=43.9/3.1 Acid p:8

DacidG(AH)= 373.3/2.0 H-TS

By HO- cleavage of substituted silanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1clnaph2.zaf]

CBS-QB3    |47.3   |385.0|376.6| 1.896|28.0   |90.7   |28.2|114.8

G3MP2B3    |42.1   |384.6|376.3| 1.960|24.7   |87.1   |28.0|114.5

G3MP2B3+   |41.1   |383.8|375.6| 1.993|24.5   |86.9   |27.3|114.5

G4MP2      |42.0   |384.2|376.0|      |25.0   |       |27.5|     

M062X/Def2T|43.3   |384.2|376.1| 1.796|23.8   |84.6   |27.2|112.9

B3/6-311++G|78.4   |382.5|374.3| 1.949|63.3   |123.2  |27.4|112.1

++++++++++++++++++++++++++++++++

1-chloronaphthalen-5-ide-

C10H6Cl  mw:161.016 Anion CAS: Z-158397-90-1 fg:87 cnt:3037

HOF(A.)=  90.0/2.4 D+AH          |

HOF(AH)=  28.6/2.3  94PED/       |

DacidS=26.0/1.0 Stat |  S(A-)=89.6/1.4 Acid |  S(AH)=89.6/1.0 GpAd 93SP

----

95WEN/SQU2   Datum: DacidH(AH)= 384.8/3.7 Bran | HOF(A-)=47.7/4.4 Acid p:8

DacidG(AH)= 377.1/3.7 H-TS

By HO- cleavage of substituted silanes.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1clnaph5.zaf]

CBS-QB3    |50.6   |388.4|380.3|      |28.0   |       |26.9|     

G3MP2B3    |45.5   |388.0|380.0| 1.752|24.7   |85.8   |26.8|113.2

G3MP2B3+   |45.3   |388.0|380.1| 1.749|24.5   |85.6   |26.7|113.2

G4MP2      |45.8   |387.9|380.0| 1.582|25.0   |82.2   |26.7|109.3

M062X/Def2T|48.8   |389.7|381.8| 1.514|23.8   |83.7   |26.4|111.9

B3/6-311++G|84.4   |388.4|380.5| 1.642|63.3   |122.2  |26.7|111.0

++++++++++++++++++++++++++++++++

dimethyl tetrachloroterephthalate-.

C10H6Cl4O4  mw:329.903 Anion CAS: N-65862-98-8 fg:112 cnt:503

HOF(A.)= -174.7/1.0 GpAd 93SP    | | S(A.)=160.9/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

68KUH/LEV    Datum: EA=0.77 eV ECD  | HOF(A-)=-192.5/1.0 R-EA p:3

Done at constant temperature, so accuracy uncertain: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.96-1.07 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pecl4ph.zzf]

CBS-QB3    |-199.5 |     |     | 1.073|       |-174.8 |    |     

G3MP2B3    |-189.6 |     |     | 0.963|       |-167.4 |    |     

G4MP2      |-194.8 |     |     | 1.273|       |-165.4 |    |     

M062X/Def2T|-196.6 |     |     | 1.080|       |-171.7 |    |     

B3/6-311++G|-117.2 |     |     | 1.263|       |-88.2  |    |     

++++++++++++++++++++++++++++++++

3,5-diCF3-C6H4C(Me)=NO-

C10H6F6NO  mw:270.036 Anion CAS: A-149774-13-0 fg:39 cnt:7878

HOF(AH)= -307.6/2.0 Est3 90STE/CH|

DacidS=23.0/2.0 Stat | 

----

10BAD/MIS    Datum: DacidG= 333.1/2.2 IMRE | HOF(A-)=-333.4/3.0 Acid p:9

DacidH(AH)= 339.9/2.3 G+TS

(E) isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2phcrno.zaf]

CBS-QB3    |-338.3 |340.6|333.9|      |-313.2 |       |22.6|     

G3MP2B3    |-334.7 |341.8|335.2| 3.555|-309.3 |-252.6 |22.0|108.7

G3MP2B3    |-334.7 |341.8|335.2| 3.553|-309.2 |-252.6 |22.1|108.7

G3MP2B3+   |-334.9 |341.6|334.9| 2.633|-309.3 |-274.1 |22.6|87.3 

G4MP2      |-331.2 |341.6|335.1| 2.410|-305.7 |-275.5 |22.0|82.2 

G4MP2      |-331.1 |341.7|335.0|      |-305.6 |       |22.2|     

M062X/Def2T|-341.3 |339.6|333.0| 2.398|-316.2 |-285.9 |22.4|82.4 

B3/6-311++G|-276.7 |335.3|328.9| 2.546|-244.8 |-218.0 |21.7|78.9 

B3/6-311++G|-276.7 |335.3|328.7| 2.545|-244.8 |-218.0 |22.2|78.9 

++++++++++++++++++++++++++++++++

3,5-diCF3-acetophenone-.

C10H6F6O  mw:256.033 Anion CAS: N-30071-93-3 fg:110 cnt:3439

HOF(A.)= -307.6/2.0 Est3 90STE/CH| | S(A.)=131.9/1.0  93SP

----

99HUH/KAN    Datum: EA=1.12(9) eV IMRE [25.9(20) kcal] | HOF(A-)=-333.5/2.8 R-EA p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=1.15(9) eV IMRE [26.5(20) kcal] p:8

.DELTA.eaG(343 K)=-27.1 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35q2phac.zzf]

CBS-QB3    |-376.0 |     |     | 1.167|       |-349.3 |    |     

G3MP2B3    |-370.8 |     |     | 1.098|       |-345.7 |    |     

G3MP2B3+   |-370.8 |     |     | 1.094|       |-345.8 |    |     

M062X/Def2T|-380.4 |     |     | 1.188|       |-353.1 |    |     

B3/6-311++G|-314.8 |     |     | 1.427|       |-282.1 |    |     

++++++++++++++++++++++++++++++++

methyl 3,5-diCF3-benzoate-.

C10H6F6O2  mw:272.028 Anion CAS: N-26107-80-2 fg:112 cnt:3442

HOF(A.)= -387.6/1.0 GpAd 93SP    | | S(A.)=143.1/1.0  93SP

----

99HUH/KAN    Datum: EA=0.980(87) eV [22.6(20) kcal] p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=1.01(9) eV IMRE [23.2(20) kcal] p:8

.DELTA.eaG(343 K)=-23.8 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35q2bar.zzf]

CBS-QB3    |-420.4 |     |     | 1.013|       |-397.3 |    |     

G3MP2B3    |-413.8 |     |     | 0.955|       |-392.1 |    |     

G3MP2B3+   |-413.8 |     |     | 0.950|       |-392.1 |    |     

G4MP2      |-417.7 |     |     | 1.325|       |-387.5 |    |     

M062X/Def2T|-425.7 |     |     | 1.048|       |-401.7 |    |     

B3/6-311++G|-353.7 |     |     | 1.264|       |-324.8 |    |     

++++++++++++++++++++++++++++++++

2,8,10-trioxaadamantyl-6,9-diOH-4,6,9-triCF3-4-O-

C10H6F9O6  mw:393.003 Anion CAS: Z-1620767-61-4 fg:31 cnt:8655

----

14SAM/WAN    Datum: EA=5.00(10) eV LPES p:9

Vertical Detachment Energy:5.50(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q3kass.zaf]

G3MP2B3    |-779.9 |307.5|301.1| 4.898|-720.2 |-666.6 |21.5|105.7

B3/6-311++G|-652.4 |     |     | 4.707|       |-543.4 |    |     

++++++++++++++++++++++++++++++++

1,3-diNO2-naphthalene-.

C10H6N2O4  mw:218.033 Anion CAS: Z-119373-20-5 fg:107 cnt:1656

HOF(A.)=  28.7/1.0 GpAd 93SP     |

----

93HEI/CHO    Datum: EA=1.78(9) eV IMRE [41.1(20) kcal] | HOF(A-)=-12.4/2.2 R-EA p:9

.DELTA.eaG(423 K)= -39.7 kcal/mol , .DELTA.eaS=-3.2 (entropy estimated).
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.98(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [13ninaph.zzf]

CBS-QB3    |-15.5  |     |     | 1.809|       |26.1   |    |     

G3MP2B3    |-11.0  |     |     | 1.714|       |28.5   |    |     

G3MP2B3+   |-10.8  |     |     | 1.685|       |28.0   |    |     

G4MP2      |-10.6  |     |     | 1.751|       |29.7   |    |     

M062X/Def2T|-15.3  |     |     | 1.967|       |29.9   |    |     

B3/6-311++G|21.1   |     |     | 2.263|       |73.3   |    |     

++++++++++++++++++++++++++++++++

1,5-diNO2-naphthalene-.

C10H6N2O4  mw:218.033 Anion CAS: Z-34505-48-1 fg:107 cnt:1657

HOF(A.)=  28.7/1.0 GpAd 93SP     |

----

93HEI/CHO    Datum: EA=1.76(9) eV IMRE [40.7(20) kcal] | HOF(A-)=-12.0/2.2 R-EA p:9

.DELTA.eaG(423 K)= -39.3 kcal/mol , .DELTA.eaS=-3.2 (entropy estimated).
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<2.25(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [15ninaph.zzf]

CBS-QB3    |-16.2  |     |     | 1.968|       |29.1   |    |     

G3MP2B3    |-10.6  |     |     | 1.823|       |31.3   |    |     

G3MP2B3+   |-10.9  |     |     | 1.804|       |30.7   |    |     

M062X/Def2T|-12.3  |     |     | 1.979|       |33.2   |    |     

B3/6-311++G|23.4   |     |     | 2.312|       |76.6   |    |     

++++++++++++++++++++++++++++++++

PhNHCOC(CN)2-

C10H6N3O  mw:184.052 Anion CAS: Z-771586-07-3 fg:67 cnt:6511

DacidS=22.9 Calc | 

----

04MIS/MAT    Datum: DacidG= 303.0/2.0 IMRE p:9

DacidH(AH)= 309.8 G+TS

Composite computational methods (18BAR/) indicate the keto form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phnhcomn.zaf]

CBS-QB3    |-1.8   |308.6|302.0|      |55.3   |       |22.0|     

G3MP2B3    |-5.5   |310.0|303.3| 3.879|51.7   |84.0   |22.5|84.5 

G3MP2B3+   |-5.8   |309.9|303.1| 3.882|51.5   |83.9   |22.9|84.4 

G4MP2      |-3.5   |310.1|303.4| 3.685|53.6   |81.6   |22.1|80.1 

M062X/Def2T|-10.2  |304.4|297.2| 3.945|50.1   |80.9   |24.3|83.0 

B3/6-311++G|26.8   |304.3|297.5| 3.772|89.7   |113.8  |22.8|76.2 

++++++++++++++++++++++++++++++++

2,7-naphthoquinone-.

C10H6O2  mw:158.037 Anion CAS: Z-2230980-29-5 fg:113 cnt:9730

----

18YAN/HRO    Datum: EA=2.88(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The neutral is a ground state triplet; singlet is 12.7 kcal/mol higher.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [27naphq.zzf]

G3MP2B3    |-51.7  |     |     | 3.087|       |19.6   |    |     

++++++++++++++++++++++++++++++++

1,4-naphthoquinone-.

C10H6O2  mw:158.037 Anion CAS: Z-20261-01-2 fg:113 cnt:441

HOF(A.)= -23.3/0.5  89RIB/RIB    |

----

85FUK/MCI    Datum: EA=1.80(5) eV IMRE [41.6(11) kcal] | HOF(A-)=-64.9/1.2 R-EA p:9

.DELTA.eaG(355 K) = -40.2 kcal/mol; .DELTA.eaS =-4.0, estimated from data in 88HEI/CHO.

----

86CHO/HEI    Datum: EA=1.81(9) eV TDEq [41.8(20) kcal] p:8

.DELTA.eaG(423 K) = 40.2 kcal/mol; .DELTA.eaS = -4.0 eu.
###### the following are "below the line": evaluated as not accurate ####

----

70COL/CHR    Datum: EA=>0.6 eV ES   p:3

----

83CHE/WEN    Datum: EA=>0.80(20) eV ECD  p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naphquin.zzf]

CBS-QB3    |-66.2  |     |     | 1.868|       |-23.0  |    |     

G3MP2B3    |-67.9  |     |     | 1.817|       |-26.0  |    |     

G3MP2B3+   |-68.1  |     |     | 1.815|       |-26.1  |    |     

G4MP2      |-70.3  |     |     | 2.004|       |-24.0  |    |     

M062X/Def2T|-70.2  |     |     | 1.920|       |-25.9  |    |     

B3/6-311++G|-35.5  |     |     | 2.065|       |12.2   |    |     

++++++++++++++++++++++++++++++++

1,8-naphthoquinone-.

C10H6O2  mw:158.037 Anion CAS: N-74424-77-4 fg:113 cnt:9919

----

19YAN/HRO    Datum: EA=2.965(5) eV LPES p:8

Singlet neutral. Triplet state 0.6 kcal/mol up.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [18npq.zzf]

CBS-QB3    |-45.6  |     |     | 3.145|       |27.0   |    |     

G3MP2B3    |-46.1  |     |     | 2.963|       |22.3   |    |     

G3MP2B3+   |-46.2  |     |     | 2.963|       |22.2   |    |     

G4MP2      |-48.5  |     |     | 3.159|       |24.4   |    |     

M062X/Def2T|-46.6  |     |     | 3.224|       |27.8   |    |     

B3/6-311++G|-15.0  |     |     | 3.113|       |56.9   |    |     

++++++++++++++++++++++++++++++++

2-Ph-maleic anhydride-.

C10H6O3  mw:174.032 Anion CAS: Z-62565-84-8 fg:112 cnt:2402

----

89PAU/KEB    Datum: EA=1.74(4) eV IMRE [40.2(10) kcal] p:9

.DELTA.eaG(423 K) = -38.0/1 kcal/mol, .DELTA.S = -3/3 eu (est).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2phma.zzf]

CBS-QB3    |-117.5 |     |     | 1.771|       |-76.6  |    |     

G3MP2B3    |-117.5 |     |     | 1.698|       |-78.3  |    |     

M062X/Def2T|-123.9 |     |     | 1.864|       |-80.9  |    |     

B3/6-311++G|-82.0  |     |     | 2.034|       |-35.1  |    |     

++++++++++++++++++++++++++++++++

bis(2-furyl)ethanedione-.

C10H6O4  mw:190.027 Anion CAS: Z-68453-29-2 fg:102 cnt:2419

HOF(A.)= -67.8/4.0 Est3          |

----

89PAU/KEB    Datum: EA=1.34(9) eV IMRE [31.0(20) kcal] | HOF(A-)=-98.8/4.5 R-EA p:9

.DELTA.eaG(423 K) = -30.6/1 kcal/mol, .DELTA.S(estimated) = -1/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2furylco.zzf]

CBS-QB3    |-100.2 |     |     | 1.265|       |-71.0  |    |     

G3MP2B3    |-99.8  |     |     | 1.248|       |-71.1  |    |     

G4MP2      |-102.7 |     |     | 1.485|       |-68.5  |    |     

M062X/Def2T|-107.0 |     |     | 1.344|       |-76.0  |    |     

B3/6-311++G|-59.0  |     |     | 1.404|       |-26.6  |    |     

++++++++++++++++++++++++++++++++

azulenide-

C10H7  mw:127.055 Anion CAS: Z-115826-19-2 fg:86 cnt:1845

HOF(AH)=  69.1/0.8  94PED/       |

DacidS=25.0/3.0 TDEq |  S(A-)=79.7/3.2 Acid |  S(AH)=80.7/1.0 GpAd 93SP

----

88MEO/LIE    Datum: DacidH(AH)= 367.7/2.5 TDEq | HOF(A-)=71.1/2.6 Acid p:7

DacidG(AH)= 360.2/2.0 TDEq

Composite computational methods(18BAR/) indicate .DELTA.acidH ca. 381, or 13 kcal/mol weaker than reported here, with the most stable carbanion being at C-5.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [azuleni5.zaf]

CBS-QB3    |89.4   |382.7|374.8|      |72.5   |       |26.3|     

G3MP2B3    |82.0   |381.3|373.4| 1.889|67.9   |125.5  |26.4|109.7

G3MP2B3+   |81.9   |381.4|373.5| 1.884|67.7   |125.3  |26.7|109.7

G4MP2      |82.2   |381.0|373.1| 1.757|68.4   |122.6  |26.5|106.3

M062X/Def2T|86.5   |381.1|373.3| 1.723|70.1   |126.1  |26.2|108.1

B3/6-311++G|115.3  |385.1|377.2| 1.629|97.5   |152.8  |26.6|107.4

++++++++++++++++++++++++++++++++

1-naphthalenide-

C10H7  mw:127.055 Anion CAS: Z-125254-29-7 fg:87 cnt:4829

HOF(A.)=  96.7/3.3 D+AH          | BDE(A-H)= 113.1/1.2 D-EA          

HOF(AH)=  36.0/0.4  08ROU/TEM    |

DacidS=28.8/2.0 Stat |  S(A-)=83.0/2.0 Acid |  S(AH)=80.2/0.2  69STU/WES

----

15WEI/KIM    Datum: EA=1.4095(4) eV SEVI p:9

----

01ERV/RAM    Datum: EA=1.403(15) eV LPES p:9

----

88MEO/LIE    Datum: DacidG= 383.8/1.2 TDEq | HOF(A-)=64.5/1.3 Acid p:9

DacidH(AH)= 394.2/1.2 TDEq

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

----

00REE/KAS    Datum: DacidH(AH)= 394.2/1.2 Bran p:8

DacidG(AH)= 385.6/1.3 H-TS

----

01LAR/SQU    Datum: DacidH(AH)= 394.0/5.0 CIDC p:7

DacidG(AH)= 385.4/5.0 H-TS

----

01LAR/SQU    Datum: EA=1.43(6) eV CIDC [33.0(14) kcal] p:7

----

00REE/KAS    Datum: EA=1.37(2) eV CIDC [31.6(5) kcal] p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naphth1.zaf]

CBS-QB3    |65.5   |393.5|385.7| 1.454|37.8   |99.0   |26.2|113.3

G3MP2B3    |58.6   |393.0|384.4| 1.525|32.8   |93.8   |29.1|113.1

G3MP2B3+   |58.6   |393.1|385.3| 1.518|32.6   |93.5   |26.4|113.0

G4MP2      |58.9   |392.7|384.9| 1.387|33.3   |90.8   |26.3|109.6

M062X/Def2T|62.9   |395.1|387.2| 1.273|32.6   |92.2   |26.4|111.8

B3/6-311++G|91.3   |394.2|385.6| 1.380|64.4   |123.1  |29.1|110.9

++++++++++++++++++++++++++++++++

2-naphthalenide-

C10H7  mw:127.055 Anion CAS: Z-88760-89-8 fg:87 cnt:4830

HOF(A.)=  95.7/1.4 D+AH          | BDE(A-H)= 112.7/1.3 D-EA          

HOF(AH)=  36.0/0.4  08ROU/TEM    |

DacidS=28.8/2.0 Stat |  S(A-)=83.0/2.0 Acid |  S(AH)=80.2/0.2  69STU/WES

----

15WEI/KIM    Datum: EA=1.3352(2) eV SEVI p:9

----

00REE/KAS    Datum: DacidH(AH)= 395.5/1.3 Bran | HOF(A-)=65.8/1.4 Acid p:8

DacidG(AH)= 386.9/1.4 H-TS

----

01LAR/SQU    Datum: EA=1.43(6) eV CIDC [33.0(14) kcal] p:7

----

00REE/KAS    Datum: EA=1.37(2) eV CIDC [31.6(5) kcal] p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naphth-2.zaf]

CBS-QB3    |67.0   |394.9|387.0| 1.379|37.8   |98.7   |26.5|113.0

G3MP2B3    |60.2   |394.6|385.9| 1.447|32.8   |93.4   |29.3|112.8

G3MP2B3+   |60.1   |394.7|386.8| 1.438|32.6   |93.2   |26.5|112.7

G4MP2      |60.5   |394.4|386.5| 1.303|33.3   |90.5   |26.4|109.3

M062X/Def2T|64.4   |396.5|388.6| 1.203|32.6   |92.0   |26.4|111.6

B3/6-311++G|92.7   |395.6|386.9| 1.321|64.4   |123.1  |29.2|110.8

++++++++++++++++++++++++++++++++

1-Cl-naphthalene-.

C10H7Cl  mw:162.024 Anion CAS: Z-51703-40-3 fg:115 cnt:442

HOF(A.)=  28.6/2.3  94PED/       | | S(A.)=89.6/1.0 GpAd 93SP

----

69STE/WEN    Datum: EA=0.277(3) eV [6.39(8) kcal] | HOF(A-)=22.2/2.3 R-EA p:6

----

75WEN/KAO    Datum: EA=0.266(20) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1clnaph.zzf]

CBS-QB3    |23.6   |     |     | 0.208|       |28.0   |    |     

G3MP2B3    |19.6   |     |     | 0.238|       |24.7   |    |     

G3MP2B3+   |19.4   |     |     | 0.238|       |24.5   |    |     

G4MP2      |16.1   |     |     | 0.405|       |25.0   |    |     

M062X/Def2T|20.9   |     |     | 0.144|       |23.8   |    |     

B3/6-311++G|57.0   |     |     | 0.288|       |63.3   |    |     

++++++++++++++++++++++++++++++++

2,8,10-trioxaadamantyl-4,6,9-triCF3-4,6,9-triOH..Cl-

C10H7ClF9O6  mw:428.979

Core ion CAS: Z-16887-00-6 Solvent: 1620767-54-5 fg:482 cnt:8659

----

14SAM/WAN    Datum: EA=6.00(10) eV LPES p:9

DaffH(AH)=  55.0/2.3 dEA

Vertical Detachment Energy:6.00(10) eV.

++++++++++++++++++++++++++++++++

SiF4..1-NO2-naphthalene-.

C10H7F4NO2Si  mw:277.019

Core ion CAS: Z-34505-46-9 Solvent: 7783-61-1 fg:307 cnt:4982

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 10.2/0.6 IMRE | HOF(A-)=-387.7/2.7 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifninap.zcf]

G3MP2B3    |-402.0 | 27.1| 16.8| 34.4|-383.0 |8.1    

B3/6-311++G|-329.0 | 27.6| 16.0| 39.0|-335.0 |33.6   

++++++++++++++++++++++++++++++++

2-NO2-naphthalene-.

C10H7NO2  mw:173.048 Anion CAS: Z-34505-52-7 fg:107 cnt:1655

HOF(A.)=  32.3/1.0 GpAd 93SP     |

----

93HEI/CHO    Datum: EA=1.18(9) eV TDEq [27.3(20) kcal] | HOF(A-)=5.0/2.2 R-EA p:9

.DELTA.eaG(423 K)= -26.8 kcal/mol   .DELTA.eaS=-0.7.

----

89MOC/GRI    Datum: EA=<1.24(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2no2naph.zzf]

CBS-QB3    |1.3    |     |     | 1.195|       |28.8   |    |     

G3MP2B3    |5.7    |     |     | 0.950|       |27.5   |    |     

G3MP2B3+   |5.6    |     |     | 0.946|       |27.2   |    |     

G4MP2      |0.9    |     |     | 1.189|       |28.2   |    |     

M062X/Def2T|-1.9   |     |     | 1.282|       |27.6   |    |     

B3/6-311++G|30.4   |     |     | 1.505|       |65.0   |    |     

++++++++++++++++++++++++++++++++

1-NO2-naphthalene-.

C10H7NO2  mw:173.048 Anion CAS: Z-34505-46-9 fg:107 cnt:1654

HOF(A.)=  26.6/1.3  94PED/       |

----

93HEI/CHO    Datum: EA=1.23(9) eV TDEq [28.3(20) kcal] | HOF(A-)=-1.7/2.4 R-EA p:9

.DELTA.eaG(423 K)= -27.9 kcal/mol   .DELTA.eaS=-0.9.

----

89MOC/GRI    Datum: EA=<1.24(5) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1no2naph.zzf]

CBS-QB3    |3.5    |     |     | 1.263|       |32.5   |    |     

G3MP2B3    |8.1    |     |     | 1.008|       |31.3   |    |     

G3MP2B3+   |8.0    |     |     | 0.995|       |30.9   |    |     

G4MP2      |3.5    |     |     | 1.249|       |32.1   |    |     

M062X/Def2T|1.0    |     |     | 1.337|       |31.7   |    |     

B3/6-311++G|33.6   |     |     | 1.552|       |69.3   |    |     

++++++++++++++++++++++++++++++++

N-Ph-maleimide-.

C10H7NO2  mw:173.048 Anion CAS: Z-66695-04-3 fg:102 cnt:2415

HOF(A.)= -30.0/4.0 Est3          |

----

89PAU/KEB    Datum: EA=1.36(9) eV IMRE [31.4(20) kcal] | HOF(A-)=-61.4/4.5 R-EA p:9

.DELTA.eaG(423 K) = -30.0/1 kcal/mol, .DELTA.S = -3/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phmaleim.zzf]

CBS-QB3    |-59.7  |     |     | 1.388|       |-27.7  |    |     

G3MP2B3    |-60.6  |     |     | 1.359|       |-29.3  |    |     

G3MP2B3+   |-61.1  |     |     | 1.371|       |-29.5  |    |     

G4MP2      |-63.8  |     |     | 1.574|       |-27.5  |    |     

M062X/Def2T|-66.3  |     |     | 1.477|       |-32.2  |    |     

B3/6-311++G|-27.5  |     |     | 1.621|       |9.9    |    |     

++++++++++++++++++++++++++++++++

quinoline.CO2-

C10H7NO2  mw:173.048 fg:38 cnt:8758

----

15GRA/BUY    Datum: EA=1.80(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [quinoco2.zzf]

CBS-QB3    |-66.8  |     |     | 0.673|       |-50.7  |    |     

G3MP2B3    |-67.0  |     |     | 0.546|       |-53.7  |    |     

G3MP2B3+   |-67.1  |     |     | 0.545|       |-53.8  |    |     

M062X/Def2T|-72.0  |     |     | 0.722|       |-54.7  |    |     

B3/6-311++G|-33.1  |     |     | 0.701|       |-16.3  |    |     

++++++++++++++++++++++++++++++++

pMe-C6H4C(CN)2-

C10H7N2  mw:155.061 Anion CAS: Z-91880-08-9 fg:67 cnt:1305 BDE(A-H)= 76.2/1.0  91BOR/CHE2    

DacidS=24.6/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 315.7/2.0 IMRE p:9

DacidH(AH)= 323.0/2.2 G+TS EA(ev)= 2.895

----

88JIN/TOP #  Datum: DacidG= 316.1/2.0 IMRE p:8

DacidH(AH)= 323.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prphccn2.zaf]

CBS-QB3    |39.7   |321.3|315.1| 2.835|84.1   |105.1  |20.8|73.1 

G3MP2B3    |33.9   |322.8|317.0| 3.027|78.3   |103.7  |19.5|77.6 

G3MP2B3+   |33.5   |322.6|314.9| 3.036|78.1   |103.6  |25.9|77.6 

G4MP2      |35.1   |322.9|316.6| 2.871|79.4   |101.4  |21.1|74.1 

M062X/Def2T|32.6   |317.1|310.2| 2.957|80.2   |100.9  |22.9|72.8 

B3/6-311++G|65.1   |316.9|310.0|      |115.4  |       |23.3|     

++++++++++++++++++++++++++++++++

pOMe-C6H4C(CN)2-

C10H7N2O  mw:171.056 Anion CAS: Z-85535-17-7 fg:67 cnt:2668

DacidS=20.0/3.0 Stat | 

----

94KOP/TAF    Datum: DacidG= 315.4/2.0 IMRE p:9

DacidH(AH)= 321.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [porphmn.zaf]

CBS-QB3    |10.5   |322.7|315.9|      |53.5   |       |23.0|     

G3MP2B3    |6.6    |324.8|318.4| 2.885|49.0   |73.0   |21.3|76.1 

G3MP2B3+   |6.3    |324.7|317.3| 2.893|48.8   |72.9   |24.7|76.2 

G4MP2      |8.6    |324.8|318.0| 2.711|50.9   |71.0   |22.9|72.2 

M062X/Def2T|2.9    |319.5|312.5| 2.803|48.1   |67.4   |23.6|71.5 

B3/6-311++G|41.2   |318.9|311.6| 2.718|89.6   |103.8  |24.3|66.2 

++++++++++++++++++++++++++++++++

2-naphthoxide-

C10H7O  mw:143.050 Anion CAS: Z-15147-55-4 fg:33 cnt:597

HOF(A.)=  27.6/1.0 D+AH          | BDE(A-H)= 85.6/2.0 D-EA           

HOF(AH)=  -7.1/0.4  94PED/       |

DacidS=24.4/1.0 Stat |  S(A-)=88.0/1.4 Acid |  S(AH)=89.6/1.0 GpAd 93SP

----

20QIA/ZHU    Datum: EA=2.4024(5) eV LPD  [19377.(4) cm-1] p:9

DacidH(AH)= 345.0/1.4 D-EA

There is a dipole bound state 202(4) cm-1 below the detachment threshhold. See also 21ASH/ANS.

----

18KRE/GAR    Datum: EA=2.404(2) eV SEVI p:9

----

86TAF/    #  Datum: DacidG= 336.5/2.0 IMRE | HOF(A-)=-29.1/2.1 Acid p:9

DacidH(AH)= 343.8/2.0 G+TS EA(ev)= 2.457

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2naphox.zaf]

CBS-QB3    |-29.2  |341.1|334.1| 2.326|-4.5   |24.4   |23.2|81.1 

G3MP2B3    |-34.2  |341.2|334.3| 2.583|-8.3   |25.3   |23.1|85.7 

G3MP2B3+   |-34.4  |341.2|334.2| 2.592|-8.4   |25.3   |23.4|85.9 

G4MP2      |-33.2  |341.2|335.3| 2.419|-7.3   |22.5   |20.0|82.0 

M062X/Def2T|-33.7  |340.4|333.1| 2.309|-9.4   |19.6   |24.5|81.1 

B3/6-311++G|-0.6   |338.6|331.6| 2.255|28.1   |51.4   |23.4|75.4 

++++++++++++++++++++++++++++++++

1-naphthoxide-

C10H7O  mw:143.050 Anion CAS: Z-17545-30-1 fg:33 cnt:9759

HOF(AH)=  -7.3/0.4  94PED/       |

----

18KRE/GAR    Datum: EA=2.290(2) eV SEVI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1naphtho.zaf]

CBS-QB3    |-29.2  |342.1|334.6| 2.326|-5.6   |24.4   |25.0|82.1 

G3MP2B3    |-34.2  |342.4|334.9| 2.583|-9.4   |25.4   |25.2|86.9 

G3MP2B3+   |-34.4  |342.3|334.8| 2.592|-9.5   |25.3   |25.4|87.0 

G4MP2      |-33.2  |342.3|334.7| 2.419|-8.4   |22.5   |25.4|83.0 

M062X/Def2T|-33.7  |341.9|334.3| 2.309|-10.9  |19.6   |25.4|82.6 

B3/6-311++G|-0.6   |339.9|332.4| 2.255|26.7   |51.4   |25.3|76.8 

++++++++++++++++++++++++++++++++

naphthalene-.

C10H8  mw:128.063 Anion CAS: Z-34509-91-6 fg:104 cnt:391

HOF(A.)=  36.0/0.4  08ROU/TEM    |

----

00LYA/XU     Datum: EA=-0.2 eV LPES | HOF(A-)=40.6/0.4 R-EA p:8

Extrapolated from electron affinities of solvation series naphthalene-..(H2O)n.

----

00SCH/KNO    Datum: EA=-0.20(5) eV LPES p:7

Extrapolated from electron affinities of (H2O)n.bullet..bullet.naphthalene-. series.

----

02SON/HAN    Datum: EA=-0.18 eV extr p:6

Extrapolated from LPES electron affinities of (naphthalene)n.

----

87BUR/MIC    Datum: EA=-0.19 eV ETS  p:6

The question of whether the naphthalene radical anion is bound or not has not been settled.
###### the following are "below the line": evaluated as not accurate ####

----

98CHE/CAR    Datum: EA=0.14(1) eV ECD  p:2

----

83ZLA/LEE    Datum: EA=0.14(5) eV ECD  p:2

However, see 93HEI/CHO for a discussion; it may not be bound.

----

81WOJ/FOL    Datum: EA=<0.140(13) eV ECD  p:2

The stated EA is an upper limit: 89CHE/WEN.  Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.3 eV, anion unbound.

----

66BEC/CHE    Datum: EA=0.148(6) eV ECD  p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naphth.zzf]

CBS-QB3    |41.1   |     |     |-0.127|       |37.8   |    |     

G3MP2B3    |36.4   |     |     |-0.144|       |32.8   |    |     

G3MP2B3+   |36.3   |     |     |-0.145|       |32.6   |    |     

G4MP2      |33.1   |     |     | 0.027|       |33.3   |    |     

M062X/Def2T|37.0   |     |     |-10494|       |113.6  |    |     

B3/6-311++G|65.6   |     |     |-0.037|       |64.4   |    |     

++++++++++++++++++++++++++++++++

azulene-.

C10H8  mw:128.063 Anion CAS: Z-34509-94-9 fg:104 cnt:390

HOF(A.)=  69.1/0.8  94PED/       |

----

00SCH/KNO    Datum: EA=0.790(8) eV LPES | HOF(A-)=50.9/0.8 R-EA p:9

----

86CHO/HEI    Datum: EA=0.694(87) eV [16.0(20) kcal] p:8

.DELTA.eaG(423 K) = -18.0 kcal/mol; .DELTA.eaS = +4.5 eu.

----

08AND/MIT    Datum: EA=0.80(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

85GRI/CHO2   Datum: EA=0.681(43) eV [15.7(10) kcal] p:6
###### the following are "below the line": evaluated as not accurate ####

----

92CHE/CHE    Datum: EA=0.69(4) eV ECD  p:4

----

66BEC/CHE    Datum: EA=0.656(8) eV ECD  p:4

----

81WOJ/FOL    Datum: EA=<0.596(4) eV ECD  p:3

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.6 eV.

----

70CHA/CHR    Datum: EA=>0.46 eV ES   p:3

Lifetime: 69COM/HUE.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [azulene.zzf]

CBS-QB3    |55.4   |     |     | 0.751|       |72.5   |    |     

G3MP2B3    |50.2   |     |     | 0.778|       |67.9   |    |     

G3MP2B3+   |50.2   |     |     | 0.769|       |67.7   |    |     

G4MP2      |46.9   |     |     | 0.940|       |68.4   |    |     

M062X/Def2T|51.6   |     |     | 0.813|       |70.1   |    |     

B3/6-311++G|79.1   |     |     | 0.804|       |97.5   |    |     

++++++++++++++++++++++++++++++++

D8-azulene-.

C10D8  mw:136.113 Anion CAS: Z-34527-90-7 fg:104 cnt:2702

----

92CHE/CHE    Datum: EA=0.70(3) eV ECD  p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [azulend8.zzf]

CBS-QB3    |44.0   |     |     | 0.729|       |60.5   |    |     

G3MP2B3    |35.7   |     |     | 0.757|       |52.8   |    |105.8

G4MP2      |35.5   |     |     | 0.922|       |56.5   |    |     

M062X/Def2T|41.9   |     |     | 0.792|       |59.9   |    |     

B3/6-311++G|120.9  |     |     | 0.730|       |137.5  |    |     

++++++++++++++++++++++++++++++++

cycloheptatriene..Cr(CO)3-

C10H8CrO3  mw:227.988 Anion CAS: Z-116275-65-1 fg:22 cnt:3358

HOF(solv)=  43.2/0.5 neut 94PED/   

----

93SHA/KEB    Datum: EA=0.928(87) eV [21.4(20) kcal] p:8

.DELTA.eaG(373 K)= -23.2 kcal/mol; .DELTA.eaS=-5.0 eu.

++++++++++++++++++++++++++++++++

CF3H..pMe-C6H4CC-

C10H8F3  mw:185.058

Core ion CAS: Z-252375-54-5 Solvent: 75-46-7 fg:284 cnt:5958

HOF(solv)=-166.2/0.6 neut 94PED/   

----

00CHA/BRA    Datum: DaffG= 9.9/1.0 IMRE | HOF(A-)=-113.2/2.8 AfIN p:9

DaffH(X..Y-)= 18.8/1.3 G+TS

Original .DELTA.G=8.3 at 350K; .DELTA.S based on symmetry alone.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prphcchq.zcf]

G3MP2B3    |-110.6 | 14.6|  7.3| 24.6|-166.7 |70.6   

G4MP2      |-109.3 | 14.2|  7.6| 22.0|-166.3 |71.1   

++++++++++++++++++++++++++++++++

MeOH..pCF3-C6H4CC-

C10H8F3O  mw:201.053

Core ion CAS: Z-884873-74-9 Solvent: 67-56-1 fg:284 cnt:7971

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 5.6 IMRE | HOF(A-)=-139.0/5.7 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [qphcchor.zcf]

G3MP2B3    |-156.6 | 15.7|  8.2| 24.9|-47.8  |-93.2  

M062X/Def2T|-159.2 | 17.1|  8.2| 30.0|-46.6  |-95.4  

B3/6-311++G|-112.7 | 15.2|  8.1| 23.7|-43.7  |-53.9  

++++++++++++++++++++++++++++++++

cycloheptatriene..Fe(CO)3-

C10H8FeO3  mw:231.983 Anion CAS: Z-50809-76-2 fg:22 cnt:3356

HOF(solv)=  43.2/0.5 neut 94PED/   

----

93SHA/KEB    Datum: EA=0.984(87) eV [22.7(20) kcal] p:8

.DELTA.eaG(373 K)= -26.9 kcal/mol; .DELTA.eaS=-11.2 eu.

++++++++++++++++++++++++++++++++

naphthalene..NO-

C10H8NO  mw:158.061

Core ion CAS: Z-14967-78-3 Solvent: 91-20-3 fg:492 cnt:5981

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02LEB/SCH    Datum: EA=0.66(10) eV LPES p:9

DaffH(AH)=  14.6/2.3 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [naphthno.zcf]

G3MP2B3    |47.2   |  7.4| -3.6| 36.7|32.8   |21.9   | 0.224

G3MP2B3+   |47.4   |  7.0| -4.0| 36.8|32.6   |21.8   | 0.184

M062X/Def2T|50.0   |  6.5| -4.3| 36.3|32.6   |23.9   | 1.542

B3/6-311++G|84.5   | -6.4|-16.6| 34.1|64.4   |13.7   | 0.098

++++++++++++++++++++++++++++++++

pCN-3,5-diMe-benzoate-

C10H8NO2  mw:174.056 Anion CAS: A-90924-01-9 fg:35 cnt:11668

----

93MIS/KAN    Datum: DacidG= 327.6/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cn35rba.zaf]

CBS-QB3    |-90.2  |331.5|323.9|      |-56.0  |       |25.7|     

G3MP2B3    |-93.0  |332.5|324.8| 4.014|-58.2  |-0.3   |25.8|110.0

G4MP2      |-91.2  |332.3|324.7|      |-56.4  |       |25.7|     

B3/6-311++G|-53.1  |330.4|322.7| 3.875|-16.3  |36.3   |26.1|104.7

++++++++++++++++++++++++++++++++

naphthalene..O2-.

C10H8O2  mw:160.053

Core ion CAS: Z-11062-77-4 Solvent: 91-20-3 fg:491 cnt:5978

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02LEB/SCH    Datum: EA=1.41(10) eV LPES p:9

DaffH(AH)=  22.2/2.3 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [naphtho2.zcf]

CBS-QB3    |14.4   | 12.2|  5.5| 22.5|37.8   |-11.2  | 0.953

G3MP2B3    |8.4    | 16.8|  9.0| 13.7|32.8   |-7.5   | 1.034

G4MP2      |9.3    | 15.6|  8.9| 22.8|33.3   |-8.4   | 0.888

B3/6-311++G|37.0   | 14.0|  8.5| 18.6|64.4   |-13.4  | 1.239

++++++++++++++++++++++++++++++++

H2O..(1,5-naphthalene-diSO3)=

C10H8O7S2  mw:303.972

Core ion CAS: Z-22713-47-9 Solvent: 7732-18-5 fg:240 cnt:3348

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.8/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

1-Ph-cyclobuten-3-ide-

C10H9  mw:129.071 Anion CAS: Z-439909-73-6 fg:80 cnt:5807 BDE(A-H)= 85.6/2.7 D-EA           

DacidS=26.8/1.0 Stat | 

----

02GLA/ECK    Datum: DacidG= 369.5/0.7 IMRE p:8

DacidH(AH)= 377.5/0.8 G+TS

----

02GLA/ECK    Datum: EA=0.94(11) eV IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1phcbuen.zaf]

CBS-QB3    |75.1   |379.9|372.1| 0.905|60.9   |95.7   |26.4|86.9 

G3MP2B3    |67.7   |378.6|370.7| 1.141|56.3   |93.8   |26.5|89.5 

G3MP2B3+   |67.5   |378.6|370.7| 1.145|56.1   |93.7   |26.5|89.7 

G4MP2      |67.5   |378.2|370.3| 1.010|56.5   |90.5   |26.4|86.1 

M062X/Def2T|69.5   |377.7|369.8| 0.922|56.5   |90.5   |26.6|86.1 

B3/6-311++G|98.6   |376.9|368.9| 0.920|89.0   |119.5  |26.7|82.7 

++++++++++++++++++++++++++++++++

2,6-diCl-Br-tBu-p-benzoquinone-.

C10H9BrCl2O2  mw:309.917 Anion CAS: N-94905-00-7 fg:113 cnt:1119

----

85FUK/MCI    Datum: EA=2.51(5) eV IMRE [57.8(11) kcal] p:9

.DELTA.eaG(355 K) = -56.6 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clbrbubq.zzf]

CBS-QB3    |-120.1 |     |     | 2.613|       |-59.7  |    |     

G3MP2B3    |-114.0 |     |     | 2.537|       |-55.3  |    |     

M062X/Def2T|-112.4 |     |     | 2.628|       |-51.7  |    |     

B3/6-311++G|-53.0  |     |     | 2.740|       |10.5   |    |     

++++++++++++++++++++++++++++++++

PhBr..pyrazine-.

C10H9BrN2  mw:235.995

Core ion CAS: Z-34512-20-4 Solvent: 108-86-1 fg:305 cnt:9011

HOF(solv)=  25.2/1.0 neut 94PED/   

----

17ZHA/LIU    Datum: EA=0.15(5) eV LPES p:8

Vertical Detachment Energy:0.48(5) eV.

++++++++++++++++++++++++++++++++

ferrocene (M-H)-

C10H9Fe  mw:185.006 Anion CAS: Z-1631992-02-3 fg:77 cnt:10015

HOF(A.)=  91.3/2.9 D+AH          | BDE(A-H)= 85.6/2.8 D-EA           

HOF(AH)=  57.8/0.6  77PED/RYL    |

----

14RIC/EUS    Datum: EA=1.44(5) eV LPES p:8

Vertical Detachment Energy:1.77(5) eV.

----

19SPE/KAS    Datum: EA=1.74(8) eV IMRB p:6

----

19SPE/KAS    Datum: DacidH(AH)= 391.5/1.3 IMRB | HOF(A-)=83.6/1.4 Acid p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ferrocen.za0]

CBS-QB3    |78.6   |392.5|384.7| 1.664|51.9   |116.9  |26.0|117.2

M062X/Def2T|108.0  |396.0|388.2| 1.426|76.7   |141.9  |26.1|117.3

B3/6-311++G|131.9  |395.1|387.2| 1.457|104.0  |165.3  |26.7|113.5

++++++++++++++++++++++++++++++++

1,8-diaminonaphthalenide-

C10H9N2  mw:157.077 Anion CAS: A-479-27-6 fg:47 cnt:685

HOF(AH)=  38.0/1.0 GpAd 93SP     |

DacidS=25.0/3.0 Calc |  S(A-)=96.8/3.2 Acid |  S(AH)=97.9/1.0 GpAd 93SP

----

82ARN/VEN #  Datum: DacidG= 344.3/2.0 IMRE | HOF(A-)=24.1/2.4 Acid p:9

DacidH(AH)= 351.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [18n2naph.zaf]

CBS-QB3    |29.0   |353.7|346.3| 1.799|41.0   |70.7   |25.1|81.8 

G3MP2B3    |23.7   |353.4|346.0| 2.087|37.5   |72.0   |25.0|86.6 

G3MP2B3+   |23.6   |353.4|345.9| 2.096|37.4   |72.0   |25.0|86.7 

G4MP2      |23.9   |353.3|345.8| 1.902|37.8   |67.9   |25.2|82.3 

M062X/Def2T|24.4   |353.6|345.9| 1.829|35.6   |66.7   |25.6|83.3 

B3/6-311++G|55.4   |352.1|344.6| 1.734|70.6   |95.5   |25.0|77.0 

++++++++++++++++++++++++++++++++

1,5-diaminonaphthalenide-

C10H9N2  mw:157.077 Anion CAS: A-2243-62-1 fg:47 cnt:684

HOF(AH)=  38.0/1.0 GpAd 93SP     |

DacidS=24.4/1.0 Stat |  S(A-)=96.3/1.4 Acid |  S(AH)=97.9/1.0 GpAd 93SP

----

82ARN/VEN #  Datum: DacidG= 349.6/2.0 IMRE | HOF(A-)=29.2/2.3 Acid p:9

DacidH(AH)= 356.9/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [15n2naph.zaf]

CBS-QB3    |35.3   |361.2|353.4|      |39.9   |       |26.1|     

G3MP2B3    |29.8   |360.5|352.8| 2.097|36.5   |78.2   |25.9|93.8 

G3MP2B3+   |29.6   |360.5|352.8| 2.104|36.3   |78.1   |25.9|93.9 

G4MP2      |30.0   |360.5|352.7| 1.909|36.7   |74.0   |26.1|89.4 

M062X/Def2T|32.1   |362.1|354.3| 1.742|34.7   |72.3   |26.1|89.7 

B3/6-311++G|63.0   |360.9|353.2| 1.694|69.3   |102.1  |25.9|84.8 

++++++++++++++++++++++++++++++++

PhCOCH=C(Me)O-

C10H9O2  mw:161.061 Anion CAS: Z-19268-50-9 fg:65 cnt:744

HOF(A.)= -20.0/2.2 D+AH          | BDE(A-H)= 92.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -59.9/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=112.4/1.4 Acid |  S(AH)=115.4/1.0 GpAd 93SP

----

78CUM/KEB    Datum: DacidG= 333.0/2.0 IMRE | HOF(A-)=-85.7/2.3 Acid p:9

DacidH(AH)= 339.9/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcoxack.zaf]

CBS-QB3    |-83.7  |340.4|331.9| 2.978|-58.3  |-14.9  |28.2|95.5 

G3MP2B3    |-86.7  |341.0|333.0| 3.020|-60.5  |-16.9  |26.9|95.7 

G4MP2      |-85.1  |340.9|332.8|      |-58.8  |       |27.3|     

M062X/Def2T|-86.7  |340.6|332.5| 3.136|-62.6  |-14.0  |27.1|100.7

B3/6-311++G|-52.6  |339.8|332.4| 3.154|-25.1  |20.4   |24.9|97.7 

++++++++++++++++++++++++++++++++

MeCOCH=CH-PhO- | ycp (yellow chromophore ketone)

C10H9O2  mw:161.060 Anion CAS: Z-70328-81-3 fg:13 cnt:11905

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25AND/RAS    Datum: EA=3() eV LPD  [22524() cm-1] p:8

----

20ANS/CUR    Datum: EA=2.87(5) eV PVMI p:8

See also 22ANS/CUR.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yck.zaf]

G3MP2B3    |-83.2  |333.0|325.9| 3.046|-49.0  |-12.9  |23.9|88.2 

++++++++++++++++++++++++++++++++

pOMe-C6H4CH=CHCO2-

C10H9O3  mw:177.056 Anion CAS: Z-830-10-4 fg:38 cnt:11179

----

20BUL/ANS    Datum: EA=3.7(2) eV LPES p:8

Vertical Detachment Energy:3.9(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [porphvco.zaf]

CBS-QB3    |-115.5 |343.4|334.4| 3.453|-93.2  |-36.1  |30.4|109.2

G3MP2B3    |-116.9 |344.9|335.6| 3.450|-94.6  |-37.5  |31.0|109.1

M062X/Def2T|-117.0 |346.1|336.7| 3.430|-98.4  |-38.1  |31.5|112.4

B3/6-311++G|-78.8  |342.7|334.1| 3.284|-54.3  |-3.1   |28.8|103.2

++++++++++++++++++++++++++++++++

pCH=CHCO2Me-C6H4O-

C10H9O3  mw:177.056 Anion CAS: Z-1902120-64-2 fg:33 cnt:11180

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25AND/RAS    Datum: EA=0() eV [22550() nm] p:8

----

19BUL/ANS    Datum: EA=2.88(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pvempho.zaf]

CBS-QB3    |-125.8 |333.9|326.8| 2.731|-94.0  |-62.7  |24.0|83.4 

G3MP2B3    |-128.0 |334.4|327.2| 2.996|-95.2  |-58.8  |23.9|88.5 

M062X/Def2T|-131.5 |332.3|325.3| 2.922|-99.0  |-64.0  |23.3|87.2 

B3/6-311++G|-93.8  |328.7|321.6| 2.924|-55.3  |-26.3  |24.0|81.0 

++++++++++++++++++++++++++++++++

pCO2Et-benzoate-

C10H9O4  mw:193.051 Anion CAS: A-713-57-5 fg:35 cnt:3020

HOF(A.)= -108.6/3.2 D+AH         | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -166.0/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=126.6/2.2 Acid |  S(AH)=129.1/1.0 GpAd 93SP

----

93KOP/MIS    Datum: DacidG= 326.3/2.0 IMRE | HOF(A-)=-198.4/2.3 Acid p:9

DacidH(AH)= 333.3/2.1 G+TS EA(ev)= 3.894

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pco2etba.zaf]

CBS-QB3    |-197.4 |335.1|327.5|      |-166.8 |       |25.4|     

G3MP2B3    |-197.3 |336.0|328.4| 3.852|-166.0 |-108.4 |25.4|109.8

G3MP2B3+   |-197.5 |335.9|328.1| 3.856|-166.2 |-108.5 |26.1|109.8

G4MP2      |-194.8 |335.8|328.2| 3.632|-163.4 |-111.0 |25.3|104.6

M062X/Def2T|-198.8 |335.6|328.1| 3.916|-169.7 |-108.3 |25.3|113.5

B3/6-311++G|-154.1 |333.9|326.2| 3.713|-120.8 |-68.5  |26.1|104.5

++++++++++++++++++++++++++++++++

2,3-diCl-tBu-p-benzoquinone-.

C10H10Cl2O2  mw:232.006 Anion CAS: N-34403-14-0 fg:113 cnt:1122

----

85FUK/MCI    Datum: EA=2.33(5) eV IMRE [53.8(11) kcal] p:9

.DELTA.eaG(355 K) = -52.6 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2bubq.zzf]

CBS-QB3    |-125.5 |     |     | 2.431|       |-69.3  |    |     

G3MP2B3    |-123.9 |     |     | 2.374|       |-69.1  |    |     

G3MP2B3+   |-124.4 |     |     | 2.384|       |-69.3  |    |     

G4MP2      |-127.9 |     |     | 2.612|       |-67.5  |    |     

M062X/Def2T|-123.0 |     |     | 2.460|       |-66.1  |    |     

B3/6-311++G|-69.8  |     |     | 2.601|       |-9.7   |    |     

++++++++++++++++++++++++++++++++

(Pyridine)2..Co-

C10H10CoN2  mw:217.018 fg:24 cnt:10212

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

06EDM/KAN    Datum: EA=1.05(10) eV LPES p:8

DaffH(AH)=  5.8/3.3 dEA

Vertical Detachment Energy:1.2(6) eV.

++++++++++++++++++++++++++++++++

(Pyridine)2..Co2-

C10H10Co2N2  mw:275.951 fg:24 cnt:10213

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

06EDM/KAN    Datum: EA=1.2(1) eV LPES p:8

DaffH(AH)=  8.1/3.3 dEA

Vertical Detachment Energy:1.9(6) eV.

++++++++++++++++++++++++++++++++

4-CF3-bicyclo[2.2.2]octene-CO2-

C10H10F3O2  mw:219.064 Anion CAS: A-14234-08-3 fg:38 cnt:1299

HOF(A.)= -190.6/3.6 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -251.5/2.0 Est1 94PED/  |

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 328.8/2.0 IMRE | HOF(A-)=-281.4/3.0 Acid p:9

DacidH(AH)= 335.8/2.2 G+TS EA(ev)= 3.937

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qbceco2.zaf]

CBS-QB3    |-286.4 |335.1|327.7|      |-255.8 |       |24.9|     

G3MP2B3    |-285.8 |336.1|329.2| 3.226|-254.8 |-210.3 |23.2|96.6 

G3MP2B3+   |-285.9 |336.1|328.7| 3.241|-254.8 |-210.0 |24.9|96.9 

G4MP2      |-282.9 |336.0|328.7|      |-251.7 |       |24.6|     

M062X/Def2T|-282.8 |335.9|327.0|      |-254.0 |       |29.7|     

B3/6-311++G|-218.8 |333.7|326.1| 3.068|-185.2 |-146.9 |25.3|90.4 

++++++++++++++++++++++++++++++++

pCN-3,5-diMe-PhCH2-

C10H10N  mw:144.082 Anion CAS: A-2571-52-0 fg:74 cnt:11674

----

93MIS/KAN    Datum: DacidG= 357.3/2.0 IMRE p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cn35ryj.zaf]

CBS-QB3    |25.5   |363.3|357.5|      |28.0   |       |19.5|     

G3MP2B3    |19.0   |362.4|356.5| 1.942|23.8   |63.8   |19.6|92.1 

G4MP2      |19.6   |362.3|356.6|      |24.5   |       |19.0|     

M062X/Def2T|22.5   |360.2|355.4| 1.811|27.0   |64.3   |16.1|89.4 

B3/6-311++G|51.6   |360.6|355.0| 1.771|58.3   |92.5   |18.8|86.2 

++++++++++++++++++++++++++++++++

4-CN-bicyclo[2.2.2]octene-CO2-

C10H10NO2  mw:176.072 Anion CAS: Z-801317-95-3 fg:38 cnt:1300

HOF(A.)=   5.8/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -55.1/2.0 Est1          |

DacidS=23.5/3.0 Stat | 

----

93KOP/MIS    Datum: DacidG= 326.3/2.0 IMRE | HOF(A-)=-87.5/3.0 Acid p:9

DacidH(AH)= 333.3/2.2 G+TS EA(ev)= 4.045

----

87TAF/TOP #  Datum: DacidG= 326.2/2.0 IMRE p:8

DacidH(AH)= 333.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cn222ea.zaf]

CBS-QB3    |-85.9  |332.7|325.2| 3.401|-52.9  |-6.3   |25.2|98.7 

G3MP2B3    |-89.2  |333.7|326.7| 3.330|-55.7  |-11.2  |23.4|96.5 

G3MP2B3+   |-89.4  |333.7|326.2| 3.342|-55.9  |-11.1  |25.2|96.9 

G4MP2      |-87.7  |333.6|326.1| 3.102|-54.1  |-14.9  |25.0|91.2 

M062X/Def2T|-82.9  |333.6|325.7| 3.236|-51.8  |-7.3   |26.5|96.6 

B3/6-311++G|-36.0  |331.8|324.2| 3.155|-0.5   |38.0   |25.2|90.6 

++++++++++++++++++++++++++++++++

indole..MeCO2-

C10H10NO2  mw:176.072

Core ion CAS: Z-71-50-1 Solvent: 120-72-9 fg:234 cnt:2064

HOF(solv)=  37.4/0.3 neut 94PED/   

----

88MEO/       Datum: DaffG= 18.8/1.0 TDAs | HOF(A-)=9.5/1.0 AfIN p:8

DaffH(X..Y-)= 27.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [indoloac.zcf]

G3MP2B3    |-111.9 | 28.2| 17.9| 34.3|37.7   |-121.4 

G4MP2      |-110.9 | 27.6| 17.0| 35.5|37.7   |-121.1 

M062X/Def2T|-113.0 | 29.1| 19.0| 34.0|34.9   |-118.7 

B3/6-311++G|-76.8  | 25.2| 15.0| 34.4|62.5   |-114.0 

++++++++++++++++++++++++++++++++

benzene..pyrazine-.

C10H10N2  mw:158.085

Core ion CAS: Z-34512-20-4 Solvent: 71-43-2 fg:305 cnt:6275

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02SON/LEE    Datum: EA=0.250(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-HO-pyridine)2-.

C10H10N2O2  mw:190.075

Core ion CAS: Z-52009-02-6 Solvent: 142-08-5 fg:305 cnt:9974

HOF(solv)= -19.0/0.3 neut 94PED/   

----

19STO/VLK    Datum: EA=1.21(5) eV LPES p:7

Authors' computations indicate that the anion is the proton-transfer structure [2-HO-pyridine.H.bullet..bullet.2-aza-phenoxylyl]-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [oohpyr2.zcf]

G3MP2B3    |-59.9  | 29.5| 19.1| 34.8|-13.5  |-16.9  | 0.394

++++++++++++++++++++++++++++++++

(adenine)2-.

C10H10N10  mw:270.110

Core ion CAS: Z-34512-23-7 Solvent: 73-24-5 fg:320 cnt:9093

HOF(solv)=  49.2/2.0 neut 94PED/   

----

10KO_/WAN    Datum: EA=1.90(15) eV LPES p:7

The stated EA is the Vertical Detachment Energy. This may involved proton-transfered dimers. Adiabatic electron affinity may be close to 0.7 eV.

++++++++++++++++++++++++++++++++

(guanine)2-.

C10H10N10O2  mw:302.099

Core ion CAS: Z-928855-34-9 Solvent: 73-40-5 fg:320 cnt:9095

HOF(solv)=  13.0/5.0 Est3          

----

10KO_/WAN    Datum: EA=1.40(15) eV LPES p:7

The stated EA is the Vertical Detachment Energy. This may involved proton-transfered dimers. Adiabatic electron affinity may be close to 0.7 eV.

++++++++++++++++++++++++++++++++

H2O..naphthalene-.

C10H10O  mw:146.074

Core ion CAS: Z-34509-91-6 Solvent: 7732-18-5 fg:304 cnt:7847

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

09LEE/KIM    Datum: EA=0.03(1) eV LPES p:7

DaffH(AH)=  5.3/0.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

pCOMe-acetophenone-.

C10H10O2  mw:162.069 Anion CAS: Z-40475-62-5 fg:110 cnt:3438

HOF(A.)= -61.6/1.0 GpAd 93SP     | | S(A.)=109.0/1.0  93SP

----

99HUH/KAN    Datum: EA=1.04(9) eV IMRE [24.0(20) kcal] p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=1.06(9) eV IMRE [24.5(20) kcal] p:8

.DELTA.eaG(343 K)=-25.4 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.
###### the following are "below the line": evaluated as not accurate ####

----

81CHE/WEN    Datum: EA=0.80(20) eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pacphac.zzf]

CBS-QB3    |-84.8  |     |     | 1.121|       |-59.0  |    |     

G3MP2B3    |-85.6  |     |     | 1.076|       |-60.9  |    |     

G3MP2B3+   |-86.0  |     |     | 1.081|       |-61.1  |    |     

G4MP2      |-88.9  |     |     | 1.284|       |-59.4  |    |     

M062X/Def2T|-87.3  |     |     | 1.139|       |-61.2  |    |     

B3/6-311++G|-54.3  |     |     | 1.331|       |-23.7  |    |     

++++++++++++++++++++++++++++++++

pCO2Me-acetophenone-.

C10H10O3  mw:178.064 Anion CAS: Z-306726-72-7 fg:110 cnt:3437

HOF(A.)= -107.3/1.0 GpAd 93SP    | | S(A.)=121.6/1.0  93SP

----

99HUH/KAN    Datum: EA=0.945(87) eV [21.8(20) kcal] | HOF(A-)=-129.1/2.2 R-EA p:9

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

95MIS/HUH    Datum: EA=0.963(87) eV [22.2(20) kcal] p:8

.DELTA.eaG(343 K)=-23.1 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pephac.zzf]

CBS-QB3    |-130.0 |     |     | 0.996|       |-107.1 |    |     

G3MP2B3    |-129.2 |     |     | 0.951|       |-107.4 |    |     

G3MP2B3+   |-129.4 |     |     | 0.951|       |-107.6 |    |     

G4MP2      |-132.4 |     |     | 1.178|       |-105.4 |    |     

M062X/Def2T|-133.6 |     |     | 1.010|       |-110.4 |    |     

B3/6-311++G|-93.8  |     |     | 1.205|       |-66.2  |    |     

++++++++++++++++++++++++++++++++

naphthalene..{H2O}..O2-.

C10H10O3  mw:178.064 fg:491 cnt:5984

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02LEB/SCH    Datum: EA=2.09(10) eV LPES p:9

DaffH(AH)=  15.5/2.6 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

++++++++++++++++++++++++++++++++

dimethyl terephthalate-.

C10H10O4  mw:194.058 Anion CAS: Z-34471-11-9 fg:112 cnt:472

HOF(A.)= -153.1/1.0 GpAd 93SP    | | S(A.)=131.4/1.0  93SP

----

95MIS/HUH    Datum: EA=0.824(87) eV [19.0(20) kcal] | HOF(A-)=-172.1/2.2 R-EA p:9

.DELTA.eaG(343 K)=-20.2 kcal/mol. Reanchored to electron affinity(PhNO2), 87KEB/CHO.

----

99HUH/KAN    Datum: EA=0.824(87) eV [19.0(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.
###### the following are "below the line": evaluated as not accurate ####

----

68KUH/LEV    Datum: EA=0.64 eV ECD  p:4

Done at constant temperature, accuracy uncertain: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of cs. 0.80 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2tereph.zzf]

CBS-QB3    |-174.4 |     |     | 0.840|       |-155.1 |    |     

G3MP2B3    |-172.1 |     |     | 0.801|       |-153.7 |    |     

G3MP2B3+   |-172.3 |     |     | 0.808|       |-153.8 |    |     

G4MP2      |-175.4 |     |     | 1.067|       |-151.0 |    |     

M062X/Def2T|-179.5 |     |     | 0.887|       |-159.1 |    |     

B3/6-311++G|-133.2 |     |     | 1.072|       |-108.6 |    |     

++++++++++++++++++++++++++++++++

dimethyl phthalate-.

C10H10O4  mw:194.058 Anion CAS: Z-34533-15-8 fg:112 cnt:958

HOF(A.)= -152.6/1.0 GpAd 93SP    |

----

68KUH/LEV    Datum: EA=0.55 eV ECD  | HOF(A-)=-165.3/1.0 R-EA p:5

Done at constant temperature, accuracy uncertain: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.57 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2phth.zzf]

CBS-QB3    |-161.8 |     |     | 0.546|       |-149.4 |    |     

G3MP2B3    |-161.1 |     |     | 0.568|       |-148.2 |    |     

G3MP2B3+   |-161.3 |     |     | 0.571|       |-148.3 |    |     

M062X/Def2T|-165.6 |     |     | 0.589|       |-152.1 |    |     

B3/6-311++G|-118.3 |     |     | 0.745|       |-101.2 |    |     

++++++++++++++++++++++++++++++++

dimethyl isophthalate-.

C10H10O4  mw:194.058 Anion CAS: Z-34533-16-9 fg:112 cnt:959

HOF(A.)= -153.1/1.0 GpAd 93SP    | | S(A.)=132.8/1.0  93SP

----

68KUH/LEV    Datum: EA=0.55 eV ECD  | HOF(A-)=-165.8/1.0 R-EA p:6

Done at constant temperature, accuracy uncertain: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.47-0.49 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2isoph.zzf]

CBS-QB3    |-166.3 |     |     | 0.493|       |-155.2 |    |     

G3MP2B3    |-164.6 |     |     | 0.467|       |-154.1 |    |     

G3MP2B3+   |-164.7 |     |     | 0.468|       |-154.2 |    |     

M062X/Def2T|-170.4 |     |     | 0.502|       |-159.1 |    |     

B3/6-311++G|-125.2 |     |     | 0.714|       |-109.0 |    |     

++++++++++++++++++++++++++++++++

3-(4-OH-3-OMe-phenyl)-2-propenoic acid-.(Ferulic acid)

C10H10O4  mw:194.058 Anion CAS: Z-1007895-15-9 fg:102 cnt:10039

----

07LIP/EUS    Datum: EA=0.58(5) eV LPES p:8

Vertical Detachment Energy:0.92(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ferulic.zzf]

CBS-QB3    |-151.8 |     |     | 0.609|       |-138.1 |    |     

G3MP2B3    |-149.0 |     |     | 0.493|       |-137.9 |    |     

G4MP2      |-152.4 |     |     | 0.753|       |-135.3 |    |     

M062X/Def2T|-157.2 |     |     | 0.639|       |-142.8 |    |     

B3/6-311++G|-112.2 |     |     | 0.823|       |-93.5  |    |     

++++++++++++++++++++++++++++++++

(H2O)2..1,5-naphthalene-diSO3=

C10H10O8S2  mw:321.983 fg:240 cnt:3349

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.0/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

cyclopentadiene..cyclopentadienide-

C10H11  mw:131.087

Core ion CAS: Z-12127-83-2 Solvent: 542-92-7 fg:277 cnt:2098

HOF(solv)=  32.1/0.4 neut 86PED/NAY

----

88MEO/   2   Datum: DaffG=<2.6/1.0 IMRB | HOF(A-)=>23.5/1.2 AfIN p:8

DaffH(X..Y-)=<8.6/1.2 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cphcp.zcf]

G3MP2B3    |39.7   | 10.1|  2.1| 26.7|31.3   |18.5   

G3MP2B3+   |39.8   |  9.7|  1.6| 27.3|31.1   |18.4   

G4MP2      |39.9   |  9.8|  1.4| 28.0|31.5   |18.1   

M062X/Def2T|43.8   | 10.3|  2.3| 26.9|33.2   |21.0   

B3/6-311++G|73.9   |  6.6| -0.3| 23.0|46.8   |33.6   

++++++++++++++++++++++++++++++++

1-Ph-cyclobutanide-

C10H11  mw:131.087 Anion CAS: Z-119087-24-0 fg:74 cnt:9738

DacidS=20.3/2.0 Stat |  S(A-)=88.8/2.8 Acid |  S(AH)=94.5/2.0  93SP

----

94PEE/DEK    Datum: DacidG= 370.5 IMRE p:8

DacidH(AH)= 376.5 G+TS

Reported as 1 kJ/mol stronger than EtOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcbu.zaf]

CBS-QB3    |49.6   |381.7|373.4| 0.828|33.6   |68.5   |28.0|87.0 

G3MP2B3    |43.5   |381.2|373.3| 1.002|29.4   |66.5   |26.8|89.2 

G3MP2B3+   |43.0   |381.1|372.4| 1.022|29.1   |66.4   |29.4|89.4 

G4MP2      |43.4   |381.0|373.1| 0.856|29.6   |63.0   |26.6|85.6 

M062X/Def2T|45.3   |380.1|371.8| 0.806|29.8   |63.6   |28.0|85.9 

B3/6-311++G|74.6   |377.9|369.4| 0.807|64.0   |93.0   |28.4|81.1 

++++++++++++++++++++++++++++++++

2-Cl-5-tBu-p-benzoquinone-.

C10H11ClO2  mw:198.045 Anion CAS: Z-57430-17-8 fg:113 cnt:1124

----

85FUK/MCI    Datum: EA=2.15(5) eV IMRE [49.5(11) kcal] p:9

.DELTA.eaG(355 K) = -48.3 kcal/mol; .DELTA.eaS =-3.5, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cltbubq.zzf]

CBS-QB3    |-114.5 |     |     | 2.258|       |-62.3  |    |     

G3MP2B3    |-114.7 |     |     | 2.204|       |-63.7  |    |     

G3MP2B3+   |-115.1 |     |     | 2.216|       |-63.9  |    |     

G4MP2      |-118.1 |     |     | 2.419|       |-62.2  |    |     

M062X/Def2T|-113.6 |     |     | 2.303|       |-60.3  |    |     

B3/6-311++G|-68.7  |     |     | 2.438|       |-12.3  |    |     

++++++++++++++++++++++++++++++++

HCONMe2..mCF3-nitrobenzene-.

C10H11F3N2O3  mw:264.073

Core ion CAS: Z-34526-71-1 Solvent: 68-12-2 fg:307 cnt:1991

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.8/1.6 IMRE | HOF(A-)=-223.0/2.6 AfIN p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

2,6-diMe-4-COMe-nitrobenzene-.

C10H11NO3  mw:193.074 Anion CAS: N-80539-12-4 fg:107 cnt:3949

HOF(A.)= -38.4/3.0 Est1 93ACR/TUC|

----

93MIS/KAN2   Datum: EA=1.29(9) eV IMRE [29.8(20) kcal] | HOF(A-)=-68.2/3.6 R-EA p:8

.DELTA.eaG(343 K) = -29.5 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

99HUH/KAN    Datum: EA=1.27(9) eV IMRE [29.2(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r4acnb.zzf]

CBS-QB3    |-71.6  |     |     | 1.336|       |-40.6  |    |     

G3MP2B3    |-66.6  |     |     | 1.157|       |-39.7  |    |     

G3MP2B3+   |-67.1  |     |     | 1.149|       |-40.4  |    |     

G4MP2      |-71.1  |     |     | 1.398|       |-38.7  |    |     

M062X/Def2T|-70.4  |     |     | 1.413|       |-37.7  |    |     

B3/6-311++G|-34.5  |     |     | 1.657|       |3.9    |    |     

++++++++++++++++++++++++++++++++

2,6-diMe-4-CO2Me-nitrobenzene-.

C10H11NO4  mw:209.069 Anion CAS: Z-34476-23-8 fg:107 cnt:3948

HOF(A.)= -86.5/3.0 Est1 93ACR/TUC|

----

93MIS/KAN2   Datum: EA=1.18(9) eV IMRE [27.3(20) kcal] | HOF(A-)=-113.8/3.6 R-EA p:8

.DELTA.eaG(343 K) = -27.0 kcal/mol; .DELTA.eaS(estimated) = -2.0 eu.

----

99HUH/KAN    Datum: EA=1.17(9) eV IMRE [26.9(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r4enb.zzf]

CBS-QB3    |-117.2 |     |     | 1.232|       |-88.7  |    |     

G3MP2B3    |-110.4 |     |     | 1.043|       |-86.2  |    |     

G3MP2B3+   |-110.9 |     |     | 1.040|       |-86.7  |    |     

G4MP2      |-114.8 |     |     | 1.313|       |-84.4  |    |     

M062X/Def2T|-117.3 |     |     | 1.337|       |-86.4  |    |     

B3/6-311++G|-74.7  |     |     | 1.552|       |-38.7  |    |     

++++++++++++++++++++++++++++++++

pNMe2-C6H4CHCN-

C10H11N2  mw:159.093 Anion CAS: Z-64764-37-0 fg:67 cnt:768

HOF(A.)=  72.3/2.2 D+AH          | BDE(A-H)= 77.9/2.0 SDEA 88BOR/CHE2

HOF(AH)=  46.5/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=105.9/3.2 Acid |  S(AH)=109.9/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 346.6/2.0 IMRE | HOF(A-)=34.0/2.4 Acid p:9

DacidH(AH)= 353.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnrphxcn.zaf]

CBS-QB3    |40.3   |353.6|347.1| 1.693|52.5   |79.6   |21.8|79.2 

G3MP2B3    |35.8   |353.6|347.3| 1.861|49.4   |78.9   |21.3|81.7 

G3MP2B3+   |35.4   |353.5|347.0| 1.870|49.0   |78.7   |22.1|81.8 

G4MP2      |36.5   |353.5|347.6| 1.691|50.1   |75.6   |19.9|77.6 

M062X/Def2T|34.1   |351.6|344.1| 1.713|47.2   |73.8   |25.1|78.7 

B3/6-311++G|66.5   |350.2|343.7| 1.681|83.5   |105.4  |22.0|74.0 

++++++++++++++++++++++++++++++++

HCONMe2..oCN-nitrobenzene-.

C10H11N3O3  mw:221.081

Core ion CAS: Z-12402-45-8 Solvent: 68-12-2 fg:307 cnt:1992

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.8/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfocnnb.zcf]

G3MP2B3    |-38.8  |  8.0| -0.4| 28.0|-45.6  |14.8   

M062X/Def2T|-45.7  |  8.1|  1.3| 23.0|-47.5  |9.9    

B3/6-311++G|-11.0  |  4.9| -2.1| 23.5|-37.6  |31.5   

++++++++++++++++++++++++++++++++

HCONMe2..mCN-nitrobenzene-.

C10H11N3O3  mw:221.081

Core ion CAS: Z-12402-46-9 Solvent: 68-12-2 fg:307 cnt:1993

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.5/1.6 IMRE | HOF(A-)=-32.1/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfmcnnb.zcf]

G3MP2B3    |-42.0  | 11.1|  2.8| 27.8|-45.6  |14.8   

M062X/Def2T|-48.9  | 11.3|  4.6| 22.5|-47.5  |9.9    

B3/6-311++G|-14.8  |  8.7|  1.6| 23.8|-37.6  |31.5   

++++++++++++++++++++++++++++++++

HCONMe2..pCN-nitrobenzene-.

C10H11N3O3  mw:221.081

Core ion CAS: Z-12402-47-0 Solvent: 68-12-2 fg:307 cnt:1994

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 3.9/1.6 IMRE | HOF(A-)=-34.8/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfpcnnb.zcf]

G3MP2B3    |-45.6  | 14.7|  6.9| 26.4|-45.6  |14.8   

M062X/Def2T|-53.1  | 15.5|  6.8| 29.0|-47.5  |9.9    

B3/6-311++G|-19.0  | 12.9|  5.9| 23.3|-37.6  |31.5   

++++++++++++++++++++++++++++++++

2'-deoxyguanosinide-

C10H11N5O4  mw:265.082 Anion CAS: Z-127209-29-4 fg:94 cnt:8477

----

10KUM/DEV    Datum: DacidH(AH)= 326.7/0.5 CIDC p:7

The authors claim that proton loss is from the amino group on the base. The given entropy of acidity values from the kinetic method, seem unreasonably small for the structures shown - JEB.

++++++++++++++++++++++++++++++++

(thymine)(adenine)-.

C10H11N7O2  mw:261.098

Core ion CAS: Z-34512-23-7 Solvent: 65-71-4 fg:320 cnt:9099

HOF(solv)= -78.6/1.0 neut 94PED/   

----

05RAD/BOW    Datum: EA=1.7(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy. This may involved proton-transfered dimers.

++++++++++++++++++++++++++++++++

MeOH..pMe-C6H4CC-

C10H11O  mw:147.082

Core ion CAS: Z-252375-54-5 Solvent: 67-56-1 fg:284 cnt:4963

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06MUS/MAT    Datum: DaffG= 10.2 IMRE | HOF(A-)=23.8/3.8 AfIN p:9

----

99CHA/BRA    Datum: DaffG= 11.1/2.0 IMRE | HOF(A-)=2.1/3.1 AfIN p:8

DaffH(X..Y-)= 21.6/2.0 G+TS

Anchored to MeOH .DELTA.acidG = 375.2 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prpahor.zcf]

G3MP2B3    |5.8    | 16.9|  9.1| 26.2|-47.8  |70.6   

G4MP2      |6.9    | 16.4|  8.5| 26.5|-47.8  |71.1   

M062X/Def2T|7.9    | 18.9|  9.7| 30.7|-46.6  |73.4   

B3/6-311++G|37.6   | 16.8| 10.0| 22.9|-43.7  |98.1   

++++++++++++++++++++++++++++++++

triMe-p-benzoquinone-CH2-

C10H11O2  mw:163.076 Anion CAS: N-850789-37-6 fg:74 cnt:1724

HOF(AH)= -60.0/3.0 GpAd 93SP     |

DacidS=26.5/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

67FAR/PAG    Datum: EA=0.798(87) eV [18.4(20) kcal] p:1

The Magnetron method, lacking mass analysis, is not reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.1-2.4 eV, and an acidity of ca. 348 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r3pbqj.zaf]

CBS-QB3    |-81.9  |347.7|341.9| 2.143|-63.9  |-32.3  |19.5|83.7 

G3MP2B3    |-85.5  |347.9|341.9| 2.375|-66.1  |-30.5  |20.2|87.7 

G4MP2      |-83.6  |348.0|342.0| 2.144|-64.5  |-33.9  |20.3|82.6 

M062X/Def2T|-82.1  |347.3|340.9| 2.148|-64.7  |-32.5  |21.4|84.3 

++++++++++++++++++++++++++++++++

miPr-benzoate-

C10H11O2  mw:163.076 Anion CAS: A-5651-47-8 fg:35 cnt:4665

HOF(A.)= -32.5/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -89.9  87COL/JIM        |

DacidS=24.0/3.0 Stat | 

----

99FIE/KUL    Datum: DacidG= 332.4/2.0 IMRE | HOF(A-)=-116.0/2.2 Acid p:9

DacidH(AH)= 339.6/2.2 G+TS EA(ev)= 3.623

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [miprba.zaf]

CBS-QB3    |-116.1 |339.6|332.1|      |-90.0  |       |25.3|     

G3MP2B3    |-118.4 |340.6|333.5| 3.627|-91.7  |-34.6  |23.9|109.2

G3MP2B3+   |-118.7 |340.5|332.9| 3.630|-92.0  |-34.9  |25.6|109.2

G4MP2      |-117.5 |340.4|332.9| 3.450|-90.7  |-37.8  |25.2|105.0

M062X/Def2T|-115.3 |341.0|333.4| 3.662|-91.6  |-30.7  |25.3|112.9

B3/6-311++G|-78.4  |339.4|331.8| 3.442|-50.6  |1.1    |25.7|103.7

++++++++++++++++++++++++++++++++

2,3,5-triMe-benzoate-

C10H11O2  mw:163.076 Anion CAS: A-2437-66-3 fg:35 cnt:4189

HOF(A.)= -33.9/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -91.3/0.4  87COL/ROU    |

DacidS=21.1/3.0 Calc | 

----

97DEC/GAL    Datum: DacidG= 332.1/2.1 IMRE | HOF(A-)=-118.6/2.3 Acid p:8

DacidH(AH)= 338.4/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [235r3ba.zaf]

CBS-QB3    |-116.4 |340.6|333.8|      |-91.2  |       |23.0|     

G3MP2B3    |-118.2 |341.8|335.7| 3.507|-92.8  |-37.1  |20.3|107.7

G3MP2B3+   |-119.2 |341.0|334.7| 3.544|-93.0  |-37.4  |21.1|107.7

G4MP2      |-116.9 |341.8|334.7| 3.322|-91.6  |-40.2  |23.8|103.5

M062X/Def2T|-116.0 |341.6|333.9| 3.548|-92.9  |-34.0  |26.0|111.0

B3/6-311++G|-78.6  |339.9|332.7| 3.340|-51.2  |-1.5   |24.3|101.8

++++++++++++++++++++++++++++++++

oiPr-benzoate-

C10H11O2  mw:163.076 Anion CAS: Z-104824-09-1 fg:35 cnt:4664

HOF(A.)= -28.5/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -85.9  87COL/JIM        |

DacidS=24.0/3.0 Stat | 

----

99FIE/KUL    Datum: DacidG= 332.2/2.0 IMRE | HOF(A-)=-112.2/2.2 Acid p:9

DacidH(AH)= 339.4/2.2 G+TS EA(ev)= 3.631

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oiprba.zaf]

CBS-QB3    |-114.4 |338.2|330.6|      |-86.9  |       |25.6|     

G3MP2B3    |-117.0 |339.1|331.5| 3.632|-88.9  |-33.1  |25.5|107.9

G3MP2B3+   |-117.5 |338.8|330.4| 3.663|-89.1  |-33.0  |28.1|108.2

G4MP2      |-115.6 |339.2|331.6| 3.443|-87.6  |-36.1  |25.4|103.6

M062X/Def2T|-114.2 |339.1|331.6| 3.672|-88.6  |-29.4  |25.1|111.3

B3/6-311++G|-75.7  |337.8|329.7| 3.435|-46.2  |3.6    |27.0|101.9

++++++++++++++++++++++++++++++++

piPr-benzoate-

C10H11O2  mw:163.076 Anion CAS: Z-63294-94-0 fg:35 cnt:4666

HOF(A.)= -34.1/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -91.5  87COL/JIM        |

DacidS=24.0/3.0 Stat |  S(A-)=109.9/3.6 Acid |  S(AH)=111.9/2.0 GpAd 93SP

----

99FIE/KUL    Datum: DacidG= 333.1/2.0 IMRE | HOF(A-)=-116.9/2.2 Acid p:9

DacidH(AH)= 340.3/2.2 G+TS EA(ev)= 3.592

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [piprba.zaf]

CBS-QB3    |-115.8 |340.0|332.5|      |-90.1  |       |25.2|     

G3MP2B3    |-118.1 |341.0|333.9| 3.611|-92.0  |-34.8  |23.8|109.3

G3MP2B3+   |-118.4 |341.0|333.4| 3.613|-92.2  |-35.0  |25.6|109.3

G4MP2      |-117.3 |340.9|333.4| 3.434|-90.9  |-38.0  |25.1|105.1

M062X/Def2T|-115.3 |341.4|333.9| 3.640|-92.0  |-31.2  |25.5|112.9

B3/6-311++G|-78.3  |340.0|332.4| 3.421|-51.0  |0.7    |25.5|103.8

++++++++++++++++++++++++++++++++

2,3,6-triMe-benzoate-

C10H11O2  mw:163.076 Anion CAS: A-2529-36-4 fg:35 cnt:4190

HOF(A.)= -31.4/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -88.8/0.4  87COL/ROU    |

DacidS=26.0/3.0 Calc |  S(A-)=112.0/5.0 Acid |  S(AH)=112.0/4.0 GpAd 93SP

----

97DEC/GAL    Datum: DacidG= 330.7/2.1 IMRE | HOF(A-)=-116.0/2.3 Acid p:8

DacidH(AH)= 338.5/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [236r3ba.zaf]

CBS-QB3    |-117.2 |337.8|330.5|      |-89.3  |       |24.6|     

G3MP2B3    |-119.2 |338.8|331.5| 3.640|-90.8  |-35.3  |24.4|107.6

G3MP2B3+   |-120.1 |338.4|330.1| 3.680|-91.3  |-35.6  |27.9|107.8

G4MP2      |-118.1 |338.8|331.5| 3.464|-89.7  |-38.3  |24.6|103.5

M062X/Def2T|-116.4 |339.1|330.9| 3.670|-90.8  |-32.1  |27.7|110.9

B3/6-311++G|-78.5  |336.9|328.8| 3.491|-48.1  |1.8    |27.0|101.9

++++++++++++++++++++++++++++++++

2,4,5-triMe-benzoate-

C10H11O2  mw:163.076 Anion CAS: A-528-90-5 fg:35 cnt:4191

HOF(A.)= -34.9/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -92.3/0.4  87COL/ROU    |

DacidS=26.0/3.0 Calc | 

----

97DEC/GAL    Datum: DacidG= 333.0/2.1 IMRE | HOF(A-)=-117.2/2.3 Acid p:8

DacidH(AH)= 340.8/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [245r3ba.zaf]

CBS-QB3    |-117.7 |341.4|333.5|      |-93.4  |       |26.5|     

G3MP2B3    |-119.6 |342.5|334.5| 3.497|-94.9  |-39.0  |26.8|108.0

G4MP2      |-118.6 |342.3|334.3| 3.314|-93.8  |-42.1  |26.8|103.7

M062X/Def2T|-117.5 |342.7|333.7| 3.527|-95.6  |-36.2  |30.2|111.5

B3/6-311++G|-79.5  |341.6|333.4| 3.296|-53.8  |-3.5   |27.7|102.5

++++++++++++++++++++++++++++++++

2,4,6-triMe-benzoate-

C10H11O2  mw:163.076 Anion CAS: Z-45990-63-4 fg:35 cnt:3378

HOF(A.)= -32.1/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -89.5/0.4  94PED/       |

DacidS=23.5/2.0 Stat |  S(A-)=108.1/2.2 Acid |  S(AH)=110.6/1.0 GpAd 93SP

----

93DEC/ERT    Datum: DacidG= 332.0/2.0 IMRE | HOF(A-)=-116.2/2.1 Acid p:8

DacidH(AH)= 339.0/2.1 G+TS EA(ev)= 3.646

Relative to benzoate at 333.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [246r3ba.zaf]

CBS-QB3    |-117.5 |338.3|330.6|      |-90.1  |       |25.8|     

G3MP2B3    |-119.5 |339.3|331.3| 3.574|-91.6  |-37.3  |26.9|106.5

G3MP2B3+   |-120.4 |339.0|330.4| 3.605|-92.1  |-37.5  |28.6|106.7

G4MP2      |-118.4 |339.4|331.6| 3.392|-90.6  |-40.3  |26.1|102.4

M062X/Def2T|-117.0 |339.8|331.5| 3.585|-92.0  |-34.6  |27.7|109.6

B3/6-311++G|-79.6  |337.8|329.7| 3.403|-50.1  |-1.4   |27.1|100.8

++++++++++++++++++++++++++++++++

3,4,5-triMe-benzoate-

C10H11O2  mw:163.076 Anion CAS: A-1076-88-6 fg:35 cnt:4187

HOF(A.)= -35.8/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -93.2/0.4  87COL/ROU    |

DacidS=23.7/3.0 Stat | 

----

96DEC/EXN    Datum: DacidG= 334.2/2.0 IMRE | HOF(A-)=-117.7/2.2 Acid p:9

DacidH(AH)= 341.3/2.2 G+TS EA(ev)= 3.548

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [345r3ba.zaf]

CBS-QB3    |-117.9 |341.6|334.0|      |-93.9  |       |25.6|     

G3MP2B3    |-119.8 |342.7|335.9| 3.525|-95.3  |-38.4  |22.9|109.0

G3MP2B3+   |-120.1 |342.6|334.9| 3.530|-95.5  |-38.6  |26.1|109.0

G4MP2      |-118.8 |342.5|334.9| 3.347|-94.2  |-41.5  |25.7|104.7

M062X/Def2T|-117.5 |343.0|335.0| 3.615|-95.8  |-33.0  |26.9|114.9

B3/6-311++G|-79.7  |341.6|334.0| 3.333|-54.1  |-2.7   |25.7|103.4

++++++++++++++++++++++++++++++++

2,3,4-triMe-benzoate-

C10H11O2  mw:163.076 Anion CAS: A-1076-47-7 fg:35 cnt:4188

HOF(A.)= -32.8/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -90.2/0.4  87COL/ROU    |

DacidS=25.8/3.0 Calc | 

----

97DEC/GAL    Datum: DacidG= 332.3/2.0 IMRE | HOF(A-)=-115.9/2.2 Acid p:8

DacidH(AH)= 340.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [234r3ba.zaf]

CBS-QB3    |-114.8 |341.1|333.2|      |-90.2  |       |26.5|     

G3MP2B3    |-116.8 |342.2|334.6| 3.489|-91.8  |-36.2  |25.6|107.7

G3MP2B3+   |-117.8 |341.6|333.9| 3.523|-92.2  |-36.5  |25.8|107.8

G4MP2      |-115.5 |342.2|334.2| 3.303|-90.6  |-39.2  |26.7|103.4

M062X/Def2T|-114.8 |342.2|334.3| 3.540|-92.3  |-33.2  |26.7|111.3

B3/6-311++G|-76.3  |340.6|332.7| 3.315|-49.6  |0.1    |26.3|101.9

++++++++++++++++++++++++++++++++

2,6-diOH-4-CO2nPr-PhO-

C10H11O5  mw:211.061 Anion CAS: Z-94588-00-8 fg:33 cnt:11562

HOF(AH)= -205.9/2.0 GpAd 93SP    |

----

22ZHU/MAR2   Datum: EA=2.85(5) eV LPES p:8

Vertical Detachment Energy:3.06(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o2ohbap.zaf]

G3MP2B3    |-251.5 |324.0|317.4| 2.977|-208.3 |-182.8 |22.3|77.6 

M062X/Def2T|-254.0 |324.3|317.5| 2.774|-213.6 |-190.0 |22.7|75.7 

B3/6-311++G|-204.0 |320.9|313.8| 2.817|-157.6 |-139.0 |23.8|70.7 

++++++++++++++++++++++++++++++++

Al(III)..(O2CCH2)2NCH2CH2N(CH2CO2)2-

C10H12AlN2O8  mw:315.041 Anion CAS: Z-15009-37-7 fg:24 cnt:10825

----

18YUA/KON    Datum: EA=6.10(10) eV LPES p:8

Vertical Detachment Energy:5.35(10) eV.

++++++++++++++++++++++++++++++++

EDTA.Ca(II)=

C10H12CaN2O8  mw:328.023 Anion CAS: Z-19267-05-1 fg:24 cnt:10182

----

19YUA/KON    Datum: EA=2.70(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The reverse Coulomb barrier is ca. 2.0 eV.

++++++++++++++++++++++++++++++++

EDTA.Co(II)=

C10H12CoN2O8  mw:346.994 Anion CAS: Z-14931-83-0 fg:24 cnt:10184

----

19YUA/KON    Datum: EA=1.70(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The reverse Coulomb barrier is ca. 2.0 eV.

++++++++++++++++++++++++++++++++

Co(III)..(O2CCH2)2NCH2CH2N(CH2CO2)2-

C10H12CoN2O8  mw:346.993 Anion CAS: Z-15136-66-0 fg:24 cnt:10831

----

18YUA/KON    Datum: EA=4.85(10) eV LPES p:8

Vertical Detachment Energy:5.50(10) eV.

++++++++++++++++++++++++++++++++

Cr(III)..(O2CCH2)2NCH2CH2N(CH2CO2)2-

C10H12CrN2O8  mw:340.000 Anion CAS: Z-11063-42-6 fg:24 cnt:10828

----

18YUA/KON    Datum: EA=4.90(10) eV LPES p:8

Vertical Detachment Energy:5.40(10) eV.

++++++++++++++++++++++++++++++++

EDTA.Cu(II)=

C10H12CuN2O8  mw:350.990 Anion CAS: Z-12276-01-6 fg:24 cnt:10186

----

19YUA/KON    Datum: EA=1.78(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The reverse Coulomb barrier is ca. 2.0 eV.

++++++++++++++++++++++++++++++++

THF..mF-nitrobenzene-.

C10H12FNO3  mw:213.081

Core ion CAS: Z-34470-17-2 Solvent: 109-99-9 fg:307 cnt:2004

HOF(solv)= -44.0/0.2  94PED/       

----

87CHO/GRI    Datum: DaffG= 2.8/1.6 IMRE | HOF(A-)=-102.5/2.5 AfIN p:7

.DELTA.affG at 35xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mfnbthf.zcf]

G3MP2B3    |-109.7 |  9.0|  0.2| 29.6|-43.2  |-57.5  

M062X/Def2T|-117.1 |  9.1|  0.8| 27.9|-44.0  |-64.0  

B3/6-311++G|-75.8  |  6.2| -0.7| 23.1|-27.2  |-42.3  

++++++++++++++++++++++++++++++++

THF..oF-nitrobenzene-.

C10H12FNO3  mw:213.081

Core ion CAS: Z-34467-51-1 Solvent: 109-99-9 fg:307 cnt:2003

HOF(solv)= -44.0/0.2  94PED/       

----

87CHO/GRI    Datum: DaffG= 3.2/1.6 IMRE | HOF(A-)=-98.8/2.5 AfIN p:7

.DELTA.affG at 35xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ofnbthf.zcf]

G3MP2B3    |-100.7 |  9.2|  1.2| 26.9|-43.2  |-48.2  

M062X/Def2T|-109.1 | 10.5|  1.3| 31.0|-44.0  |-54.5  

B3/6-311++G|-66.5  |  6.3| -0.2| 22.1|-27.2  |-32.9  

++++++++++++++++++++++++++++++++

THF..pF-nitrobenzene-.

C10H12FNO3  mw:213.081

Core ion CAS: Z-34467-53-3 Solvent: 109-99-9 fg:307 cnt:2005

HOF(solv)= -44.0/0.2  94PED/       

----

87CHO/GRI    Datum: DaffG= 2.9/1.6 IMRE | HOF(A-)=-99.8/2.5 AfIN p:7

.DELTA.affG at 35xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pfnbthf.zcf]

G3MP2B3    |-107.4 |  9.4|  0.8| 28.7|-43.2  |-54.8  

M062X/Def2T|-115.0 |  9.7|  1.3| 28.1|-44.0  |-61.3  

B3/6-311++G|-73.9  |  6.4| -0.6| 23.6|-27.2  |-40.2  

++++++++++++++++++++++++++++++++

4-CF3-bicyclo[2.2.2]octane-CO2-

C10H12F3O2  mw:221.079 Anion CAS: Z-155677-83-1 fg:38 cnt:1288

HOF(A.)= -221.1/3.6 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -282.0/2.0 Est1 81GOD/SC|

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 330.7/2.0 IMRE | HOF(A-)=-310.0/3.0 Acid p:9

DacidH(AH)= 337.7/2.2 G+TS EA(ev)= 3.855

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qbcoco2.zaf]

CBS-QB3    |-314.1 |337.6|329.9|      |-286.0 |       |25.8|     

G3MP2B3    |-312.4 |338.8|331.6| 3.103|-284.0 |-239.7 |24.0|96.4 

G3MP2B3+   |-312.9 |338.6|330.9|      |-284.3 |       |25.7|     

G4MP2      |-309.5 |338.6|331.1|      |-281.0 |       |25.4|     

M062X/Def2T|-310.1 |338.7|330.9| 2.953|-284.2 |-240.9 |26.3|95.3 

B3/6-311++G|-244.4 |336.5|328.9|      |-213.5 |       |25.4|     

++++++++++++++++++++++++++++++++

Fe(III)..(O2CCH2)2NCH2CH2N(CH2CO2)2-

C10H12FeN2O8  mw:343.995 Anion CAS: Z-15275-07-7 fg:24 cnt:10830

----

18YUA/KON    Datum: EA=5.40(10) eV LPES p:8

Vertical Detachment Energy:5.72(10) eV.

++++++++++++++++++++++++++++++++

Adenosine-triphosphate(-4)Mg(+2)=                      1N

mw:484.940 Anion CAS: Z-131461-24-0 fg:41 cnt:12015

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25GAO/CAO2   Datum: EA=0() eV [ eV] p:8

VDE: 3.82(5) eV.

++++++++++++++++++++++++++++++++

EDTA.Mn(II)=

C10H12MnN2O8  mw:342.999 Anion CAS: Z-52279-49-9 fg:24 cnt:10183

----

19YUA/KON    Datum: EA=1.15(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The reverse Coulomb barrier is ca. 2.0 eV.

++++++++++++++++++++++++++++++++

Mn(III)..(O2CCH2)2NCH2CH2N(CH2CO2)2-

C10H12MnN2O8  mw:342.998 Anion CAS: Z-11133-34-9 fg:24 cnt:10829

----

18YUA/KON    Datum: EA=4.85(10) eV LPES p:8

Vertical Detachment Energy:5.32(10) eV.

++++++++++++++++++++++++++++++++

pCONMe2-C6H4CH2-

C10H12NO  mw:162.092 Anion CAS: A-14062-78-3 fg:74 cnt:812

HOF(AH)= -30.4/2.0 Est1          |

DacidS=22.4/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 358.7/2.0 IMRE | HOF(A-)=-30.7/2.9 Acid p:9

DacidH(AH)= 365.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pconrphj.zaf]

CBS-QB3    |-25.7  |368.9|363.0| 1.514|-28.8  |9.3    |19.6|90.2 

G3MP2B3    |-29.6  |367.6|361.7| 1.717|-30.0  |10.1   |19.9|92.2 

G3MP2B3+   |-30.0  |367.6|362.0| 1.723|-30.4  |9.8    |18.7|92.3 

G4MP2      |-28.7  |367.8|361.8| 1.514|-29.3  |6.3    |19.9|87.7 

M062X/Def2T|-30.1  |366.5|360.0| 1.557|-31.9  |5.8    |21.7|89.9 

B3/6-311++G|4.3    |366.3|360.7| 1.528|5.3    |39.7   |18.7|86.5 

++++++++++++++++++++++++++++++++

mCONMe2-C6H4CH2-

C10H12NO  mw:162.092 Anion CAS: A-6935-65-5 fg:74 cnt:811

HOF(AH)= -30.4/2.0 Est1          |

DacidS=22.4/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 367.2/2.0 IMRE | HOF(A-)=-22.2/2.9 Acid p:9

DacidH(AH)= 373.9/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mconrphj.zaf]

CBS-QB3    |-17.7  |377.1|370.4|      |-29.0  |       |22.4|     

G3MP2B3    |-21.6  |375.6|368.9| 1.407|-30.0  |10.8   |22.4|92.9 

G3MP2B3+   |-21.8  |375.9|369.2| 1.402|-30.4  |10.5   |22.5|93.0 

G4MP2      |-21.0  |375.4|368.8| 1.216|-29.3  |6.9    |22.5|88.3 

M062X/Def2T|-21.1  |375.3|367.7| 1.202|-31.7  |6.4    |25.6|90.2 

B3/6-311++G|13.5   |375.3|369.0| 1.175|5.4    |40.4   |21.2|87.1 

++++++++++++++++++++++++++++++++

2-CN-bicyclo[2.2.2]octane-CO2-

C10H12NO2  mw:178.087 Anion CAS: A-72764-23-9 fg:38 cnt:1292

HOF(A.)= -22.6/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -83.5/2.0 Est1 81GOD/SCH|

DacidS=23.5/3.0 Stat | 

----

86TAF/    #  Datum: DacidG= 328.9/2.0 IMRE | HOF(A-)=-113.3/3.0 Acid p:9

DacidH(AH)= 335.9/2.2 G+TS EA(ev)= 3.933

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2cnbcoc.zaf]

CBS-QB3    |-112.2 |334.6|327.2| 3.264|-81.1  |-35.7  |24.9|97.5 

G3MP2B3    |-114.5 |336.3|329.3| 3.160|-83.6  |-40.5  |23.5|95.2 

G3MP2B3+   |-115.2 |335.8|328.4|      |-83.8  |       |25.1|     

G4MP2      |-112.9 |336.2|328.7| 2.917|-81.9  |-44.5  |25.1|89.5 

M062X/Def2T|-109.2 |336.0|328.3| 3.024|-80.5  |-38.4  |25.6|94.2 

B3/6-311++G|-59.9  |334.2|327.1| 3.001|-26.8  |7.5    |23.9|86.5 

++++++++++++++++++++++++++++++++

4-CN-bicyclo[2.2.2]octane-CO2-

C10H12NO2  mw:178.087 Anion CAS: Z-96102-87-3 fg:38 cnt:1293

HOF(A.)= -22.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -83.0/2.0 Est1 81GOD/SCH|

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 328.6/2.0 IMRE | HOF(A-)=-113.1/3.0 Acid p:9

DacidH(AH)= 335.6/2.2 G+TS EA(ev)= 3.946

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4cnbcoc.zaf]

G3MP2B3    |-116.0 |336.1|328.7| 3.193|-84.9  |-41.2  |24.7|95.7 

G4MP2      |-114.3 |336.0|328.0| 2.951|-83.2  |-45.2  |26.7|90.1 

M062X/Def2T|-110.2 |335.9|328.3| 3.052|-81.4  |-38.7  |25.5|94.9 

B3/6-311++G|-62.4  |333.6|327.3| 2.951|-28.7  |7.4    |21.1|88.2 

++++++++++++++++++++++++++++++++

3-CN-bicyclo[2.2.2]octane-CO2-

C10H12NO2  mw:178.087 Anion CAS: A-72764-21-7 fg:38 cnt:1287

HOF(A.)= -22.6/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -83.5/2.0 Est1 81GOD/SCH|

DacidS=23.5/3.0 Stat | 

----

86TAF/    #  Datum: DacidG= 330.7/2.0 IMRE | HOF(A-)=-111.5/3.0 Acid p:9

DacidH(AH)= 337.7/2.2 G+TS EA(ev)= 3.855

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3cnbcoc.zaf]

CBS-QB3    |-112.1 |335.3|327.9| 3.253|-81.7  |-35.9  |25.0|97.9 

G3MP2B3    |-114.6 |336.4|329.6| 3.162|-83.7  |-40.5  |22.7|95.4 

G3MP2B3+   |-115.0 |336.3|329.1| 3.184|-84.1  |-40.3  |24.2|95.9 

G4MP2      |-113.1 |336.3|329.1| 2.922|-82.2  |-44.5  |24.1|89.8 

M062X/Def2T|-109.0 |336.4|329.1| 3.010|-80.8  |-38.5  |24.6|94.4 

B3/6-311++G|-60.9  |334.5|327.2| 2.908|-28.1  |7.4    |24.5|87.6 

++++++++++++++++++++++++++++++++

PhCH2NHCH(Me)CO2-

C10H12NO2  mw:178.087 Anion CAS: A-7585-47-9 fg:36 cnt:9630

HOF(AH)= -72.7/3.0 GpAd 93SP     |

DacidS=21.9/2.0 CIDC 18NOT/DAV | 

----

18NOT/DAV    Datum: DacidG= 331.3/2.2 CIDC | HOF(A-)=-100.6/3.7 Acid p:8

DacidH(AH)= 337.8/2.2 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bzala.zaf]

CBS-QB3    |-103.8 |337.1|330.3|      |-75.1  |       |22.8|     

G3MP2B3    |-105.7 |338.0|331.6| 2.633|-76.5  |-43.5  |21.5|85.0 

G4MP2      |-104.6 |338.0|331.2|      |-75.5  |       |22.9|     

M062X/Def2T|-103.9 |338.5|332.1| 2.447|-77.7  |-46.1  |21.5|83.7 

B3/6-311++G|-65.0  |337.6|330.2| 2.448|-35.3  |-10.0  |24.6|77.4 

++++++++++++++++++++++++++++++++

PhCH2NHCH2CH2CO2-

C10H12NO2  mw:178.087 Anion CAS: Z-1362244-48-1 fg:36 cnt:9631

HOF(AH)= -74.1/3.0 GpAd 93SP     |

DacidS=19.9/2.0 CIDC 18NOT/DAV | 

----

18NOT/DAV    Datum: DacidG= 332.4/2.2 CIDC | HOF(A-)=-101.4/3.7 Acid p:8

DacidH(AH)= 338.4/2.2 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bznjjco2.zaf]

CBS-QB3    |-100.8 |337.2|330.8| 3.629|-72.3  |-17.1  |21.7|107.3

G3MP2B3    |-102.3 |338.6|332.7| 3.664|-73.7  |-17.8  |19.9|108.1

G4MP2      |-101.3 |338.7|332.5| 3.444|-72.8  |-21.8  |20.9|103.1

M062X/Def2T|-101.2 |339.1|332.4| 3.752|-75.6  |-14.3  |22.5|113.4

B3/6-311++G|-64.4  |337.2|330.8| 3.318|-34.4  |12.1   |21.7|98.6 

++++++++++++++++++++++++++++++++

EDTA.Ni(II)=

C10H12N2NiO8  mw:345.996 Anion CAS: Z-14931-84-1 fg:24 cnt:10185

----

19YUA/KON    Datum: EA=1.73(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The reverse Coulomb barrier is ca. 2.0 eV.

++++++++++++++++++++++++++++++++

H2O..(2-HO-pyridine)2-.

C10H12N2O3  mw:208.085 fg:305 cnt:9975

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

19STO/VLK    Datum: EA=1.40(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Sc(III)..(O2CCH2)2NCH2CH2N(CH2CO2)2-

C10H12N2O8Sc  mw:333.016 Anion CAS: Z-67816-27-7 fg:24 cnt:10826

----

18YUA/KON    Datum: EA=6.25(10) eV LPES p:8

Vertical Detachment Energy:5.35(10) eV.

++++++++++++++++++++++++++++++++

V(III)..(O2CCH2)2NCH2CH2N(CH2CO2)2-

C10H12N2O8V  mw:339.004 Anion CAS: Z-62166-36-3 fg:24 cnt:10827

----

18YUA/KON    Datum: EA=3.95(10) eV LPES p:8

Vertical Detachment Energy:4.40(10) eV.

++++++++++++++++++++++++++++++++

EDTA.Zn(II)=

C10H12N2O8Zn  mw:351.990 Anion CAS: Z-12519-36-7 fg:24 cnt:10187

----

19YUA/KON    Datum: EA=2.20(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The reverse Coulomb barrier is ca. 2.0 eV.

++++++++++++++++++++++++++++++++

(thymine)2-.

C10H12N4O4  mw:252.086

Core ion CAS: Z-34504-16-0 Solvent: 65-71-4 fg:320 cnt:9092

HOF(solv)= -78.6/1.0 neut 94PED/   

----

10KO_/WAN    Datum: EA=1.55(15) eV LPES p:7

The stated EA is the Vertical Detachment Energy. This may involved proton-transfered dimers. Adiabatic electron affinity may be close to 0.7 eV.

++++++++++++++++++++++++++++++++

2'-deoxyadenosinide-

C10H12N5O3  mw:250.095 Anion CAS: A-958-09-8 fg:94 cnt:8475

----

10KUM/DEV    Datum: DacidH(AH)= 340.8/0.4 CIDC p:7

The authors claim that proton loss is from the sugar moiety. The given entropy of acidity values from the kinetic method, seem unreasonably small for the structures shown - JEB.

++++++++++++++++++++++++++++++++

2'-deoxy-adenosine-5'-monophosphate-2H=

C10H12N5O6P  mw:329.054 Anion CAS: Z-2757285-68-8 fg:95 cnt:11455

----

21YUA/CHO    Datum: EA=0.85(15) eV LPES p:8

Vertical Detachment Energy:1.07(2) eV.

++++++++++++++++++++++++++++++++

2'-deoxy-guanosine-5'-monophosphate-2H=

C10H12N5O7P  mw:345.049 Anion CAS: Z-2757285-69-9 fg:95 cnt:11456

----

21YUA/CHO    Datum: EA=1.05(11) eV LPES p:8

Vertical Detachment Energy:1.30(2) eV.

++++++++++++++++++++++++++++++++

2,4,6-triMe-benzaldehyde-.

C10H12O  mw:148.089 Anion CAS: N-487-68-3 fg:109 cnt:417

HOF(A.)= -31.7/1.0 GpAd 93SP     | | S(A.)=107.8/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

69WEN/RIS    Datum: EA=0.442(43) eV [10.2(10) kcal] | HOF(A-)=-41.9/1.4 R-EA p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r3phcho.zzf]

CBS-QB3    |-36.2  |     |     | 0.339|       |-28.4  |    |     

G3MP2B3    |-36.9  |     |     | 0.247|       |-31.2  |    |     

G4MP2      |-40.6  |     |     | 0.445|       |-30.5  |    |     

M062X/Def2T|-37.8  |     |     | 0.329|       |-30.3  |    |     

B3/6-311++G|-6.1   |     |     | 0.358|       |4.8    |    |     

++++++++++++++++++++++++++++++++

(H2O)2..naphthalene-.

C10H12O2  mw:164.084 fg:304 cnt:7849

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

09LEE/KIM    Datum: EA=0.38(1) eV LPES p:7

DaffH(AH)=  8.1/0.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

2-iPr-5-Me-p-benzoquinone-.

C10H12O2  mw:164.084 Anion CAS: Z-61787-29-9 fg:113 cnt:1673

----

88HEI/CHO    Datum: EA=1.76(6) eV TDEq [40.5(14) kcal] p:9

.DELTA.eaG(423 K) = -39.9 kcal/mol; .DELTA.eaS = -3.3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2ipr5rbq.zzf]

CBS-QB3    |-101.7 |     |     | 1.850|       |-59.1  |    |     

G3MP2B3    |-102.6 |     |     | 1.770|       |-61.7  |    |     

G3MP2B3+   |-102.9 |     |     | 1.773|       |-62.0  |    |     

G4MP2      |-105.9 |     |     | 1.986|       |-60.1  |    |     

M062X/Def2T|-102.8 |     |     | 1.903|       |-58.8  |    |     

B3/6-311++G|-67.2  |     |     | 1.924|       |-19.9  |    |     

++++++++++++++++++++++++++++++++

tetraMe-p-benzoquinone-.

C10H12O2  mw:164.084 Anion CAS: Z-3572-98-3 fg:113 cnt:445

HOF(A.)= -60.0/3.0 GpAd 93SP     |

----

85FUK/MCI    Datum: EA=1.60(5) eV IMRE [37.0(11) kcal] | HOF(A-)=-97.0/3.2 R-EA p:9

.DELTA.eaG(355 K) = -35.9 kcal/mol; .DELTA.eaS =-3.2, estimated from data in 88HEI/CHO.

----

88HEI/CHO    Datum: EA=1.62(6) eV TDEq [37.4(14) kcal] p:8

.DELTA.eaG(423 K) = -36.0 kcal/mol; .DELTA.eaS = -3.2 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r4pbq.zzf]

CBS-QB3    |-104.6 |     |     | 1.754|       |-63.9  |    |     

G3MP2B3    |-104.8 |     |     | 1.665|       |-66.1  |    |     

G3MP2B3+   |-105.3 |     |     | 1.673|       |-66.5  |    |     

G4MP2      |-108.1 |     |     | 1.882|       |-64.5  |    |     

M062X/Def2T|-105.4 |     |     | 1.742|       |-64.7  |    |     

B3/6-311++G|-69.2  |     |     | 1.885|       |-25.4  |    |     

++++++++++++++++++++++++++++++++

2-tBu-p-benzoquinone-.

C10H12O2  mw:164.084 Anion CAS: Z-18802-75-0 fg:113 cnt:3943

HOF(A.)= -51.0/3.0 Est1          |

----

85FUK/MCI    Datum: EA=1.80(5) eV IMRE [41.6(11) kcal] | HOF(A-)=-92.6/3.2 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2tbubq.zzf]

CBS-QB3    |-100.1 |     |     | 1.980|       |-54.2  |    |     

G3MP2B3    |-102.5 |     |     | 1.958|       |-57.1  |    |     

G3MP2B3+   |-103.0 |     |     | 1.970|       |-57.4  |    |     

G4MP2      |-105.5 |     |     | 2.154|       |-55.6  |    |     

M062X/Def2T|-99.7  |     |     | 2.026|       |-52.8  |    |     

B3/6-311++G|-62.4  |     |     | 2.169|       |-12.2  |    |     

++++++++++++++++++++++++++++++++

naphthalene..{H2O}2..O2-.

C10H12O4  mw:196.074 fg:491 cnt:5985

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02LEB/SCH    Datum: EA=2.72(10) eV LPES p:9

DaffH(AH)=  10.8/2.6 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

++++++++++++++++++++++++++++++++

(H2O)3..1,5-naphthalene-diSO3=

C10H12O9S2  mw:339.993 fg:240 cnt:3350

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.3/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

7-nPr-cycloheptatrienide-

C10H13  mw:133.102 Anion CAS: Z-501675-69-0 fg:80 cnt:6060

HOF(AH)=  27.1/2.0 GpAd 93SP     |

DacidS=24.6/3.0 Stat | 

----

02MIS/KIN    Datum: DacidG= 361.7/2.0 IMRE | HOF(A-)=30.4/3.0 Acid p:7

DacidH(AH)= 369.0/2.2 G+TS

Reprotonation is thermochemically likely to be on C-1, giving 1-alkyl-cycloheptatriene, and thus not a true equilibrium - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [7nprcht.zaf]

CBS-QB3    |43.8   |377.3|368.5|      |32.3   |       |29.3|     

G3MP2B3    |36.3   |376.8|368.1| 0.567|26.7   |49.0   |29.2|74.4 

G3MP2B3+   |35.7   |376.4|367.8|      |26.4   |       |29.0|     

G4MP2      |36.5   |376.5|367.9| 0.431|27.2   |46.1   |28.9|71.0 

M062X/Def2T|42.2   |376.0|367.5| 0.395|30.8   |51.0   |28.5|72.3 

B3/6-311++G|69.7   |374.3|365.7| 0.353|62.7   |77.5   |29.0|66.9 

++++++++++++++++++++++++++++++++

7-iPr-cycloheptatrienide-

C10H13  mw:133.102 Anion CAS: Z-501675-70-3 fg:80 cnt:6061

HOF(AH)=  24.8/2.0 GpAd 93SP     |

DacidS=24.6/3.0 Stat | 

----

02MIS/KIN    Datum: DacidG= 361.4/2.0 IMRE | HOF(A-)=27.8/3.0 Acid p:7

DacidH(AH)= 368.7/2.2 G+TS

Reprotonation is thermochemically likely to be on C-1, giving 1-alkyl-cycloheptatriene, and thus not a true equilibrium - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [7iprcht.zaf]

CBS-QB3    |41.7   |378.5|369.4|      |28.9   |       |30.6|     

G3MP2B3    |34.2   |378.0|369.0| 0.560|23.4   |46.8   |30.3|75.5 

G3MP2B3+   |33.5   |377.5|368.0| 0.585|23.2   |46.6   |32.0|75.6 

G4MP2      |34.3   |377.7|368.6|      |23.8   |       |30.5|     

M062X/Def2T|40.6   |377.2|368.2| 0.411|28.0   |49.9   |30.4|73.9 

B3/6-311++G|69.3   |375.5|366.3| 0.349|61.0   |77.0   |30.9|68.1 

++++++++++++++++++++++++++++++++

iPrNHCOC(CO2Me)(CO2CH2CF3)-

C10H13F3NO5  mw:284.075 Anion CAS: Z-771586-09-5 fg:66 cnt:6515

DacidS=21.4 Calc | 

----

04MIS/MAT    Datum: DacidG= 324.3/2.0 IMRE p:9

DacidH(AH)= 330.7 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [6515kb.zaf]

G3MP2B3    |-421.8 |329.4|320.9|      |-384.0 |       |28.3|     

M062X/Def2T|-430.8 |328.9|319.5| 3.368|-395.0 |-351.7 |31.7|95.4 

B3/6-311++G|-358.0 |326.8|317.4| 3.364|-317.5 |-283.8 |31.3|85.8 

++++++++++++++++++++++++++++++++

pNMe3(+)-benzoate-

C10H13NO2  mw:179.095 Anion CAS: Z-33046-28-5 fg:35 cnt:5110 BDE(A-H)= 109.5/3.0 Est2          

DacidS=23.5/3.0 Stat | 

----

00STR/WON    Datum: DacidG= 245.6/3.0 CIDC p:7

DacidH(AH)= 252.6/3.1 G+TS EA(ev)= 7.393

Composite computational methods(18BAR/) indicate an acidity that is ca. 24 kcal/mol weaker.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnr3ba.zyf]

CBS-QB3    |-17.2  |275.2|267.4| 6.630|73.4   |135.7  |26.1|114.5

G3MP2B3    |-17.5  |276.2|267.9| 6.632|73.5   |135.5  |27.8|114.1

G3MP2B3+   |-17.6  |276.2|268.4| 6.633|73.4   |135.4  |26.5|114.1

G4MP2      |-16.5  |276.1|268.3|      |74.6   |       |25.9|     

M062X/Def2T|-18.0  |275.6|267.6| 6.740|71.1   |137.5  |26.6|118.5

B3/6-311++G|26.6   |     |     |      |119.2  |176.3  |    |     

++++++++++++++++++++++++++++++++

THF..nitrobenzene-.

C10H13NO3  mw:195.090

Core ion CAS: Z-12169-65-2 Solvent: 109-99-9 fg:307 cnt:2002

HOF(solv)= -44.0/0.2  94PED/       

----

87CHO/GRI    Datum: DaffG= 3.2/1.6 IMRE | HOF(A-)=-28.9/0.2 AfIN p:7

.DELTA.affG at 35xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nbthf.zcf]

G3MP2B3    |-59.9  |  9.4|  0.8| 28.6|-43.2  |-7.3   

M062X/Def2T|-64.6  |  9.7|  1.8| 26.5|-44.0  |-11.0  

B3/6-311++G|-28.0  |  6.6|     | 22.1|-27.2  |5.9    

++++++++++++++++++++++++++++++++

2'-thymidine-5'-monophosphate-2H=

C10H13N2O8P  mw:320.042 Anion CAS: Z-2757285-71-3 fg:95 cnt:11458

----

21YUA/CHO    Datum: EA=1.80(10) eV LPES p:8

Vertical Detachment Energy:2.10(2) eV.

++++++++++++++++++++++++++++++++

2'-deoxyadenosine-.

C10H13N5O3  mw:251.102 Anion CAS: Z-64727-73-7 fg:121 cnt:6959

----

07STO/LI     Datum: EA=0.7(1) eV LPES p:7

Vertical Detachment Energy:1.14 eV.

++++++++++++++++++++++++++++++++

adenosine-.

C10H13N5O4  mw:267.097 Anion CAS: Z-141913-74-8 fg:120 cnt:6962

----

07STO/LI     Datum: EA=0.9(1) eV LPES p:7

Vertical Detachment Energy:1.40 eV.

++++++++++++++++++++++++++++++++

guanosine-.

C10H13N5O5  mw:283.092 Anion CAS: Z-100927-93-3 fg:120 cnt:6963

----

07STO/LI     Datum: EA=0.7(1) eV LPES p:7

Vertical Detachment Energy:1.6 eV.

++++++++++++++++++++++++++++++++

2'-deoxy-adenosine-4-PO4H-

C10H13N5O6P  mw:330.060 Anion CAS: Z-137793-28-3 fg:41 cnt:11888

----

13CHA/JOH    Datum: EA=5.65(15) eV LPES p:8

Resonant 2-photon LPES. See 14CHS/WES for time-resolved studies.

----

04YAN/WAN    Datum: EA=5.55(10) eV LPES p:8

Vertical Detachment Energy: 6.05(50) eV.

++++++++++++++++++++++++++++++++

2'-deoxy-guanosine-4-PO4H-

C10H13N5O7P  mw:346.055 Anion CAS: Z-47287-36-5 fg:41 cnt:11891

----

13CHA/JOH    Datum: EA=4.65(15) eV LPES p:8

Resonant 2-photon LPES. See 14CHS/WES for time-resolved studies.

----

04YAN/WAN    Datum: EA=4.61(10) eV LPES p:8

Vertical Detachment Energy: 5.05(50) eV.

++++++++++++++++++++++++++++++++

adenosine-5'-P(O)2OPO2(OH)=

C10H13N5O10P2  mw:425.015 Anion CAS: Z-73679-94-4 fg:95 cnt:11181

----

13SCH/CRI    Datum: EA=1.35(15) eV LPES p:8

Vertical Detachment Energy:1.90(10) eV. Reverse Coulomb Barrier estimated as ca. 2.2 eV.

++++++++++++++++++++++++++++++++

2-adamantanone-4-enolate-

C10H13O  mw:149.097 Anion CAS: Z-907185-63-1 fg:92 cnt:7887

HOF(A.)=  -9.2/2.3 D+AH          | BDE(A-H)= 97.9/2.0 D-EA 10MEY/KAS2

HOF(AH)= -55.0/1.0  78ARO/STE    |

DacidS=25.5/2.0 Calc | 

----

10MEY/KAS2   Datum: EA=0.729(69) eV [16.8(16) kcal] p:8

----

10MEY/KAS2   Datum: DacidG= 387.1/1.1 IMRE | HOF(A-)=-26.0/1.6 Acid p:8

DacidH(AH)= 394.7/1.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [adam2on4.zaf]

CBS-QB3    |-26.0  |396.5|388.9|      |-56.7  |       |25.4|     

G3MP2B3    |-31.1  |395.7|387.7| 0.819|-59.5  |-12.0  |26.6|99.6 

G3MP2B3+   |-31.5  |395.6|387.9| 0.820|-59.8  |-12.4  |25.5|99.5 

G4MP2      |-30.6  |395.4|387.8|      |-58.7  |       |25.4|     

M062X/Def2T|-20.8  |398.4|390.7| 0.522|-54.5  |-8.6   |25.8|98.0 

B3/6-311++G|19.3   |395.5|387.9| 0.669|-8.9   |34.9   |25.5|95.9 

++++++++++++++++++++++++++++++++

bicyclo[3.3.1]-7-methylenenonan-2-one enolate-

C10H13O  mw:149.097 Anion CAS: Z-1227492-83-2 fg:63 cnt:7888

----

10MEY/KAS2   Datum: DacidH(AH)= 365.1/4.0 IMRB p:7

From gamma-deprotonation of 2-adamantanone.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bc331o.zaf]

CBS-QB3    |-27.1  |373.6|366.1|      |-34.9  |       |25.0|     

G3MP2B3    |-32.4  |373.1|365.6| 1.143|-38.3  |-5.9   |25.0|84.5 

G3MP2B3+   |-32.8  |372.9|365.4| 1.151|-38.5  |-6.1   |25.1|84.5 

G4MP2      |-31.8  |373.0|365.5| 0.967|-37.7  |-9.4   |25.1|80.3 

M062X/Def2T|-26.2  |373.7|366.1| 0.986|-35.3  |-3.4   |25.6|84.0 

B3/6-311++G|10.9   |370.3|362.7| 1.034|7.9    |34.8   |25.3|79.0 

++++++++++++++++++++++++++++++++

mtBu-phenoxide-

C10H13O  mw:149.097 Anion CAS: Z-51067-66-4 fg:33 cnt:598

HOF(A.)= -11.9/1.4 D+AH          | BDE(A-H)= 88.0/1.0  98BOR/MAR     

HOF(AH)= -47.8/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=101.7/1.4 Acid |  S(AH)=104.7/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 341.7/2.0 IMRE | HOF(A-)=-64.9/2.3 Acid p:9

DacidH(AH)= 348.6/2.0 G+TS EA(ev)= 2.301

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mtbupho.zaf]

CBS-QB3    |-63.5  |348.8|341.3|      |-46.6  |       |25.0|     

G3MP2B3    |-67.7  |348.9|341.5| 2.412|-49.4  |-12.1  |25.0|89.5 

G3MP2B3+   |-68.1  |348.8|341.4| 2.422|-49.7  |-12.3  |25.0|89.6 

G4MP2      |-67.1  |348.8|341.3| 2.233|-48.8  |-15.6  |25.2|85.2 

M062X/Def2T|-63.3  |349.2|341.8| 2.245|-47.9  |-11.5  |24.8|88.4 

B3/6-311++G|-27.9  |347.1|339.6| 2.189|-7.7   |22.6   |25.1|82.4 

++++++++++++++++++++++++++++++++

ptBu-phenoxide-

C10H13O  mw:149.097 Anion CAS: Z-28528-33-8 fg:33 cnt:599

HOF(A.)= -12.8/1.4 D+AH          | BDE(A-H)= 87.1/1.0  98BOR/MAR     

HOF(AH)= -47.8/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=100.3/1.4 Acid |  S(AH)=103.3/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 341.6/2.0 IMRE | HOF(A-)=-65.0/2.3 Acid p:9

DacidH(AH)= 348.5/2.0 G+TS EA(ev)= 2.264

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptbupho.zaf]

CBS-QB3    |-63.0  |348.9|341.5|      |-46.2  |       |24.9|     

G3MP2B3    |-67.0  |349.1|341.7| 2.366|-48.9  |-12.4  |25.0|88.6 

G3MP2B3+   |-67.4  |349.0|341.5| 2.376|-49.2  |-12.6  |25.1|88.7 

G4MP2      |-66.5  |349.0|341.5| 2.194|-48.3  |-15.9  |25.2|84.5 

M062X/Def2T|-62.6  |349.4|341.9| 2.190|-47.3  |-12.1  |25.1|87.3 

B3/6-311++G|-27.4  |347.1|339.6| 2.149|-7.2   |22.2   |25.1|81.5 

++++++++++++++++++++++++++++++++

otBu-phenoxide-

C10H13O  mw:149.097 Anion CAS: Z-51067-65-3 fg:33 cnt:1063

HOF(AH)= -44.0/3.0 GpAd 93SP     |

DacidS=25.0/3.0 Stat |  S(A-)=103.7/3.2 Acid |  S(AH)=104.7/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 338.3/2.0 IMRE | HOF(A-)=-63.9/3.7 Acid p:9

DacidH(AH)= 345.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [otbupho.zaf]

CBS-QB3    |-66.1  |341.7|335.4|      |-42.1  |       |21.1|     

G3MP2B3    |-70.1  |342.0|335.5| 2.490|-44.9  |-12.6  |21.7|84.4 

G3MP2B3+   |-70.5  |341.9|335.6| 2.498|-45.1  |-12.8  |21.1|84.5 

G4MP2      |-69.3  |342.1|335.6| 2.312|-44.2  |-15.8  |21.8|80.4 

M062X/Def2T|-65.8  |341.6|334.9| 2.317|-42.7  |-12.3  |22.2|82.5 

B3/6-311++G|-29.3  |340.3|333.8| 2.250|-2.3   |22.7   |21.9|77.1 

++++++++++++++++++++++++++++++++

4-Me-bicyclo[2.2.2]octene-CO2-

C10H13O2  mw:165.092 Anion CAS: A-14233-92-2 fg:38 cnt:1296

HOF(A.)= -31.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -92.0/2.0 Est1 94PED/   |

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 334.4/2.0 IMRE | HOF(A-)=-116.3/3.0 Acid p:9

DacidH(AH)= 341.4/2.2 G+TS EA(ev)= 3.694

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r222ea.zaf]

CBS-QB3    |-118.2 |341.1|333.6|      |-93.5  |       |25.2|     

G3MP2B3    |-120.8 |342.0|335.0| 3.425|-95.6  |-40.8  |23.5|107.0

G3MP2B3+   |-121.2 |342.0|334.5| 3.435|-95.9  |-40.8  |25.0|107.3

G4MP2      |-120.0 |341.9|334.4|      |-94.7  |       |25.0|     

M062X/Def2T|-113.6 |342.4|334.5| 3.097|-91.3  |-41.3  |26.6|102.2

B3/6-311++G|-68.3  |340.4|332.9| 2.927|-41.5  |-2.6   |25.2|90.9 

++++++++++++++++++++++++++++++++

PhSO2CHiPr-

C10H13O2S  mw:197.064 Anion CAS: A-34009-07-9 fg:72 cnt:784

HOF(AH)= -83.4/1.0 GpAd 93SP     |

DacidS=24.0/1.0 Stat |  S(A-)=118.1/1.4 Acid |  S(AH)=120.1/1.0 GpAd 93SP

----

78CUM/KEB    Datum: DacidG= 355.4/2.0 IMRE | HOF(A-)=-86.5/2.3 Acid p:8

DacidH(AH)= 362.6/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phso2ibu.zaf]

CBS-QB3    |-73.2  |362.2|353.9|      |-69.7  |       |27.8|     

G3MP2B3    |-73.0  |362.8|354.7| 2.226|-68.6  |-21.4  |27.2|99.3 

G3MP2B3+   |-73.0  |362.8|354.6| 2.229|-68.6  |-21.4  |27.2|99.2 

G4MP2      |-75.4  |362.5|354.4| 1.990|-70.7  |-29.4  |27.0|93.4 

M062X/Def2T|-66.4  |362.6|354.3| 2.064|-64.3  |-18.7  |27.7|97.7 

B3/6-311++G|8.7    |363.8|355.6| 2.038|12.2   |55.9   |27.5|95.8 

++++++++++++++++++++++++++++++++

1,2,4,5-tetramethylbenzene-.

C10H14  mw:134.110 Anion CAS: N-95-93-2 fg:103 cnt:395

HOF(A.)= -11.3/0.5  94PED/       |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.067(15) eV ECD  | HOF(A-)=-12.8/0.6 R-EA p:2

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.6 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1245r4ph.zzf]

CBS-QB3    |6.9    |     |     |-0.676|       |-9.1   |    |     

G3MP2B3    |26.1   |     |     |-1.639|       |-12.2  |    |     

G3MP2B3+   |24.0   |     |     |-1.567|       |-12.5  |    |     

G4MP2      |22.2   |     |     |-1.465|       |-12.2  |    |     

B3/6-311++G|32.1   |     |     |-0.427|       |21.9   |    |     

++++++++++++++++++++++++++++++++

1,2,3,5-tetramethylbenzene-.

C10H14  mw:134.110 Anion CAS: N-527-53-7 fg:103 cnt:394

HOF(A.)= -10.0/2.0  75GOO/       |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.108(13) eV ECD  p:3

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -1.6 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1235r4ph.zzf]

CBS-QB3    |30.7   |     |     |-1.657|       |-7.8   |    |     

G3MP2B3    |27.5   |     |     |-1.659|       |-11.1  |    |     

G4MP2      |23.3   |     |     |-1.472|       |-11.0  |    |     

M062X/Def2T|20.7   |     |     |-1.293|       |-9.6   |    |     

B3/6-311++G|34.0   |     |     |-0.462|       |23.4   |    |     

++++++++++++++++++++++++++++++++

Meldrums acid-5-CONHiPr-5-ide-

C10H14NO5  mw:228.088 Anion CAS: A-186973-10-4 fg:66 cnt:6525

DacidS=27.0 Calc | 

----

04MIS/MAT    Datum: DacidG= 325.4/2.0 IMRE p:9

DacidH(AH)= 333.5 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [melconpr.zaf]

G3MP2B3    |-281.9 |333.2|324.8| 3.664|-247.8 |-197.1 |28.2|102.8

M062X/Def2T|-285.3 |333.4|324.8| 3.742|-254.1 |-197.5 |29.0|108.7

B3/6-311++G|-227.9 |332.0|323.6| 3.614|-192.6 |-144.3 |28.1|100.5

++++++++++++++++++++++++++++++++

HCONMe2..mMe-nitrobenzene-.

C10H14N2O3  mw:210.101

Core ion CAS: Z-34505-29-8 Solvent: 68-12-2 fg:307 cnt:1985

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.2/1.6 IMRE | HOF(A-)=-61.4/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfmrnb.zcf]

G3MP2B3    |-72.8  | 12.5|  4.6| 26.5|-45.6  |-14.7  

M062X/Def2T|-78.6  | 13.2|  4.4| 29.7|-47.5  |-17.9  

B3/6-311++G|-45.1  | 10.2|  3.1| 24.0|-37.6  |2.7    

++++++++++++++++++++++++++++++++

HCONMe2..pMe-nitrobenzene-.

C10H14N2O3  mw:210.101

Core ion CAS: Z-34509-96-1 Solvent: 68-12-2 fg:307 cnt:1986

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.3/1.6 IMRE | HOF(A-)=-60.6/2.5 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfprnb.zcf]

G3MP2B3    |-71.8  | 12.7|  4.3| 28.3|-45.6  |-13.4  

M062X/Def2T|-77.8  | 13.4|  4.5| 29.8|-47.5  |-17.0  

B3/6-311++G|-44.5  | 10.3|  3.6| 22.5|-37.6  |3.4    

++++++++++++++++++++++++++++++++

HCONMe2..mOMe-nitrobenzene-.

C10H14N2O4  mw:226.096

Core ion CAS: Z-42206-54-2 Solvent: 68-12-2 fg:307 cnt:1983

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.9/1.6 IMRE p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfmornb.zcf]

G3MP2B3    |-101.5 | 10.7|  2.4| 27.9|-45.6  |-45.1  

M062X/Def2T|-110.0 | 11.2|  4.4| 22.6|-47.5  |-51.3  

B3/6-311++G|-70.1  |  8.3|  1.3| 23.6|-37.6  |-24.1  

++++++++++++++++++++++++++++++++

HCONMe2..pOMe-nitrobenzene-.

C10H14N2O4  mw:226.096

Core ion CAS: Z-34473-10-4 Solvent: 68-12-2 fg:307 cnt:1984

HOF(solv)= -46.0/0.4 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 6.2/1.6 IMRE | HOF(A-)=-88.3/2.6 AfIN p:7

.DELTA.affG at 70xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dmfpornb.zcf]

G3MP2B3    |-99.0  | 12.3|  4.3| 26.8|-45.6  |-41.0  

M062X/Def2T|-107.7 | 12.7|  4.3| 28.3|-47.5  |-47.5  

B3/6-311++G|-68.4  | 10.2|  3.6| 22.2|-37.6  |-20.6  

++++++++++++++++++++++++++++++++

2'-deoxythymidinide-

C10H14N2O5  mw:242.091 Anion CAS: A-50-89-5 fg:94 cnt:8476

----

10KUM/DEV    Datum: DacidH(AH)= 334.4/0.4 CIDC p:7

The authors claim that proton loss is from the imide site on the base. The given entropy of acidity values from the kinetic method, seem unreasonably small for the structures shown - JEB.

++++++++++++++++++++++++++++++++

thymidine-.

C10H14N2O5  mw:242.091 Anion CAS: Z-36646-86-3 fg:120 cnt:6957

----

10LI_/WAN2   Datum: EA=0.9(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07STO/LI     Datum: EA=0.4(1) eV LPES p:7

Vertical Detachment Energy:0.89 eV.

++++++++++++++++++++++++++++++++

2'-deoxy-thymidine-4-PO4H-

C10H14N2O8P  mw:321.049 Anion CAS: Z-847-21-2 fg:41 cnt:11890

----

13CHA/JOH    Datum: EA=5.60(15) eV LPES p:8

Resonant 2-photon LPES. See 14CHS/WES for time-resolved studies.

----

04YAN/WAN    Datum: EA=5.40(10) eV LPES p:8

Vertical Detachment Energy: 5.85(50) eV.

++++++++++++++++++++++++++++++++

2'-deoxy-adenosine-5'-monophosphate-.

C10H14N5O6P  mw:331.069 Anion CAS: Z-139067-22-4 fg:122 cnt:6985

----

08STO/GRU    Datum: EA=1.2(1) eV LPES p:8

Thought to be phosphate anion with H. on aromatic ring. Vertical Detachment Energy:1.81 eV.

++++++++++++++++++++++++++++++++

adenosine-5'-monophosphate-.

C10H14N5O7P  mw:347.064 Anion CAS: Z-147201-06-7 fg:122 cnt:6986

----

08STO/GRU    Datum: EA=1.4(1) eV LPES p:8

Thought to be (M-H) at phosphate, with H. transfer to aromatic. Vertical Detachment Energy:1.90 eV.

++++++++++++++++++++++++++++++++

adenosine-5'-P(O)2OP(O)2PO2(OH)=

C10H14N5O13P3  mw:504.981 Anion CAS: Z-64363-04-8 fg:95 cnt:11182

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25GAO/CAO2   Datum: EA=0() eV [ eV] p:8

VDE: 3.17(5) eV.

----

13SCH/CRI    Datum: EA=3.35(11) eV LPES p:8

Vertical Detachment Energy:4.01(8) eV. Reverse Coulomb Barrier estimated as ca. 1.9 eV. See also 21CAS/AVA.

----

20CAS/AVA    Datum: EA=4.1(1) eV LPES p:7

Reverse Coulomb Barrier estimated as 0.55 eV.

++++++++++++++++++++++++++++++++

(H2O)4..1,5-naphthalene-diSO3=

C10H14O10S2  mw:358.004 fg:240 cnt:3351

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.5/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

pentaMe-cyclopentadienide-

C10H15  mw:135.118 Anion CAS: Z-107987-17-7 fg:77 cnt:1203

HOF(A.)=  18.5/2.2 D+AH          | BDE(A-H)= 77.0/2.0 SDEA 89BOR/HAR 

HOF(AH)=  -6.4/1.0 GpAd 93SP     |

DacidS=21.4/3.0 Stat |  S(A-)=97.9/3.2 Acid |  S(AH)=102.5/1.0 GpAd 93SP

----

86TAF/       Datum: DacidG= 355.0/2.0 IMRE | HOF(A-)=-10.7/2.4 Acid p:9

DacidH(AH)= 361.4/2.2 G+TS EA(ev)= 1.267

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpstar.zaf]

CBS-QB3    |-9.8   |360.9|350.8| 1.399|-5.0   |22.4   |33.9|79.5 

G3MP2B3    |-12.8  |363.0|354.0| 1.413|-8.6   |19.8   |30.2|80.5 

G3MP2B3+   |-13.5  |362.7|352.4| 1.433|-9.0   |19.4   |34.7|80.6 

G4MP2      |-13.4  |362.6|352.5| 1.270|-8.9   |15.8   |34.1|76.8 

B3/6-311++G|23.4   |361.6|351.7| 1.254|29.2   |52.3   |33.1|75.2 

++++++++++++++++++++++++++++++++

adamantan-1-ide-

C10H15  mw:135.118 Anion CAS: Z-27750-87-4 fg:88 cnt:8177

HOF(A.)=  18.1/2.3               | BDE(A-H)= 102.4/1.9 Est4 04FAT/KAS

HOF(AH)= -32.2/0.5  94PED/       |

----

12FAT/LIS    Datum: DacidH(AH)= 412.7/0.8 Bran | HOF(A-)=14.8/1.0 Acid p:7

EA(eV)= 0.143

Electron affinity from correlation in 04FAT/KAS.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [adamant.zaf]

CBS-QB3    |15.5   |411.6|403.7|      |-30.4  |       |26.3|     

G3MP2B3    |10.3   |411.3|402.7| 0.169|-33.8  |14.1   |29.1|100.1

G3MP2B3+   |9.8    |411.4|403.6| 0.172|-34.3  |13.7   |26.2|100.2

G4MP2      |9.9    |410.7|402.8| 0.009|-33.6  |10.0   |26.4|95.7 

M062X/Def2T|21.1   |414.5|406.7|-0.122|-28.8  |18.2   |26.2|99.0 

B3/6-311++G|58.8   |411.2|403.4| 0.048|14.9   |59.8   |26.2|97.1 

++++++++++++++++++++++++++++++++

(MeCN)5..Br-

C10H15BrN5  mw:284.052 fg:483 cnt:3919

HOF(A.)= 117.6/1.2               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 1.8/1.3 TDAs | HOF(A-)=-11.4/1.0 AfIN p:8

DaffH(X..Y-)= 8.5/0.3 TDAs

----

96MAR/PER    Datum: EA=5.474(20) eV LPES | HOF(A-)=-8.6/1.1 AfIN p:7

DaffH(AH)=  5.8/0.6 dEA

++++++++++++++++++++++++++++++++

(MeCN)5..Cl-

C10H15ClN5  mw:240.102 fg:482 cnt:3912

HOF(A.)= 118.4/1.5               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 1.7/0.8 TDAs | HOF(A-)=29.8/1.3 AfIN p:8

DaffH(X..Y-)= 9.8/0.2 TDAs

----

96MAR/PER    Datum: EA=6.023(20) eV LPES | HOF(A-)=33.8/1.4 AfIN p:7

DaffH(AH)=  5.8/0.6 dEA

++++++++++++++++++++++++++++++++

(MeCN)5..F-

C10H15FN5  mw:224.132 fg:481 cnt:3906

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 2.6/0.8 TDAs | HOF(A-)=-51.0/2.9 AfIN p:8

DaffH(X..Y-)= 11.5/0.2 TDAs

----

72YAM/KEB    Datum: DaffG= 3.1 TDAs | HOF(A-)=-44.8/2.9 AfIN p:6

DaffH(X..Y-)= 5.3 TDAs

++++++++++++++++++++++++++++++++

(MeCN)5..I-

C10H15IN5  mw:332.038 fg:484 cnt:3924

HOF(A.)= 115.4/2.2               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 1.4/1.4 TDAs | HOF(A-)=-1.4/2.1 AfIN p:8

DaffH(X..Y-)= 7.1/0.3 TDAs

----

96MAR/PER    Datum: EA=5.219(20) eV LPES | HOF(A-)=-4.9/2.2 AfIN p:7

DaffH(AH)=  10.6/0.6 dEA

++++++++++++++++++++++++++++++++

tBuOH..nitrobenzene-.

C10H15NO3  mw:197.106

Core ion CAS: Z-12169-65-2 Solvent: 75-65-0 fg:307 cnt:1777

HOF(solv)= -74.7/0.2 neut 94PED/   

----

85SIE/       Datum: DaffG= 8.3/0.4 TDAs | HOF(A-)=-98.0/0.4 AfIN p:9

DaffH(X..Y-)= 16.4/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuohnb.zcf]

G3MP2B3    |-99.0  | 17.1|  7.4| 32.4|-74.6  |-7.3   

G4MP2      |-103.7 | 19.3|  9.9| 31.4|-74.2  |-10.2  

M062X/Def2T|-100.9 | 17.7|  8.8| 29.9|-72.3  |-11.0  

B3/6-311++G|-65.6  | 14.1|  5.3| 29.5|-57.3  |5.9    

++++++++++++++++++++++++++++++++

(HO2CCH2)2NCH2CH2N(CH2CO2H)CH2CO2-

C10H15N2O8  mw:291.083 Anion CAS: Z-107084-19-5 fg:24 cnt:10824

----

18YUA/KON    Datum: EA=4.80(10) eV LPES p:8

Vertical Detachment Energy:5.35(10) eV.

++++++++++++++++++++++++++++++++

H2O..adenosine-5'-O2POPO2(OH)=

C10H15N5O11P2  mw:443.025

Core ion CAS: Z-73679-94-4 Solvent: 7732-18-5 fg:295 cnt:4085

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 9.3/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

1-adamantanyl alkoxide-

C10H15O  mw:151.113 Anion CAS: Z-157774-37-3 fg:30 cnt:6947

HOF(A.)= -19.9/5.3               | BDE(A-H)= 106.5/3.0 Est2          

HOF(AH)= -74.3/0.9  94PED/       |

DacidS=22.0/2.0 Stat | 

----

07HER/DAV    Datum: DacidG= 365.8/2.3 IMRE | HOF(A-)=-67.7/2.5 Acid p:9

DacidH(AH)= 372.4/2.4 G+TS EA(ev)= 2.070

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1ado.zaf]

CBS-QB3    |-69.4  |372.4|364.9| 2.057|-76.0  |-22.0  |25.1|106.2

G3MP2B3    |-72.7  |373.1|365.7| 2.079|-78.6  |-24.7  |25.1|106.0

G3MP2B3+   |-73.3  |372.9|365.6| 2.090|-79.0  |-25.1  |24.6|106.1

G4MP2      |-71.8  |373.1|365.7| 1.885|-77.8  |-28.4  |25.0|101.5

M062X/Def2T|-62.6  |375.2|367.7| 1.802|-73.1  |-21.1  |25.2|104.2

B3/6-311++G|-19.2  |371.7|364.3| 1.877|-23.6  |24.1   |24.7|99.8 

++++++++++++++++++++++++++++++++

tBuOH..PhS-

C10H15OS  mw:183.085

Core ion CAS: Z-13133-62-5 Solvent: 75-65-0 fg:255 cnt:2269

HOF(solv)= -74.7/0.2 neut 94PED/   

----

89SIE/MEO    Datum: DaffG= 7.2/0.5 TDAs | HOF(A-)=-89.3/0.2 AfIN p:8

DaffH(X..Y-)= 14.6/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phshotbu.zcf]

G3MP2B3    |-92.8  | 14.7|  5.3| 31.7|-74.6  |-3.4   

G4MP2      |-91.8  | 14.7|  5.1| 32.1|-74.2  |-2.9   

M062X/Def2T|-88.9  | 16.2|  6.4| 32.9|-72.3  |-0.4   

B3/6-311++G|-48.7  | 11.0|  2.5| 28.5|-57.3  |19.6   

++++++++++++++++++++++++++++++++

4-Me-bicyclo[2.2.2]octane-CO2-

C10H15O2  mw:167.108 Anion CAS: Z-96102-81-7 fg:38 cnt:1284

HOF(A.)= -61.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -122.0/2.0 Est1 81GOD/SC|

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 336.2/2.0 IMRE | HOF(A-)=-144.5/3.0 Acid p:9

DacidH(AH)= 343.2/2.2 G+TS EA(ev)= 3.616

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rbcoaco2.zaf]

G3MP2B3    |-147.1 |344.0|336.5| 2.860|-123.9 |-80.1  |25.1|95.9 

G4MP2      |-146.3 |343.8|335.5| 2.633|-123.0 |-84.5  |28.0|90.5 

M062X/Def2T|-140.5 |344.5|336.6| 2.704|-120.3 |-77.1  |26.5|95.3 

B3/6-311++G|-93.6  |342.4|334.6| 2.752|-68.7  |-32.3  |26.2|88.5 

++++++++++++++++++++++++++++++++

3-tBu-bicyclo[1.1.1]pentane-1-CO2-

C10H15O2  mw:167.108 Anion CAS: Z-845820-04-4 fg:38 cnt:6609 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 335.8/2.0 CIDC p:8

DacidH(AH)= 343.0/2.0 G+TS EA(ev)= 3.627

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tbubcpco.zaf]

CBS-QB3    |-96.7  |342.4|334.6| 3.317|-73.4  |-19.7  |26.1|105.7

G3MP2B3    |-98.4  |343.4|336.0| 3.479|-74.6  |-17.8  |24.7|108.8

G3MP2B3+   |-98.8  |343.3|335.6| 3.499|-74.9  |-17.7  |25.9|109.3

G4MP2      |-98.0  |343.2|335.5| 3.130|-74.0  |-25.4  |25.9|100.7

M062X/Def2T|-92.1  |344.5|336.7| 2.840|-71.9  |-25.7  |25.9|98.3 

B3/6-311++G|-45.2  |342.1|334.2| 3.198|-19.9  |29.0   |26.2|101.0

++++++++++++++++++++++++++++++++

3-OMe-bicyclo[2.2.2]octane-CO2-

C10H15O3  mw:183.103 Anion CAS: A-72764-20-6 fg:38 cnt:1283

HOF(A.)= -89.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -150.0/2.0 Est1 81GOD/SC|

DacidS=23.5/3.0 Stat | 

----

86TAF/    #  Datum: DacidG= 336.5/2.0 IMRE | HOF(A-)=-172.2/3.0 Acid p:9

DacidH(AH)= 343.5/2.2 G+TS EA(ev)= 3.603

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [3orbcoco.zaf]

CBS-QB3    |-175.4 |342.0|334.6| 2.935|-151.6 |-106.5 |24.9|97.2 

G3MP2B3    |-175.3 |343.0|336.2| 2.900|-151.1 |-107.3 |22.7|95.9 

G3MP2B3+   |-175.7 |342.9|335.4| 2.917|-151.4 |-107.2 |25.2|96.3 

G4MP2      |-173.7 |342.9|335.9|      |-149.4 |       |23.3|     

M062X/Def2T|-170.9 |343.1|335.4| 2.742|-149.3 |-106.6 |25.8|94.8 

B3/6-311++G|-119.0 |340.6|332.9| 2.638|-92.3  |-57.0  |25.6|87.5 

++++++++++++++++++++++++++++++++

4-OMe-bicyclo[2.2.2]octane-CO2-

C10H15O3  mw:183.103 Anion CAS: Z-155677-82-0 fg:38 cnt:1285

HOF(A.)= -91.1/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -152.0/2.0 Est1 81GOD/SC|

DacidS=23.5/3.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 334.6/2.0 IMRE | HOF(A-)=-176.1/3.0 Acid p:9

DacidH(AH)= 341.6/2.2 G+TS EA(ev)= 3.686

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [robcoaca.zaf]

CBS-QB3    |-176.5 |341.3|333.5| 2.997|-152.1 |-106.1 |26.0|98.0 

G3MP2B3    |-176.5 |342.2|335.2| 2.959|-151.4 |-107.0 |23.5|96.6 

G3MP2B3+   |-176.9 |342.1|334.7|      |-151.9 |       |25.0|     

G4MP2      |-174.9 |342.1|334.6|      |-149.8 |       |25.3|     

M062X/Def2T|-172.0 |342.6|335.1| 2.792|-149.9 |-106.5 |25.2|95.5 

B3/6-311++G|-119.2 |340.5|332.9| 3.524|-92.4  |-41.3  |25.5|103.2

++++++++++++++++++++++++++++++++

HO2C(CH2)3CO2H..HO2C(CH2)3CO2-

C10H15O8  mw:263.077

Core ion CAS: Z-18667-05-5 Solvent: 110-94-1 fg:237 cnt:8855

HOF(solv)=-201.7/1.0 GpAd 93SP     

----

16HOU/VAL    Datum: EA=6.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Cp*AlH-

C10H16Al  mw:163.107 Anion CAS: Z-2035037-49-9 fg:24 cnt:9956

----

16ZHA/GAN2   Datum: EA=1.0(2) eV LPES p:8

Vertical Detachment Energy:1.6(1) eV.

++++++++++++++++++++++++++++++++

Cp*Al2H-

C10H16Al2  mw:190.089 Anion CAS: Z-2035037-54-6 fg:24 cnt:9957

----

16ZHA/GAN2   Datum: EA=0.8(2) eV LPES p:8

Vertical Detachment Energy:1.2(1) eV.

++++++++++++++++++++++++++++++++

Cp*Al3H-

C10H16Al3  mw:217.070 Anion CAS: Z-2035037-56-8 fg:24 cnt:9958

----

16ZHA/GAN2   Datum: EA=1.2(2) eV LPES p:8

Vertical Detachment Energy:1.4(2) eV.

++++++++++++++++++++++++++++++++

H2O..thymidine-.

C10H16N2O6  mw:260.101

Core ion CAS: Z-64727-73-7 Solvent: 7732-18-5 fg:120 cnt:9656

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10LI_/WAN2   Datum: EA=1.3(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ala-Ala-Asp(M-H)

C10H16N3O6  mw:274.104 Anion CAS: A-206558-75-0 fg:36 cnt:9904

HOF(AH)= -281.9/3.0 GpAd 93SP    |

----

19CUI/MCN    Datum: DacidG= 306.3/4.0 TKin p:8

C-terminus deprotonation likely.

++++++++++++++++++++++++++++++++

Ala-Asp-Ala(M-H)

C10H16N3O6  mw:274.104 Anion CAS: A-110862-99-2 fg:36 cnt:9905

HOF(AH)= -281.9/3.0 GpAd 93SP    |

----

19CUI/MCN    Datum: DacidG= 312.8/4.3 TKin p:8

Side chain deprotonation likely.

++++++++++++++++++++++++++++++++

Asp-Ala-Ala(M-H)

C10H16N3O6  mw:274.104 Anion CAS: A-302788-16-5 fg:36 cnt:9906

HOF(AH)= -281.9/3.0 GpAd 93SP    |

----

19CUI/MCN    Datum: DacidG= 308.1/3.4 TKin p:8

C-terminus deprotonation likely.

++++++++++++++++++++++++++++++++

glutathione (M-H)- (gamma-Glu-Cys-Gly-CO2-)

C10H16N3O6S  mw:306.077 Anion CAS: A-70-18-8 fg:36 cnt:9660

HOF(AH)= -269.8/4.0 GpAd 93SP    |

----

09KO_/WAN    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:3.5(1) eV.

++++++++++++++++++++++++++++++++

H2O..adenosine-5'-OPO3-

C10H16N5O8P  mw:365.074

Core ion CAS: Z-47287-36-5 Solvent: 7732-18-5 fg:295 cnt:4081

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 5.4/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

(MeOH)2..PhCOMe-.

C10H16O3  mw:184.110 fg:310 cnt:7012

HOF(solv)= -48.1/0.1 neut 94PED/   
###### the following are "below the line": evaluated as not accurate ####

----

07YAG/MAE    Datum: EA=2.73(6) eV LPES p:3

DaffH(AH)=  2.1/2.5 dEA

The stated EA is the Vertical Detachment Energy. All acetophenone Vertical Detachment Energys from this reference are ca. 2.0-2.5 eV too strong, considering both reliable other studies, computational values, and chemical intuition. - JEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [phachor2.zcf]

M062X/Def2T|-151.2 | 13.6|  4.6| 30.2|-46.6  |-91.0  | 1.164

++++++++++++++++++++++++++++++++

O2C(CH2)8CO2=

C10H16O4  mw:200.106 Anion CAS: Z-13479-16-8 fg:37 cnt:9668

HOF(AH)= -273.8/3.2 hfa 16HOU/VAL|

----

08XIN/WAN    Datum: EA=1.80(10) eV PVMI p:8

Vertical Detachment Energy:2.1(1) eV. See also 09XIN/WAN and 10XIN/WAN.

----

98WAN/DIN2   Datum: EA=1.9(1) eV LPES p:8

Reverse Coulomb Barrier: 1.35(20) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj8a.zdf]

G3MP2B3    |-238.5 |394.5|381.5| 2.315|-265.8 |-185.0 |43.8|132.9

M062X/Def2T|-232.5 |     |     | 1.872|       |-189.1 |    |     

B3/6-311++G|-195.2 |     |     | 1.173|       |-168.1 |    |     

++++++++++++++++++++++++++++++++

TEMPO-4-CO2-

C10H17NO3  mw:199.121 Anion CAS: A-37149-18-1 fg:38 cnt:8449

HOF(A.)= -60.1/5.0 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -121.0/4.0 Est3         |

DacidS=23.5/3.0 Est2 | 

----

13GRY/MAR    Datum: DacidG= 337.2/2.1 CIDC | HOF(A-)=-142.5/4.6 Acid p:8

DacidH(AH)= 344.2/2.3 G+TS EA(ev)= 3.573

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tempoco2.zaf]

G3MP2B3    |-151.6 |337.7|330.1| 2.954|-122.1 |-82.0  |25.6|92.2 

B3/6-311++G|-99.5  |335.9|328.4| 3.753|-68.1  |-12.9  |25.5|107.3

++++++++++++++++++++++++++++++++

(H2O)2..adenosine-5'-O2POPO2(OH)=

C10H17N5O12P2  mw:461.036 fg:295 cnt:4086

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 7.9/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

cyclodecanone enolate-

C10H17O  mw:153.128 Anion CAS: Z-146298-94-4 fg:63 cnt:949

HOF(A.)= -37.1/2.8 D+AH          | BDE(A-H)= 88.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -73.0/2.0 Est3          |

DacidS=25.5/3.0 Stat | 

----

78ZIM/JAC    Datum: EA=1.83(7) eV PD   [42.3(15) kcal] | HOF(A-)=-79.4/3.2 Acid p:8

DacidG(AH)= 351.7/2.7 H-TS| DacidH(AH)= 359.3/2.5 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cdecone.zaf]

CBS-QB3    |-67.3  |364.4|356.7| 1.746|-66.0  |-26.9  |25.8|91.2 

G3MP2B3    |-70.7  |364.9|357.0| 1.799|-68.4  |-29.1  |26.4|91.4 

G3MP2B3+   |-71.4  |364.4|356.4| 1.824|-68.6  |-29.3  |27.1|91.5 

G4MP2      |-70.1  |364.9|357.1| 1.597|-67.9  |-33.2  |26.1|86.8 

M062X/Def2T|-66.9  |365.0|357.1| 1.625|-67.3  |-29.4  |26.6|89.9 

B3/6-311++G|-28.3  |363.4|355.6| 1.668|-24.5  |10.2   |26.5|86.8 

++++++++++++++++++++++++++++++++

HO2C(CH2)8CO2-

C10H17O4  mw:201.113 Anion CAS: Z-48065-91-4 fg:37 cnt:6599

HOF(A.)= -165.4/2.2 D+AH         | BDE(A-H)= 113.0/2.0 Est2          

HOF(AH)= -226.3/1.0 GpAd 93SP    |

DacidS=16.3/3.0 CIDC |  S(A-)=141.9/3.2 Acid |  S(AH)=151.6/1.0 GpAd 93SP

----

16HOU/VAL    Datum: EA=4.70(10) eV LPES | HOF(A-)=-273.8/3.2 Acid p:9

DacidG(AH)= 313.4/3.3 H-TS| DacidH(AH)= 318.2/3.1 D-EA

----

06WOO/WAN    Datum: EA=4.69(5) eV LPES p:8

----

05KUM/PRA    Datum: DacidG= 321.5/2.0 CIDC | HOF(A-)=-266.1/2.2 Acid p:8

DacidH(AH)= 325.9/2.0 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj8c.zaf]

CBS-QB3    |-262.9 |330.1|327.5| 3.342|-227.2 |-183.3 |8.6 |96.0 

G3MP2B3    |-265.8 |328.8|322.6| 4.125|-227.4 |-170.1 |20.7|109.4

M062X/Def2T|-262.2 |328.4|326.3| 3.284|-225.8 |-184.0 |6.8 |94.0 

B3/6-311++G|-211.7 |334.1|330.4| 2.982|-178.5 |-140.5 |12.1|90.1 

++++++++++++++++++++++++++++++++

AlaAlaAlaOMe(N- in backbone)

C10H18N3O4  mw:244.130 Anion CAS: A-30802-27-8 fg:48 cnt:11453

----

12BOK/STO    Datum: DacidG= 336.7/2.4 TKin p:8

The authors indicate that deprotonation is likely at the central amide N.

++++++++++++++++++++++++++++++++

(H2O)3..adenosine-5'-O2POPO2(OH)=

C10H19N5O13P2  mw:479.047 fg:295 cnt:4087

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 6.8/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

nHpCH=C(Me)O-

C10H19O  mw:155.144 Anion CAS: A-693-54-9 fg:63 cnt:6337

HOF(AH)= -86.9/1.0 GpAd 93SP     |

DacidS=25.5/1.5 TDEq | 

----

03BUR/FRI    Datum: DacidG= 357.1/2.1 TDEq | HOF(A-)=-88.8/2.4 Acid p:9

DacidH(AH)= 363.8/2.2 TDEq

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hpxcor.zaf]

G3MP2B3    |-87.8  |366.2|359.6| 1.739|-86.8  |-47.4  |22.2|91.5 

G4MP2      |-87.4  |366.2|359.4| 1.526|-86.5  |-52.1  |22.9|86.5 

M062X/Def2T|-83.0  |365.3|358.1| 1.600|-83.6  |-45.9  |24.3|89.8 

B3/6-311++G|-53.7  |364.5|357.6| 1.637|-51.0  |-15.8  |23.1|87.3 

++++++++++++++++++++++++++++++++

nC9H19CO2-

C10H19O2  mw:171.139 Anion CAS: Z-3398-75-2 fg:34 cnt:5095

HOF(A.)= -81.3/3.1 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -142.2/0.6 GpAd 94PED/  |

DacidS=24.4/1.0 TDEq | 

----

05WAN/WOO3   Datum: EA=3.40(3) eV LPES p:8

DacidH(AH)= 348.2/2.6 D-EA

The stated EA is at 298K. On cooling below 70 K (coiled), electron affinity = 3.59 eV. On heating to 350 K (all-anti), electron affinity = 3.35 eV, or 5.5 kcal/mol different.

----

99NOR/MCM    Datum: DacidH(AH)= 338.8/2.0 TDEq | HOF(A-)=-169.1/2.1 Acid p:8

DacidG(AH)= 331.5/2.0 H-TS

Folded form; .DELTA.acidS = 7.2 eu.

----

99NOR/MCM    Datum: DacidH(AH)= 346.1/2.0 TDEq | HOF(A-)=-161.8/2.1 Acid p:7

DacidG(AH)= 338.8/2.0 H-TS

Unfolded form.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nnnco2ag.zaf]

G3MP2B3    |-165.0 |345.6|338.4| 3.427|-143.4 |-85.8  |24.2|109.7

M062X/Def2T|-160.5 |     |     | 2.639|       |-96.7  |    |     

B3/6-311++G|-126.0 |343.6|336.1| 3.270|-102.3 |-50.5  |25.5|104.0

++++++++++++++++++++++++++++++++

cyclodecan-1,6-diolate-

C10H19O2  mw:171.139 Anion CAS: A-91108-69-9 fg:31 cnt:9887

HOF(AH)= -116.9/2.0 GpAd 93SP    |

DacidS=24.0/3.0 Calc | 

----

84HOU/TAB    Datum: DacidG= 359.2/2.0 CIDC | HOF(A-)=-116.2/3.0 Acid p:7

DacidH(AH)= 366.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hocc10o.zaf]

G3MP2B3    |-122.6 |353.7|346.3| 2.811|-109.1 |-57.4  |25.0|103.8

G4MP2      |-121.4 |353.6|346.2| 2.571|-107.8 |-61.9  |24.8|98.1 

M062X/Def2T|-119.3 |353.1|346.0| 2.411|-107.7 |-62.9  |23.9|96.9 

B3/6-311++G|-72.5  |352.9|345.8| 2.589|-58.1  |-12.5  |23.9|97.8 

++++++++++++++++++++++++++++++++

H2O..HO2C(CH2)8CO2-

C10H19O5  mw:219.124

Core ion CAS: Z-48065-91-4 Solvent: 7732-18-5 fg:237 cnt:3232

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.0/0.3 IMRE | HOF(A-)=-331.6/3.2 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dcj8w.zcf]

G3MP2B3    |-341.3 | 17.9|  8.0| 33.1|-57.6  |-265.8 

M062X/Def2T|-339.4 | 23.6| 14.0| 32.4|-53.6  |-262.2 

B3/6-311++G|-286.5 | 20.6| 10.4| 34.4|-54.2  |-211.7 

++++++++++++++++++++++++++++++++

(H2O)4..adenosine-5'-O2POPO2(OH)=

C10H21N5O14P2  mw:497.057 fg:295 cnt:4091

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 6.1/0.2 IMRE p:8

Correction to published article: P. Kebarle, personal communication.

++++++++++++++++++++++++++++++++

nC10H21O-

C10H21O  mw:157.160 Anion CAS: Z-97170-77-9 fg:30 cnt:3471

HOF(A.)= -42.4/2.0 D+AH          | BDE(A-H)= 105.3/0.5 Est4 95OSB/LEA

HOF(AH)= -94.8/0.3 GpAd 94PED/   |

DacidS=22.0/2.0 Stat |  S(A-)=138.5/2.2 Acid |  S(AH)=142.5/1.0 GpAd 93SP

----

93HAA/HAR    Datum: DacidH(AH)= 372.9/2.0 CIDC | HOF(A-)=-87.6/2.3 Acid p:8

DacidG(AH)= 366.3/2.1 H-TS  EA(eV)= 1.995 DaffH(X..Y-)= 43.4/2.3 A-IN

CIDC at 50 eV is 1.0 kcal/mol weaker than metastable value.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ndco.zaf]

CBS-QB3    |-84.6  |375.1|368.1| 1.878|-94.0  |-41.1  |23.4|105.0

G3MP2B3    |-86.6  |376.3|369.3| 1.868|-95.7  |-43.4  |23.3|104.4

G3MP2B3+   |-87.6  |375.8|368.5| 1.890|-96.2  |-43.9  |24.3|104.4

G4MP2      |-86.5  |376.2|369.1| 1.639|-95.5  |-48.5  |23.8|99.1 

M062X/Def2T|-79.0  |377.0|369.5| 1.614|-91.3  |-41.6  |25.4|101.8

B3/6-311++G|-52.1  |373.1|366.1| 1.768|-58.0  |-11.2  |23.6|98.9 

++++++++++++++++++++++++++++++++

HO(CH2)10O-

C10H21O2  mw:173.155 Anion CAS: A-112-47-0 fg:31 cnt:9880

HOF(AH)= -131.3/2.0 GpAd 93SP    |

DacidS=9.0/3.0 Calc |  S(A-)=134.7/3.6 Acid |  S(AH)=151.7/2.0 GpAd 93SP

----

84HOU/TAB    Datum: DacidG= 358.3/2.0 CIDC | HOF(A-)=-136.0/3.0 Acid p:7

DacidH(AH)= 361.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj10o-c.zaf]

CBS-QB3    |-143.3 |353.1|350.6|      |-130.7 |       |8.3 |     

G3MP2B3    |-144.2 |354.6|352.3| 2.774|-131.6 |-79.8  |7.8 |103.9

G4MP2      |-143.4 |354.9|352.1|      |-131.1 |       |9.2 |     

M062X/Def2T|-141.9 |350.8|348.8| 2.705|-128.0 |-79.1  |6.6 |101.0

B3/6-311++G|-99.9  |356.8|354.1| 2.608|-89.5  |-39.4  |8.9 |102.2

++++++++++++++++++++++++++++++++

(H2O)3..O2C(CH2)8CO2=

C10H22O7  mw:254.138 fg:237 cnt:3303

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.4/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)5..adenosine-5'-O2POPO2(OH)=

C10H23N5O15P2  mw:515.068 fg:295 cnt:4088

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 5.6/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

tBuCH2OH..tBuCH2O-

C10H23O2  mw:175.170

Core ion CAS: Z-55091-58-2 Solvent: 75-84-3 fg:230 cnt:1558

HOF(solv)= -76.1/1.0 GpAd 93SP     

----

84CAL/ROZ #  Datum: DaffG= 19.9/2.0 IMRE | HOF(A-)=-105.1/2.4 AfIN p:8

DaffH(X..Y-)= 29.0/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbujo2h.zcf]

G3MP2B3    |-172.8 | 28.3| 19.0| 31.1|-76.0  |-68.5  

G3MP2B3+   |-173.2 | 27.7| 18.9| 29.5|-76.2  |-69.3  

G4MP2      |-171.6 | 27.8| 18.2| 32.1|-75.6  |-68.2  

M062X/Def2T|-167.6 | 31.5| 20.8| 35.9|-73.2  |-62.8  

B3/6-311++G|-128.1 | 25.5| 16.7| 29.7|-53.4  |-49.1  

++++++++++++++++++++++++++++++++

(Me2N)2C=C(NMe2)2..Al-

C10H24AlN4  mw:227.182

Core ion CAS: Z-22325-47-9 Solvent: 996-70-3 fg:24 cnt:7851

----

09LI_/GRU    Datum: EA=0.7(2) eV LPES p:8

Vertical Detachment Energy:1.1(1) eV. Likely Al- insertion into a C-N bond, not a loose cluster.

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)3(S(CH2)4OH)]=

C10H24Fe4OS8  mw:639.700 Anion CAS: Z-817583-43-0 fg:24 cnt:10353

----

04YAN/NIU    Datum: EA=0.44(6) eV LPES p:8

Vertical Detachment Energy:0.66(6) eV.

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)2(OPr)2]=

C10H24Fe4O2S6  mw:591.751 Anion CAS: Z-727731-42-2 fg:24 cnt:10294

----

04FU_/YAN    Datum: EA=0.78(10) eV LPES p:8

Vertical Detachment Energy:1.03(8) eV.

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)3(S(CH2)4H)]=

C10H24Fe4S8  mw:623.705 Anion CAS: Z-817583-38-3 fg:24 cnt:10352

----

04YAN/NIU    Datum: EA=0.31(6) eV LPES p:8

Vertical Detachment Energy:0.53(6) eV.

++++++++++++++++++++++++++++++++

(H2O)4..O2C(CH2)8CO2=

C10H24O8  mw:272.148 fg:237 cnt:3304

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.7/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(EtNO2)4..EtNO2-

C10H25N5O10  mw:375.161 fg:301 cnt:6404

HOF(solv)= -24.4/0.1 neut 94PED/   

----

08STO/BOW    Datum: EA=2.1(4) eV LPES p:8

DaffH(AH)=  4.6/10.3 dEA

----

04WIN/       Datum: DaffG= 2.1/3.0 TDAs | HOF(A-)=-36.3/0.5 AfIN p:8

DaffH(X..Y-)= 11.9/0.5 TDAs

++++++++++++++++++++++++++++++++

(EtNO2)5..O2-.

C10H25N5O12  mw:407.151 fg:491 cnt:6408

HOF(solv)= -24.4/0.1 neut 94PED/   

----

04WIN/       Datum: DaffG= 0.7/4.0 TDAs | HOF(A-)=-125.9/0.9 AfIN p:8

DaffH(X..Y-)= 10.5/0.5 TDAs

++++++++++++++++++++++++++++++++

(H2O)6..adenosine-5'-O2POPO2(OH)=

C10H25N5O16P2  mw:533.078 fg:295 cnt:4089

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 5.1/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)5..O2C(CH2)8CO2=

C10H26O9  mw:290.159 fg:237 cnt:3305

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.8/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)7..adenosine-5'-O2POPO2(OH)=

C10H27N5O17P2  mw:551.089 fg:295 cnt:4090

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 4.6/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)6..O2C(CH2)8CO2=

C10H28O10  mw:308.169 fg:237 cnt:3306

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.1/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)8..adenosine-5'-O2POPO2(OH)=

C10H29N5O18P2  mw:569.099 fg:295 cnt:4092

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 4.4/0.2 IMRE p:8

Correction to published article: P. Kebarle, personal communication.

++++++++++++++++++++++++++++++++

(EtOH)5..Cl-

C10H30ClO5  mw:265.179 fg:482 cnt:3514

HOF(solv)= -56.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 2.3/1.0 TDAs | HOF(A-)=-351.6/1.7 AfIN p:8

DaffH(X..Y-)= 11.5/1.0 TDAs

++++++++++++++++++++++++++++++++

(HCONH2)10-.

C10H30N10O10  mw:450.215

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11702

----

06MAE/NEG    Datum: EA=2.64 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated covalent anion; a solvated electron form has Vertical Detachment Energy=0.98 eV.

++++++++++++++++++++++++++++++++

(MeOH)10..Br-

C10H40BrO10  mw:399.181 fg:483 cnt:4445

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.1/2.0 TDAs | HOF(A-)=-628.9/2.7 AfIN p:8

DaffH(X..Y-)= 8.0/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

(MeOH)10..Cl-

C10H40ClO10  mw:355.232 fg:482 cnt:3509

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.4/1.0 TDAs | HOF(A-)=-583.8/2.7 AfIN p:8

DaffH(X..Y-)= 7.4/1.0 TDAs

++++++++++++++++++++++++++++++++

(CH4)10..F-

C10H40F  mw:179.312 fg:481 cnt:5286

HOF(solv)= -17.8/0.1 neut 94PED/   

----

01HIR/MIZ    Datum: DaffG= -4.2/3.0 TDAs | HOF(A-)=-279.3/1.0 AfIN p:8

DaffH(X..Y-)= 1.8/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeOH)10..F-

C10H40FO10  mw:339.261 fg:481 cnt:4433

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.3/2.0 TDAs | HOF(A-)=-541.0/2.7 AfIN p:8

DaffH(X..Y-)= 8.8/1.0 TDAs

++++++++++++++++++++++++++++++++

C11-

C11  mw:132.001 Anion CAS: Z-136250-46-9 fg:2 cnt:2243

----

05ACH/KOH    Datum: EA=3.05(10) eV LPES p:9

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

91ARN/BRA    Datum: EA=3.913(8) eV LPES p:8

Linear structure for both neutral and anion.

----

88YAN/TAY    Datum: EA=4.00(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably the ring form. Chain form: Vertical Detachment Energy = 92.241/2.306 kcal/mol.

----

99KOH/SUZ    Datum: EA=3.86(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

98KOH/SUZ    Datum: EA=3.80(26) eV LPES p:7

----

91ARN/BRA    Datum: EA=1.5(1) eV LPES p:7

Ring isomer from vibrational data.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c11-c.zzf]

G3MP2B3    |336.2  |     |     | 2.495|       |393.5  |    |     

M062X/Def2T|333.7  |     |     | 2.611|       |393.8  |    |     

++++++++++++++++++++++++++++++++

(CO2)11..Br-

C11BrO22  mw:562.807 fg:483 cnt:3069

HOF(A.)= -1007.7/3.6             |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=5.102(10) eV LPES | HOF(A-)=-1125.4/3.6 AfIN p:8

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

Ru3Co(CO)11-

C11CoO11Ru3  mw:672.591 fg:22 cnt:5847

----

02BUT/JOH    Datum: EA=3.77(10) eV LPES p:7

++++++++++++++++++++++++++++++++

p-aza-C5F4N(C6F5)-

C11F9N2  mw:330.992 Anion CAS: Z-205450-30-2 fg:47 cnt:2937

DacidS=24.9/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 311.0/2.0 IMRE p:9

DacidH(AH)= 318.4/2.2 G+TS

Slightly revised value of 94KOP/TAF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [paphfnpf.zaf]

G3MP2B3    |-378.3 |319.3|311.9| 4.063|-330.4 |-284.7 |25.0|97.8 

G3MP2B3+   |-378.0 |319.6|312.1|      |-330.4 |       |25.0|     

G4MP2      |-370.3 |319.2|311.8|      |-322.3 |       |24.9|     

M062X/Def2T|-396.4 |318.3|311.0| 3.738|-350.0 |-310.3 |24.5|91.8 

B3/6-311++G|-318.3 |315.1|307.6| 3.788|-266.1 |-231.0 |24.9|87.1 

++++++++++++++++++++++++++++++++

pentaCF3-phenide-

C11F15  mw:416.977 Anion CAS: Z-1018330-42-1 fg:87 cnt:7500

DacidS=26.0/3.0 Stat | 

----

08KUT/MOV    Datum: DacidG= 331.1/3.0 IMRE p:8

DacidH(AH)= 338.9/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q5ph.zaf]

G3MP2B3    |-781.2 |349.1|339.7|      |-763.1 |       |31.4|     

B3/6-311++G|-668.6 |342.1|332.9| 3.726|-643.4 |-582.8 |31.0|112.7

++++++++++++++++++++++++++++++++

pentaCF3-phenoxide-

C11F15O  mw:432.972 Anion CAS: Z-1018330-36-3 fg:33 cnt:7496

DacidS=26.9/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 299.0/2.0 IMRE p:9

DacidH(AH)= 307.0/2.2 G+TS

----

08KUT/MOV    Datum: DacidG= 298.7/2.0 IMRE p:8

DacidH(AH)= 306.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q5pho.zaf]

G3MP2B3    |-860.5 |304.7|296.8| 4.731|-798.0 |-751.3 |26.4|98.8 

G3MP2B3+   |-860.5 |304.7|296.6|      |-797.9 |       |26.9|     

M062X/Def2T|-876.9 |302.3|294.7| 4.647|-814.5 |-769.6 |25.8|97.1 

B3/6-311++G|-741.9 |298.2|290.4| 4.687|-672.8 |-633.8 |25.9|91.2 

++++++++++++++++++++++++++++++++

pentaCF3-thiophenoxide-

C11F15S  mw:448.949 Anion CAS: A-741243-29-8 fg:55 cnt:7566

DacidS=25.0/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 300.9/2.0 IMRE p:9

DacidH(AH)= 308.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q5phs.zaf]

G3MP2B3    |-806.8 |305.6|298.1|      |-745.1 |       |25.2|     

M062X/Def2T|-821.0 |302.8|295.2|      |-759.1 |       |25.6|     

B3/6-311++G|-680.9 |298.7|291.1| 4.294|-612.4 |-583.5 |25.4|81.0 

++++++++++++++++++++++++++++++++

(CO2)11..I-

C11IO22  mw:610.793 fg:484 cnt:3056

HOF(A.)= -1005.3/3.7             |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.437(35) eV LPES | HOF(A-)=-1112.1/4.4 AfIN p:8

DaffH(AH)=  1.0/1.2 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

K9(NCS)11=

C11K9N11S11  mw:988.401 fg:24 cnt:10810

----

15DEN/KON2   Datum: EA=4.75(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC11-.

C11La  mw:270.907 Anion CAS: N-167314-78-5 fg:19 cnt:5017

----

00KOH/SUZ    Datum: EA=3.55(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Na9(NCS)11=

C11N11Na9S11  mw:844.636 fg:24 cnt:10796

----

15DEN/KON2   Datum: EA=4.80(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ru6C(CO)10=

C11O10Ru6  mw:903.376 fg:22 cnt:5851

----

02BUT/JOH    Datum: EA=0.39(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Ru6(CO)11=

C11O11Ru6  mw:919.371 fg:22 cnt:5860

----

02BUT/JOH    Datum: EA=0.39(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(CO2)11-.

C11O22  mw:483.889 Anion CAS: Z-190401-97-9 fg:302 cnt:1858

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=3.05(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=2.89(3) eV LPES p:5

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

ScC11-.

C11Sc  mw:176.956 fg:19 cnt:5046

----

00KOH/SUZ    Datum: EA=3.63(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

V2C11-.

C11V2  mw:233.888 Anion CAS: Z-918429-68-2 fg:19 cnt:6853

----

06KNA/JON    Datum: EA=1.50(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC11-.

C11Y  mw:220.906 fg:19 cnt:5033

----

00KOH/SUZ    Datum: EA=3.70(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

pentaCF3-anilide-

C11HF15N  mw:431.987 Anion CAS: Z-1018330-51-2 fg:47 cnt:7498

DacidS=24.0/3.0 Calc | 

----

08KUT/MOV    Datum: DacidG= 310.8/2.0 IMRE p:8

DacidH(AH)= 318.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q5phnh.zaf]

G3MP2B3    |-800.3 |323.7|316.5|      |-756.8 |       |24.3|     

M062X/Def2T|-815.9 |322.8|315.6| 4.038|-774.0 |-722.2 |24.2|103.9

B3/6-311++G|-683.6 |319.9|312.8| 4.117|-636.3 |-590.5 |24.1|97.9 

++++++++++++++++++++++++++++++++

HC11S-

C11HS  mw:164.980 Anion CAS: N-190328-26-8 fg:54 cnt:11154

----

16XU_/YAN    Datum: EA=2.82(8) eV LPES p:8

Vertical Detachment Energy:3.05(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc11s-s.zaf]

G3MP2B3    |261.7  |332.0|325.0| 2.810|297.0  |326.0  |23.4|81.2 

B3/6-311++G|270.9  |318.2|310.9| 2.728|320.0  |332.5  |24.5|64.6 

++++++++++++++++++++++++++++++++

3,5-diCF3-C6H3C(SO2CF3)2-

C11H3F12O4S2  mw:490.929 Anion CAS: A-434957-48-9 fg:72 cnt:8535

----

13ZHA/BAD    Datum: DacidG= 292.7/2.0 IMRE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q2yctf2.zaf]

G3MP2B3    |-795.4 |292.9|285.1|      |-721.1 |       |26.2|     

B3/6-311++G|-604.8 |293.4|286.6| 4.972|-531.0 |-492.2 |23.0|90.9 

++++++++++++++++++++++++++++++++

2,4,6-triSO2CF3-C6H2C(=CH2)O-

C11H4F9O7S3  mw:514.898 Anion CAS: A-155395-63-4 fg:64 cnt:2674

----

94KOP/TAF    Datum: DacidG= 306.6/2.0 IMRE p:8

++++++++++++++++++++++++++++++++

2,4,6-triSO2CF3-C6H2CH=CHO-

C11H4F9O7S3  mw:514.898 Anion CAS: A-75865-35-9 fg:62 cnt:2680

DacidS=22.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 304.6/2.0 IMRE p:8

DacidH(AH)= 311.2/2.2 G+TS

++++++++++++++++++++++++++++++++

pBr-C6F4C(CN)=C(OEt)O-

C11H5BrF4NO2  mw:337.945 Anion CAS: Z-740745-75-9 fg:66 cnt:4852

HOF(AH)= -217.6/4.0 GpAd 93SP    |

DacidS=23.0/3.0 Stat | 

----

00KOP/KOP    Datum: DacidG= 312.3/2.0 IMRE | HOF(A-)=-264.1/4.6 Acid p:9

DacidH(AH)= 319.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bryfxcne.zaf]

G3MP2B3    |-252.7 |322.2|315.4|      |-207.7 |       |23.0|     

M062X/Def2T|-262.2 |316.8|310.1| 3.545|-214.3 |-179.6 |22.4|86.8 

B3/6-311++G|-193.5 |316.2|309.4| 3.528|-142.5 |-114.2 |22.8|80.4 

++++++++++++++++++++++++++++++++

pCl-C6F4C(CN)=C(OEt)O-

C11H5ClF4NO2  mw:293.995 Anion CAS: Z-792849-49-1 fg:66 cnt:4851

HOF(AH)= -230.1/2.0 GpAd 93SP    |

DacidS=24.0/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 312.5/2.0 IMRE | HOF(A-)=-276.1/3.0 Acid p:9

DacidH(AH)= 319.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clp4xcne.zaf]

G3MP2B3    |-263.7 |322.4|315.3| 3.623|-218.9 |-180.1 |23.7|90.9 

G4MP2      |-257.7 |322.4|315.4|      |-213.0 |       |23.6|     

M062X/Def2T|-274.0 |317.0|310.2| 3.490|-226.3 |-193.4 |23.0|85.0 

B3/6-311++G|-202.5 |317.1|310.4| 3.439|-152.4 |-123.2 |22.7|81.3 

++++++++++++++++++++++++++++++++

p-aza-C5F4N(Ph)-

C11H5F4N2  mw:241.039 Anion CAS: Z-205450-27-7 fg:47 cnt:4413

DacidS=24.8/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 323.5/2.0 IMRE p:8

DacidH(AH)= 330.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nc5f4nph.zaf]

G3MP2B3    |-156.3 |332.2|324.8| 3.345|-121.3 |-79.2  |24.9|94.2 

G3MP2B3+   |-156.3 |332.3|324.9|      |-121.4 |       |24.8|     

G4MP2      |-152.5 |332.1|324.7|      |-117.4 |       |24.9|     

M062X/Def2T|-166.1 |331.5|323.7| 3.090|-132.9 |-94.9  |26.3|90.1 

B3/6-311++G|-111.9 |329.9|322.5| 3.050|-74.5  |-41.6  |24.9|85.0 

++++++++++++++++++++++++++++++++

C6F5C(CN)=C(OEt)O-

C11H5F5NO2  mw:278.025 Anion CAS: Z-789432-67-3 fg:66 cnt:2932

DacidS=23.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 313.5/2.0 IMRE p:9

DacidH(AH)= 320.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5xcne.zaf]

G3MP2B3    |-298.2 |323.3|316.3| 3.574|-254.3 |-215.8 |23.6|90.7 

G4MP2      |-291.5 |323.2|316.3|      |-247.6 |       |23.2|     

M062X/Def2T|-308.8 |318.1|311.4| 3.444|-262.2 |-229.2 |22.3|85.0 

B3/6-311++G|-240.7 |317.8|311.0| 3.416|-191.2 |-161.9 |22.8|81.5 

++++++++++++++++++++++++++++++++

pH-C6F4C(CN)=C(OEt)O-

C11H6F4NO2  mw:260.034 Anion CAS: Z-765842-25-9 fg:66 cnt:4848

HOF(AH)= -223.0/2.0 GpAd 93SP    |

DacidS=22.5/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 315.6/2.0 IMRE | HOF(A-)=-266.4/3.0 Acid p:9

DacidH(AH)= 322.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f4xcne.zaf]

G3MP2B3    |-259.3 |325.0|318.2| 3.506|-217.1 |-178.4 |22.7|90.8 

G3MP2B3+   |-259.5 |324.8|318.1| 3.514|-217.1 |-178.4 |22.5|90.8 

G4MP2      |-253.4 |324.9|318.3|      |-211.1 |       |22.0|     

M062X/Def2T|-268.5 |319.8|313.3| 3.376|-223.7 |-190.5 |21.8|85.3 

B3/6-311++G|-205.3 |319.8|313.1| 3.335|-157.8 |-128.3 |22.5|81.6 

++++++++++++++++++++++++++++++++

b-naphthaleno-cyclopropenide-

C11H7  mw:139.055 Anion CAS: Z-502768-15-2 fg:74 cnt:6184

DacidS=25.3/1.0 Calc | 

----

03ANT/GLA    Datum: DacidG= 357.5/2.1 IMRE p:9

DacidH(AH)= 365.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpenaph.zaf]

CBS-QB3    |110.2  |368.5|360.6|      |107.5  |       |26.3|     

G3MP2B3    |103.1  |367.9|360.1| 1.525|102.4  |138.1  |26.1|87.9 

G3MP2B3+   |102.7  |367.8|359.9| 1.531|102.2  |137.9  |26.3|87.9 

G4MP2      |103.1  |367.6|359.8| 1.386|102.7  |135.0  |26.3|84.4 

M062X/Def2T|97.5   |364.5|356.1| 1.453|97.7   |130.6  |28.2|85.1 

B3/6-311++G|137.4  |367.1|359.2| 1.375|137.6  |169.0  |26.3|83.5 

++++++++++++++++++++++++++++++++

2-naphthonitrile-.

C11H7N  mw:153.058 Anion CAS: Z-34478-14-3 fg:108 cnt:1438

HOF(A.)=  68.5/1.0 GpAd 93SP     | | S(A.)=91.2/1.0  93SP

----

93HEI/CHO    Datum: EA=0.646(87) eV [14.9(20) kcal] | HOF(A-)=53.6/2.2 R-EA p:9

.DELTA.eaG(423 K)= -14.9 kcal/mol , .DELTA.eaS=+0.0 (entropy estimated).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2cnnaph.zzf]

CBS-QB3    |56.1   |     |     | 0.589|       |69.4   |    |     

G3MP2B3    |50.0   |     |     | 0.605|       |63.7   |    |     

G3MP2B3+   |49.9   |     |     | 0.604|       |63.5   |    |     

G4MP2      |46.9   |     |     | 0.791|       |64.9   |    |     

M062X/Def2T|48.5   |     |     | 0.671|       |63.7   |    |     

B3/6-311++G|81.9   |     |     | 0.804|       |100.2  |    |     

++++++++++++++++++++++++++++++++

1-naphthonitrile-.

C11H7N  mw:153.058 Anion CAS: Z-34478-12-1 fg:108 cnt:1436

HOF(A.)=  68.5/1.0 GpAd 93SP     | | S(A.)=91.2/1.0  93SP

----

93HEI/CHO    Datum: EA=0.676(87) eV [15.6(20) kcal] | HOF(A-)=52.9/2.2 R-EA p:9

.DELTA.eaG(423 K)= -15.6 kcal/mol , .DELTA.eaS=+0.0 (entropy estimated).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1cnnaph.zzf]

CBS-QB3    |53.6   |     |     | 0.673|       |68.9   |    |     

G3MP2B3    |47.6   |     |     | 0.686|       |63.2   |    |     

G3MP2B3+   |47.6   |     |     | 0.683|       |63.1   |    |     

G4MP2      |44.4   |     |     | 0.874|       |64.3   |    |     

M062X/Def2T|46.6   |     |     | 0.730|       |63.3   |    |     

B3/6-311++G|80.6   |     |     | 0.865|       |100.3  |    |     

++++++++++++++++++++++++++++++++

MeOH..2,3-diCl-1,4-naphthoquinone-.

C11H8Cl2O3  mw:257.986

Core ion CAS: Z-22062-59-5 Solvent: 67-56-1 fg:313 cnt:1960

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG=<1.5/1.6 IMRE p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

cyclooctatetraene..Cr(CO)3-

C11H8CrO3  mw:239.988 Anion CAS: Z-116275-66-2 fg:22 cnt:3359

HOF(solv)=  70.7/0.4 neut 94PED/   

----

93SHA/KEB    Datum: EA=0.42(9) eV [9.7(20) kcal] p:8

.DELTA.eaG(343 K)= -13.0 kcal/mol; .DELTA.eaS= -8.7 eu estimated.

++++++++++++++++++++++++++++++++

cyclooctatetraene..Fe(CO)3-

C11H8FeO3  mw:243.983 Anion CAS: Z-78147-28-1 fg:22 cnt:3357

HOF(solv)=  70.7/0.4 neut 94PED/   

----

93SHA/KEB    Datum: EA=1.29(9) eV TDEq [29.7(20) kcal] p:8

.DELTA.eaG(373 K)= -33.0 kcal/mol; .DELTA.eaS= -8.7 eu.

++++++++++++++++++++++++++++++++

1-naphthaldehyde-.

C11H8O  mw:156.058 Anion CAS: Z-53440-17-8 fg:109 cnt:435

HOF(A.)=   7.3/1.0 GpAd 93SP     | | S(A.)=98.4/1.0  93SP

----

93HEI/CHO    Datum: EA=0.681(87) eV [15.7(20) kcal] | HOF(A-)=-8.4/2.2 R-EA p:9

.DELTA.eaG(423 K)= -17.8 kcal/mol   .DELTA.eaS=+3.7.

----

75WEN/KAO    Datum: EA=0.680(25) eV ECD  p:5

----

67WEN/CHE    Datum: EA=0.745(70) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1chonaph.zzf]

CBS-QB3    |-7.2   |     |     | 0.785|       |10.7   |    |     

G3MP2B3    |-8.5   |     |     | 0.652|       |6.4    |    |     

G3MP2B3+   |-8.5   |     |     | 0.646|       |6.2    |    |     

G4MP2      |-12.1  |     |     | 0.847|       |7.3    |    |     

M062X/Def2T|-12.9  |     |     | 0.842|       |6.3    |    |     

B3/6-311++G|21.8   |     |     | 0.997|       |44.6   |    |     

++++++++++++++++++++++++++++++++

2-naphthaldehyde-.

C11H8O  mw:156.058 Anion CAS: Z-80132-26-9 fg:109 cnt:438

HOF(A.)=   7.3/1.0 GpAd 93SP     | | S(A.)=98.4/1.0  93SP

----

93HEI/CHO    Datum: EA=0.642(87) eV [14.8(20) kcal] | HOF(A-)=-7.5/2.2 R-EA p:9

.DELTA.eaG(423 K)= -16.4 kcal/mol   .DELTA.eaS=+3.7.

----

75WEN/KAO    Datum: EA=0.625(15) eV ECD  p:5

----

67WEN/CHE    Datum: EA=0.620(40) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2chonaph.zzf]

CBS-QB3    |-8.0   |     |     | 0.673|       |7.4    |    |     

G3MP2B3    |-9.8   |     |     | 0.557|       |2.9    |    |     

G3MP2B3+   |-9.9   |     |     | 0.556|       |2.8    |    |     

G4MP2      |-13.4  |     |     | 0.759|       |3.9    |    |     

M062X/Def2T|-14.2  |     |     | 0.736|       |2.7    |    |     

B3/6-311++G|19.8   |     |     | 0.912|       |40.6   |    |     

++++++++++++++++++++++++++++++++

2-Me-1,4-naphthoquinone-.

C11H8O2  mw:172.053 Anion CAS: Z-34524-96-4 fg:113 cnt:453

HOF(A.)= -30.4/2.0 Est1          |

----

15BUL/WES    Datum: EA=1.63(6) eV LPES | HOF(A-)=-68.0/2.4 R-EA p:8

----

88HEI/CHO    Datum: EA=1.76(6) eV IMRE [40.7(14) kcal] p:8

.DELTA.eaG(423 K) = -38.5 kcal/mol; .DELTA.eaS(estimated) = -4.0 eu.

----

85FUK/MCI    Datum: EA=1.75(5) eV IMRE [40.4(11) kcal] p:6

.DELTA.eaG(355 K) = -39.0 kcal/mol; .DELTA.eaS =-4.0, estimated from data in 88HEI/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2rnpq.zzf]

CBS-QB3    |-75.1  |     |     | 1.810|       |-33.3  |    |     

G3MP2B3    |-76.7  |     |     | 1.748|       |-36.4  |    |     

G3MP2B3+   |-76.9  |     |     | 1.746|       |-36.6  |    |     

G4MP2      |-79.6  |     |     | 1.957|       |-34.5  |    |     

M062X/Def2T|-78.6  |     |     | 1.822|       |-36.4  |    |     

B3/6-311++G|-39.5  |     |     | 1.968|       |5.9    |    |     

++++++++++++++++++++++++++++++++

1-naphthyl-CH2-

C11H9  mw:141.071 Anion CAS: Z-18925-13-8 fg:74 cnt:1844

HOF(A.)=  60.0/1.6 D+AH          | BDE(A-H)= 85.1/1.5  82MCM/GOL     

HOF(AH)=  27.0/0.5  74SAB/CHA    |

DacidS=27.7/3.0 TDEq |  S(A-)=93.0/3.2 Acid |  S(AH)=91.3/1.0 GpAd 93SP

----

90BAR/GRI    Datum: DacidG= 365.8/2.0 IMRE | HOF(A-)=35.4/2.3 Acid p:9

DacidH(AH)= 374.1/2.2 G+TS EA(ev)= 1.068

Tautomer 1-methylene-4,4-dihydronaphthalene: .DELTA.acidG=349.0/2.0, .DELTA.acidS=27/2 eu, .DELTA.acidH=357.1 kcal/mol.

----

88MEO/LIE    Datum: DacidH(AH)= 370.7/2.5 TDEq p:6

DacidG(AH)= 362.4/2.0 TDEq

Anchored to 88MEO scale, not the "87 acidity scale". Likely the ortho-anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1jnaph.zaf]

G3MP2B3    |32.0   |374.2|366.2| 1.566|25.0   |67.9   |26.8|95.0 

B3/6-311++G|67.6   |373.3|365.4| 1.206|61.6   |95.2   |26.5|85.7 

++++++++++++++++++++++++++++++++

2-naphthyl-CH2-

C11H9  mw:141.071 Anion CAS: Z-18860-19-0 fg:74 cnt:6185

DacidS=25.1/1.0 Calc | 

----

03ANT/GLA    Datum: DacidG= 365.2/2.0 IMRE p:9

DacidH(AH)= 372.7/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2naphj.zaf]

CBS-QB3    |39.4   |375.3|368.1| 1.266|29.8   |68.4   |24.1|90.7 

G3MP2B3    |31.4   |373.9|366.0| 1.580|24.7   |67.7   |26.4|95.1 

G3MP2B3+   |31.2   |373.8|366.5| 1.591|24.5   |67.7   |24.5|95.3 

G4MP2      |31.6   |373.6|366.4| 1.416|25.1   |64.1   |24.3|91.0 

M062X/Def2T|33.6   |373.2|366.2| 1.263|25.0   |62.5   |23.7|89.6 

B3/6-311++G|66.3   |373.0|365.8| 1.232|60.5   |94.6   |24.3|86.1 

++++++++++++++++++++++++++++++++

ferrocene-CO2-

C11H9FeO2  mw:228.996 Anion CAS: Z-68145-90-4 fg:38 cnt:10382

----

05WAN/DAI    Datum: EA=3.31(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ferroco2.zan]

B3/6-311++G|-4.3   |340.3|332.4| 3.643|22.7   |79.8   |26.2|109.3

++++++++++++++++++++++++++++++++

2-Me-1-NO2-naphthalene-.

C11H9NO2  mw:187.064 Anion CAS: N-881-03-8 fg:107 cnt:1660

HOF(A.)=  29.8/3.0 Est3          |

----

93HEI/CHO    Datum: EA=1.03(9) eV IMRE [23.7(20) kcal] | HOF(A-)=6.1/3.6 R-EA p:9

.DELTA.eaG(423 K)= -23.0 kcal/mol , .DELTA.eaS=-1.6 (entropy estimated).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rninaph.zzf]

CBS-QB3    |1.3    |     |     | 1.011|       |24.6   |    |     

G3MP2B3    |6.0    |     |     | 0.745|       |23.2   |    |     

G3MP2B3+   |5.8    |     |     | 0.724|       |22.5   |    |     

G4MP2      |0.9    |     |     | 1.000|       |23.9   |    |     

M062X/Def2T|-0.3   |     |     | 1.091|       |24.9   |    |     

B3/6-311++G|36.8   |     |     | 1.312|       |67.1   |    |     

++++++++++++++++++++++++++++++++

4-MeO-1-NO2-naphthalene-.

C11H9NO3  mw:203.059 Anion CAS: Z-405877-34-1 fg:107 cnt:1661

HOF(A.)=  -5.1/1.0 GpAd 93SP     |

----

93HEI/CHO    Datum: EA=1.10(9) eV IMRE [25.4(20) kcal] | HOF(A-)=-30.5/2.2 R-EA p:9

.DELTA.eaG(423 K)= -24.5 kcal/mol , .DELTA.eaS=-2.0 (entropy estimated).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [roninaph.zzf]

CBS-QB3    |-32.7  |     |     | 1.107|       |-7.4   |    |     

G3MP2B3    |-25.9  |     |     | 0.827|       |-7.1   |    |     

G3MP2B3+   |-26.1  |     |     | 0.820|       |-7.4   |    |     

G4MP2      |-30.9  |     |     | 1.116|       |-5.4   |    |     

M062X/Def2T|-35.2  |     |     | 1.137|       |-9.3   |    |     

B3/6-311++G|7.6    |     |     | 1.352|       |38.5   |    |     

++++++++++++++++++++++++++++++++

PhNHCOC(CN)(CO2Me)-

C11H9N2O3  mw:217.062 Anion CAS: A-66666-61-3 fg:66 cnt:6508

DacidS=25.2 Calc | 

----

04MIS/MAT    Datum: DacidG= 309.0/2.0 IMRE p:9

DacidH(AH)= 316.5 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ancoccne.zaf]

CBS-QB3    |-115.7 |323.9|315.9|      |-73.8  |       |26.5|     

G3MP2B3    |-116.5 |324.6|316.6| 3.671|-74.0  |-31.7  |27.0|94.3 

G3MP2B3+   |-116.8 |324.4|316.2| 3.662|-74.0  |-32.1  |27.8|94.0 

G4MP2      |-114.0 |324.4|316.2| 3.418|-71.2  |-35.1  |27.2|88.3 

M062X/Def2T|-123.4 |323.6|315.9| 3.739|-82.4  |-37.1  |25.7|97.3 

B3/6-311++G|-74.2  |322.7|314.4| 3.575|-29.6  |8.4    |27.8|90.2 

++++++++++++++++++++++++++++++++

4-CO2Me-cubane-CO2-

C11H9O4  mw:205.051 Anion CAS: A-24539-28-4 fg:38 cnt:1302

HOF(A.)=  34.6/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -26.3/1.0 GpAd 93SP     |

DacidS=23.5/3.0 Stat | 

----

86TAF/    #  Datum: DacidG= 330.7/2.0 IMRE | HOF(A-)=-54.3/2.4 Acid p:9

DacidH(AH)= 337.7/2.2 G+TS EA(ev)= 3.855

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [4ecubco2.zaf]

CBS-QB3    |-61.2  |339.1|331.6|      |-34.6  |       |25.3|     

G3MP2B3    |-61.7  |340.1|332.9| 3.776|-34.6  |25.6   |24.1|112.3

G3MP2B3+   |-61.9  |340.1|331.6| 3.783|-34.8  |25.6   |28.3|112.5

G4MP2      |-60.6  |340.0|332.3| 3.449|-33.4  |19.3   |25.8|104.8

M062X/Def2T|-59.4  |340.9|333.1| 3.057|-35.6  |12.0   |26.2|99.7 

B3/6-311++G|-0.9   |338.8|331.4| 3.399|27.6   |77.8   |24.8|102.3

++++++++++++++++++++++++++++++++

2-Me-naphthalene-.

C11H10  mw:142.079 Anion CAS: Z-34468-07-0 fg:104 cnt:414

HOF(A.)=  26.5/0.5  74SAB/CHA    |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.161(17) eV ECD  | HOF(A-)=22.8/0.6 R-EA p:2

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.2 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2rnaph.zzf]

CBS-QB3    |33.2   |     |     |-0.132|       |29.8   |    |     

G3MP2B3    |29.2   |     |     |-0.181|       |24.7   |    |     

G3MP2B3+   |29.0   |     |     |-0.176|       |24.5   |    |     

G4MP2      |25.2   |     |     | 0.011|       |25.1   |    |     

M062X/Def2T|29.7   |     |     |-0.187|       |25.0   |    |     

B3/6-311++G|62.2   |     |     |-0.057|       |60.5   |    |     

++++++++++++++++++++++++++++++++

1-Me-naphthalene-.

C11H10  mw:142.079 Anion CAS: Z-34468-02-5 fg:104 cnt:413

HOF(A.)=  27.0/0.5  74SAB/CHA    | | S(A.)=90.3/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.132(14) eV ECD  p:2

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.1 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1rnaph.zzf]

CBS-QB3    |32.8   |     |     |-0.102|       |30.2   |    |     

G3MP2B3    |27.4   |     |     |-0.091|       |25.0   |    |     

G3MP2B3+   |27.2   |     |     |-0.091|       |24.8   |    |     

G4MP2      |23.5   |     |     | 0.096|       |25.4   |    |     

M062X/Def2T|29.2   |     |     |-0.150|       |25.3   |    |     

B3/6-311++G|62.3   |     |     |-0.017|       |61.6   |    |     

++++++++++++++++++++++++++++++++

PhC(CN)=C(OEt)O-

C11H10NO2  mw:188.072 Anion CAS: Z-46289-13-8 fg:66 cnt:4847

HOF(AH)= -48.7/2.0 GpAd 93SP     |

DacidS=21.1/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 323.0/2.0 IMRE | HOF(A-)=-85.1/3.0 Acid p:9

DacidH(AH)= 329.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phxcne.zaf]

G3MP2B3    |-78.8  |331.7|325.2| 2.951|-43.3  |-10.7  |21.6|84.7 

G3MP2B3+   |-79.1  |331.7|325.4| 2.956|-43.5  |-10.8  |21.1|84.8 

G4MP2      |-76.5  |331.9|325.5| 2.729|-41.2  |-13.5  |21.3|79.8 

M062X/Def2T|-81.1  |327.3|320.3| 2.869|-43.7  |-14.8  |23.4|81.0 

B3/6-311++G|-37.1  |327.9|321.4| 2.767|2.3    |26.8   |21.6|76.6 

++++++++++++++++++++++++++++++++

CO2..(pyridine)2-.

C11H10N2O2  mw:202.075 fg:305 cnt:5185

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

00HAN/CHU    Datum: EA=1.75(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeOH..1,4-naphthoquinone-.

C11H10O3  mw:190.064

Core ion CAS: Z-20261-01-2 Solvent: 67-56-1 fg:313 cnt:1934

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 4.6/1.6 IMRE | HOF(A-)=-112.9/1.2 AfIN p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

3-IndolylCH2CH(NH2)CO2- (L-Tryptophan)

C11H11N2O2  mw:203.083 Anion CAS: Z-26302-80-7 fg:36 cnt:2853

HOF(A.)=   2.2/3.6 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -58.0/3.0 GpAd 93SP     |

DacidS=23.0/3.0 Stat | 

----

24GIB/KEL    Datum: EA=3.5(1) eV LPES p:8

Vertical Detachment Energy:3.9(1) eV.

----

07JON/BER    Datum: DacidH(AH)= 339.6/2.2 CIDC | HOF(A-)=-84.1/3.7 Acid p:8

DacidG(AH)= 332.8/2.3 H-TS  EA(eV)= 3.771

----

92OHA/BOW    Datum: DacidG= 329.9/3.0 CIDC p:7

DacidH(AH)= 336.8/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tryptoph.zaf]

G3MP2B3    |-84.1  |340.4|333.2| 2.504|-57.3  |-25.0  |24.2|84.4 

G4MP2      |-83.2  |340.4|332.9|      |-56.4  |       |25.4|     

M062X/Def2T|-85.7  |339.0|330.4| 2.418|-60.1  |-28.9  |29.0|83.3 

B3/6-311++G|-40.6  |335.6|327.5| 2.395|-9.0   |15.9   |27.1|77.0 

++++++++++++++++++++++++++++++++

3-CH2CH(NH2)CO2H-indolide- (L-Tryptophan M-H @ indole N)

C11H11N2O2  mw:203.083 Anion CAS: Z-2380278-07-7 fg:51 cnt:10727

HOF(AH)= -58.0/3.0 GpAd 93SP     |

----

24GIB/KEL    Datum: EA=2.7(1) eV LPES p:8

Vertical Detachment Energy:3.1(1) eV.

----

19NOB/ARA    Datum: EA=2.85(3) eV LPES p:8

Photofragmentation occurs at 3.25 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [trypto-n.zaf]

G3MP2B3    |-80.1  |344.4|337.1| 2.716|-57.3  |-17.4  |24.2|92.0 

M062X/Def2T|-79.5  |345.2|337.7| 2.586|-60.1  |-19.8  |25.4|92.3 

B3/6-311++G|-30.9  |345.4|338.1| 2.468|-9.0   |26.1   |24.5|87.2 

++++++++++++++++++++++++++++++++

iPrNHCOC(CO2CH2CF3)2-

C11H12F6NO5  mw:352.063 Anion CAS: Z-771586-10-8 fg:66 cnt:6516

DacidS=20.5 Calc | 

----

04MIS/MAT    Datum: DacidG= 317.4/2.0 IMRE p:9

DacidH(AH)= 323.5 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [6516kb.zaf]

G3MP2B3    |-591.2 |323.2|314.6|      |-547.1 |       |28.9|     

B3/6-311++G|-510.0 |319.6|310.5| 3.711|-462.3 |-427.9 |30.7|86.6 

++++++++++++++++++++++++++++++++

[hapto-5-{MeSCH2CMe(CH2S)2}{Fe(CO)2}{Fe(CO)2(CN)}]-

C11H12Fe2NO4S3  mw:429.863 Anion CAS: Z-486447-45-4 fg:22 cnt:10276

----

03YAN/RAZ    Datum: EA=3.30(10) eV LPES p:8

Vertical Detachment Energy:3.9(1) eV.

++++++++++++++++++++++++++++++++

THF..mMe-nitrobenzene-.

C11H12NO3  mw:206.082

Core ion CAS: Z-34505-29-8 Solvent: 109-99-9 fg:307 cnt:2000

HOF(solv)= -44.0/0.2  94PED/       

----

87CHO/GRI    Datum: DaffG= 3.0/1.6 IMRE | HOF(A-)=-59.4/2.5 AfIN p:7

.DELTA.affG at 35xC.

++++++++++++++++++++++++++++++++

THF..pCN-nitrobenzene-.

C11H12N2O3  mw:220.085

Core ion CAS: Z-12402-47-0 Solvent: 109-99-9 fg:307 cnt:2008

HOF(solv)= -44.0/0.2  94PED/       

----

87CHO/GRI    Datum: DaffG= 1.4/1.6 IMRE | HOF(A-)=-32.9/2.5 AfIN p:7

.DELTA.affG at 35xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pcnnbthf.zcf]

G3MP2B3    |-40.5  |  7.9| -0.5| 28.0|-43.2  |10.6   

M062X/Def2T|-46.6  |  7.7| -0.4| 27.1|-44.0  |5.1    

B3/6-311++G|-5.5   |  4.9| -1.6| 21.8|-27.2  |26.6   

++++++++++++++++++++++++++++++++

THF..oCN-nitrobenzene-.

C11H12N2O3  mw:220.085

Core ion CAS: Z-12402-45-8 Solvent: 109-99-9 fg:307 cnt:2006

HOF(solv)= -44.0/0.2  94PED/       

----

87CHO/GRI    Datum: DaffG= 3.7/1.6 IMRE | HOF(A-)=-28.9/2.5 AfIN p:7

.DELTA.affG at 35xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ocnnbthf.zcf]

G3MP2B3    |-33.3  |  8.1| -0.4| 28.4|-43.2  |18.0   

M062X/Def2T|-39.1  |  8.0|  0.1| 26.3|-44.0  |12.9   

B3/6-311++G|2.9    |  5.3| -0.8| 20.3|-27.2  |35.4   

++++++++++++++++++++++++++++++++

THF..mCN-nitrobenzene-.

C11H12N2O3  mw:220.085

Core ion CAS: Z-12402-46-9 Solvent: 109-99-9 fg:307 cnt:2007

HOF(solv)= -44.0/0.2  94PED/       

----

87CHO/GRI    Datum: DaffG= 2.1/1.6 IMRE | HOF(A-)=-30.1/2.5 AfIN p:7

.DELTA.affG at 35xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mcnnbthf.zcf]

G3MP2B3    |-36.7  |  8.3| -0.4| 29.0|-43.2  |14.8   

M062X/Def2T|-42.4  |  8.3|     | 27.9|-44.0  |9.9    

B3/6-311++G|-1.1   |  5.3| -1.1| 21.4|-27.2  |31.5   

++++++++++++++++++++++++++++++++

3,5-diOMe-4-OH-cinnamic acid-. (Sinapinic acid)

C11H12O5  mw:224.069 Anion CAS: Z-1007895-14-8 fg:102 cnt:10037

----

07LIP/EUS    Datum: EA=0.59(5) eV LPES p:8

Vertical Detachment Energy:0.92(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sinapini.zzf]

CBS-QB3    |-150.3 |     |     |-0.984|       |-173.7 |    |     

G3MP2B3    |-183.7 |     |     | 0.524|       |-171.9 |    |     

M062X/Def2T|-193.9 |     |     | 0.674|       |-178.6 |    |     

B3/6-311++G|-138.2 |     |     | 0.837|       |-119.2 |    |     

++++++++++++++++++++++++++++++++

1-Ph-cyclopentanide-

C11H13  mw:145.102 Anion CAS: Z-119087-25-1 fg:74 cnt:9739

DacidS=20.3/2.0 Stat |  S(A-)=95.7/2.8 Acid |  S(AH)=101.4/2.0  93SP

----

94PEE/DEK    Datum: DacidG= 370.0 IMRE p:8

DacidH(AH)= 376.0 G+TS

Reported as 3 kJ/mol stronger than EtOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcpn.zaf]

G3MP2B3    |16.5   |378.1|371.5| 1.002|5.6    |39.5   |22.1|86.0 

G4MP2      |16.6   |377.9|371.5|      |5.9    |       |21.6|     

M062X/Def2T|19.7   |376.9|370.2| 0.782|7.5    |37.6   |22.4|82.2 

B3/6-311++G|54.8   |376.3|369.7| 0.908|45.7   |72.6   |22.4|79.0 

++++++++++++++++++++++++++++++++

H2O..3-IndolylCH2CH(NH2)CO2-

C11H13N2O3  mw:221.093

Core ion CAS: Z-26302-80-7 Solvent: 7732-18-5 fg:236 cnt:8196

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

08WIN/       Datum: DaffG= 6.9/0.9 TDAs | HOF(A-)=-72.6/0.5 AfIN p:8

DaffH(X..Y-)= 14.8/0.5 TDAs

++++++++++++++++++++++++++++++++

nPrOH..PhCC-

C11H13O  mw:161.097

Core ion CAS: Z-20404-08-4 Solvent: 71-23-8 fg:284 cnt:1548

HOF(solv)= -61.0/0.3 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 13.8/2.0 IMRE | HOF(A-)=-5.3/3.1 AfIN p:9

DaffH(X..Y-)= 22.5/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phcchopr.zcf]

G3MP2B3    |-1.3   | 17.8| 10.2| 25.8|-60.7  |77.3   

M062X/Def2T|0.7    | 19.7| 11.6| 27.4|-59.1  |79.6   

B3/6-311++G|33.7   | 17.2|  9.3| 26.2|-49.7  |100.6  

++++++++++++++++++++++++++++++++

2,3,5,6-tetraMe-benzoate-

C11H13O2  mw:177.092 Anion CAS: Z-153884-00-5 fg:35 cnt:3379

HOF(A.)= -43.7/3.2 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -101.1/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat |  S(A-)=115.3/2.2 Acid |  S(AH)=117.8/1.0 GpAd 93SP

----

93DEC/ERT    Datum: DacidG= 331.6/2.0 IMRE | HOF(A-)=-128.2/2.3 Acid p:8

DacidH(AH)= 338.6/2.1 G+TS EA(ev)= 3.664

Relative to benzoate at 333.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2356r4ba.zaf]

CBS-QB3    |-123.6 |338.6|331.6|      |-96.5  |       |23.4|     

G3MP2B3    |-125.6 |339.5|333.0| 3.586|-97.9  |-42.7  |21.7|107.3

G3MP2B3+   |-126.8 |338.9|331.3| 3.625|-98.5  |-43.0  |25.5|107.6

G4MP2      |-124.6 |339.5|332.5| 3.378|-97.0  |-46.5  |23.4|102.6

M062X/Def2T|-122.2 |339.9|332.3| 3.611|-97.4  |-38.8  |25.5|110.8

B3/6-311++G|-80.0  |337.4|329.7| 3.328|-50.1  |-3.0   |25.7|99.1 

++++++++++++++++++++++++++++++++

2,3,4,5-tetraMe-benzoate-

C11H13O2  mw:177.092 Anion CAS: A-2529-39-7 fg:35 cnt:4192

HOF(A.)= -37.9/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -95.3/0.4  88COL/JIM    |

DacidS=27.2/3.0 Calc | 

----

97DEC/GAL    Datum: DacidG= 333.1/2.1 IMRE | HOF(A-)=-119.8/2.3 Acid p:8

DacidH(AH)= 341.2/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2345r4ba.zaf]

CBS-QB3    |-120.9 |341.6|333.4| 3.446|-96.7  |-41.3  |27.2|107.5

G3MP2B3    |-122.9 |342.8|335.2| 3.456|-98.4  |-43.0  |25.3|107.5

G3MP2B3+   |-123.9 |342.1|334.1| 3.492|-98.8  |-43.3  |27.2|107.6

G4MP2      |-121.7 |342.7|335.0| 3.249|-97.3  |-46.7  |25.9|102.7

M062X/Def2T|-120.0 |343.0|334.6| 3.497|-98.3  |-39.3  |28.0|111.0

B3/6-311++G|-77.1  |341.1|332.8| 3.282|-51.0  |-1.5   |27.8|101.6

++++++++++++++++++++++++++++++++

2,3,4,6-tetraMe-benzoate-

C11H13O2  mw:177.092 Anion CAS: A-2408-38-0 fg:35 cnt:4193

HOF(A.)= -37.7/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -95.1/0.4  88COL/JIM    |

DacidS=26.0/3.0 Calc |  S(A-)=119.0/4.2 Acid |  S(AH)=119.0/3.0 GpAd 93SP

----

97DEC/GAL    Datum: DacidG= 331.6/2.0 IMRE | HOF(A-)=-121.5/2.2 Acid p:8

DacidH(AH)= 339.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2346r4ba.zaf]

CBS-QB3    |-123.0 |338.7|331.2| 3.579|-96.0  |-40.5  |25.2|107.5

G3MP2B3    |-125.1 |339.6|332.1| 3.593|-97.6  |-42.3  |25.4|107.4

G3MP2B3+   |-126.0 |339.3|331.0| 3.631|-98.1  |-42.0  |27.8|108.2

G4MP2      |-124.1 |339.7|332.1| 3.396|-96.6  |-45.8  |25.3|102.9

M062X/Def2T|-121.9 |340.2|332.1| 3.613|-97.4  |-38.8  |27.1|110.7

B3/6-311++G|-79.2  |337.9|329.7| 3.293|-49.8  |-2.9   |27.7|99.0 

++++++++++++++++++++++++++++++++

p-tBu-benzoate-

C11H13O2  mw:177.092 Anion CAS: Z-50567-51-6 fg:35 cnt:4958

HOF(A.)= -37.8/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -95.2/0.3  94PED/       |

DacidS=23.7/3.0 Stat |  S(A-)=114.0/3.6 Acid |  S(AH)=116.3/2.0 GpAd 93SP

----

99KUL/DEC    Datum: DacidG= 332.9/2.0 IMRE | HOF(A-)=-121.0/2.2 Acid p:9

DacidH(AH)= 340.0/2.2 G+TS EA(ev)= 3.605

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptbuba.zaf]

CBS-QB3    |-122.2 |340.0|332.4|      |-96.4  |       |25.4|     

G3MP2B3    |-124.9 |341.0|333.9| 3.613|-98.7  |-41.5  |23.9|109.3

G3MP2B3+   |-125.2 |340.9|333.3| 3.616|-98.9  |-41.7  |25.7|109.3

G4MP2      |-124.0 |340.8|333.3|      |-97.6  |       |25.3|     

M062X/Def2T|-120.8 |341.4|333.8| 3.640|-97.6  |-36.8  |25.8|112.9

B3/6-311++G|-77.5  |340.0|332.4| 3.420|-50.2  |1.5    |25.7|103.8

++++++++++++++++++++++++++++++++

m-tBu-benzoate-

C11H13O2  mw:177.092 Anion CAS: Z-62171-60-2 fg:35 cnt:4959

HOF(A.)= -38.4/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -95.8/0.3  94PED/       |

DacidS=23.7/3.0 Stat |  S(A-)=114.0/3.6 Acid |  S(AH)=116.3/2.0 GpAd 93SP

----

99KUL/DEC    Datum: DacidG= 332.1/2.0 IMRE | HOF(A-)=-122.3/2.2 Acid p:9

DacidH(AH)= 339.2/2.2 G+TS EA(ev)= 3.640

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mtbuba.zaf]

CBS-QB3    |-122.8 |339.4|331.8|      |-96.5  |       |25.5|     

G3MP2B3    |-125.4 |340.4|333.3| 3.630|-98.6  |-41.6  |24.0|109.1

G3MP2B3+   |-125.7 |340.4|332.7| 3.632|-98.9  |-41.8  |25.7|109.1

G4MP2      |-124.4 |340.2|332.7|      |-97.5  |       |25.4|     

M062X/Def2T|-121.2 |340.8|333.1| 3.659|-97.2  |-36.7  |25.6|112.7

B3/6-311++G|-77.8  |339.4|331.7| 3.440|-49.9  |1.6    |25.7|103.6

++++++++++++++++++++++++++++++++

o-tBu-benzoate-

C11H13O2  mw:177.092 Anion CAS: Z-62171-61-3 fg:35 cnt:4960

HOF(A.)= -32.5/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -89.9/0.3  94PED/       |

DacidS=23.7/3.0 Stat |  S(A-)=114.0/3.6 Acid |  S(AH)=116.3/2.0 GpAd 93SP

----

99KUL/DEC    Datum: DacidG= 329.3/2.0 IMRE | HOF(A-)=-119.2/2.2 Acid p:9

DacidH(AH)= 336.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [otbuba.zaf]

CBS-QB3    |-117.9 |336.6|329.1|      |-88.7  |       |24.9|     

G3MP2B3    |-120.6 |337.5|330.2| 3.689|-90.9  |-35.4  |24.5|107.6

G3MP2B3+   |-122.1 |336.6|328.8| 3.725|-91.5  |-36.2  |26.2|107.5

G4MP2      |-119.3 |337.6|330.2|      |-89.7  |       |24.7|     

M062X/Def2T|-116.5 |337.1|329.9| 3.747|-89.0  |-30.1  |24.5|111.0

B3/6-311++G|-72.1  |335.4|327.6| 3.497|-40.3  |8.6    |26.3|101.0

++++++++++++++++++++++++++++++++

3-Cl-1-adamantane-CO2-

C11H14ClO2  mw:213.069 Anion CAS: Z-956731-83-2 fg:38 cnt:1229

HOF(A.)= -72.1/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -133.0/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 331.4/2.0 IMRE | HOF(A-)=-160.3/2.3 Acid p:9

DacidH(AH)= 338.4/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl1adco2.zaf]

CBS-QB3    |-166.8 |337.9|330.2|      |-139.0 |       |25.9|     

G3MP2B3    |-167.6 |339.0|331.8| 2.987|-139.4 |-97.7  |24.2|93.8 

G3MP2B3+   |-168.0 |338.9|331.3| 3.008|-139.7 |-97.5  |25.6|94.3 

G4MP2      |-166.5 |338.9|331.2| 2.713|-138.2 |-102.8 |25.6|87.4 

M062X/Def2T|-160.3 |339.0|331.4| 2.825|-134.6 |-94.2  |25.6|92.5 

B3/6-311++G|-99.8  |336.7|329.1| 2.904|-69.2  |-35.1  |25.7|86.3 

++++++++++++++++++++++++++++++++

(9-Me-guanine)..(1-Me-cytosine)-.

C11H14N8O2  mw:290.125

Core ion CAS: Z-72215-81-7 Solvent: 5502-78-3 fg:320 cnt:10034

----

09SZY/RAK    Datum: EA=1.2(1) eV LPES p:8

Vertical Detachment Energy:2.1(1) eV. Authors state that the maximum corresponds to a proton-transfered pair.

++++++++++++++++++++++++++++++++

2,4,6-triMe-acetophenone-.

C11H14O  mw:162.105 Anion CAS: N-1667-01-2 fg:110 cnt:443

HOF(A.)= -49.0/0.9  94PED/       |
###### the following are "below the line": evaluated as not accurate ####

----

69WEN/RIS    Datum: EA=0.490(43) eV [11.3(10) kcal] p:2

This may be a dipole-bound anion. Composite computational methods(18BAR/) indicate an electron affinity of -0.2 to +0.1 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r3phac.zzf]

CBS-QB3    |-38.2  |     |     | 0.015|       |-37.6  |    |     

G3MP2B3    |-38.7  |     |     |-0.086|       |-40.4  |    |     

G3MP2B3+   |-39.3  |     |     |-0.078|       |-40.9  |    |     

G4MP2      |-43.0  |     |     | 0.122|       |-40.0  |    |     

M062X/Def2T|-39.1  |     |     |-0.010|       |-39.0  |    |     

B3/6-311++G|-2.7   |     |     | 0.322|       |1.7    |    |     

++++++++++++++++++++++++++++++++

7-nBu-cycloheptatrienide-

C11H15  mw:147.118 Anion CAS: Z-79873-96-4 fg:80 cnt:6062

HOF(AH)=  22.2/2.0 GpAd 93SP     |

DacidS=24.6/3.0 Stat | 

----

02MIS/KIN    Datum: DacidG= 361.0/2.0 IMRE | HOF(A-)=24.8/3.0 Acid p:7

DacidH(AH)= 368.3/2.2 G+TS

Reprotonation is thermochemically likely to be on C-1, giving 1-alkyl-cycloheptatriene, and thus not a true equilibrium - JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chtbupg.zaf]

CBS-QB3    |36.5   |374.8|366.1|      |27.4   |       |29.3|     

G3MP2B3    |28.8   |374.4|365.6| 0.608|21.6   |42.4   |29.7|73.0 

G3MP2B3+   |28.6   |374.5|366.0| 0.602|21.3   |42.2   |28.6|73.0 

G4MP2      |29.0   |374.2|365.5|      |22.0   |       |29.0|     

M062X/Def2T|34.8   |373.2|364.6| 0.468|26.2   |45.4   |28.7|71.3 

B3/6-311++G|66.6   |372.4|363.6| 0.404|61.5   |75.6   |29.5|66.2 

++++++++++++++++++++++++++++++++

p-t-amyl-nitrobenzene-.

C11H15NO2  mw:193.111 Anion CAS: Z-42810-21-9 fg:107 cnt:1179

HOF(A.)= -13.6/1.0 GpAd 93SP     |

----

84BUR/FUK    Datum: EA=1.09(17) eV CIDC [25.1(40) kcal] | HOF(A-)=-38.7/4.1 R-EA p:8

Re-anchored by JEB to more modern nitrobenzene electron affinities.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptamnb.zzf]

CBS-QB3    |-41.2  |     |     | 1.026|       |-17.6  |    |     

G3MP2B3    |-38.1  |     |     | 0.871|       |-18.1  |    |     

G3MP2B3+   |-38.4  |     |     | 0.872|       |-18.5  |    |     

G4MP2      |-43.9  |     |     | 1.135|       |-17.8  |    |     

M062X/Def2T|-38.4  |     |     | 1.036|       |-14.6  |    |     

B3/6-311++G|1.6    |     |     | 1.257|       |30.5   |    |     

++++++++++++++++++++++++++++++++

THF..pMe-nitrobenzene-.

C11H15NO3  mw:209.106

Core ion CAS: Z-34509-96-1 Solvent: 109-99-9 fg:307 cnt:2001

HOF(solv)= -44.0/0.2  94PED/       

----

87CHO/GRI    Datum: DaffG= 3.1/1.6 IMRE p:7

.DELTA.affG at 35xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [prnbthf.zcf]

G3MP2B3    |-66.2  |  9.5|  1.3| 27.5|-43.2  |-13.4  

M062X/Def2T|-71.7  | 10.8|  2.0| 29.5|-44.0  |-17.0  

B3/6-311++G|-30.5  |  6.6| -0.4| 23.7|-27.2  |3.4    

++++++++++++++++++++++++++++++++

THF..oMe-nitrobenzene-.

C11H15NO3  mw:209.106

Core ion CAS: Z-34505-30-1 Solvent: 109-99-9 fg:307 cnt:1999

HOF(solv)= -44.0/0.2  94PED/       

----

87CHO/GRI    Datum: DaffG= 3.1/1.6 IMRE p:7

.DELTA.affG at 35xC.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ornbthf.zcf]

G3MP2B3    |-64.2  |  9.4|  0.8| 29.2|-43.2  |-11.5  

M062X/Def2T|-68.4  |  9.5|  1.0| 28.8|-44.0  |-14.9  

B3/6-311++G|-26.9  |  6.6| -0.3| 23.1|-27.2  |6.9    

++++++++++++++++++++++++++++++++

1-adamantyl-CO2-

C11H15O2  mw:179.108 Anion CAS: Z-65012-54-6 fg:34 cnt:1226

HOF(A.)= -61.2/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -122.1/1.0 GpAd 93SP    |

DacidS=23.5/2.0 Stat | 

----

89CAL/REN    Datum: DacidG= 336.0/2.0 IMRE | HOF(A-)=-144.8/2.3 Acid p:9

DacidH(AH)= 343.0/2.1 G+TS EA(ev)= 3.625

----

88JIN/TOP #  Datum: DacidG= 336.6/2.0 IMRE p:8

DacidH(AH)= 343.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1adco2.zaf]

CBS-QB3    |-146.4 |342.9|335.3| 2.811|-123.6 |-80.4  |25.5|95.3 

G3MP2B3    |-148.9 |344.0|336.8| 2.784|-125.7 |-83.6  |23.9|94.2 

G3MP2B3+   |-149.3 |343.9|336.4| 2.799|-126.0 |-83.6  |25.4|94.5 

G4MP2      |-147.9 |343.8|336.2| 2.540|-124.5 |-88.2  |25.5|88.4 

M062X/Def2T|-141.1 |344.4|336.8| 2.614|-120.8 |-79.8  |25.6|93.2 

B3/6-311++G|-87.2  |342.5|335.0| 2.528|-62.5  |-27.8  |25.3|86.8 

++++++++++++++++++++++++++++++++

pentamethylbenzene-.

C11H16  mw:148.126 Anion CAS: N-700-12-9 fg:103 cnt:418

HOF(A.)= -67.2/2.2 GpAd 94PED/   | | S(A.)=106.4/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.180(13) eV ECD  | HOF(A-)=-71.3/2.2 R-EA p:1

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -1.3 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r5ph.zzf]

CBS-QB3    |18.2   |     |     |-1.340|       |-12.8  |    |     

G3MP2B3    |14.6   |     |     |-1.307|       |-16.2  |    |     

M062X/Def2T|17.1   |     |     |-1.342|       |-14.4  |    |     

B3/6-311++G|33.7   |     |     |-0.406|       |24.2   |    |     

++++++++++++++++++++++++++++++++

Ala-Ala-Glu(M-H)

C11H18N3O6  mw:288.120 Anion CAS: A-398149-00-3 fg:36 cnt:9907

HOF(AH)= -286.8/3.0 GpAd 93SP    |

----

19CUI/MCN    Datum: DacidG= 307.8/3.4 TKin p:8

C-terminus deprotonation likely.

++++++++++++++++++++++++++++++++

Ala-Glu-Ala(M-H)

C11H18N3O6  mw:288.120 Anion CAS: A-110862-98-1 fg:36 cnt:9908

HOF(AH)= -286.8/3.0 GpAd 93SP    |

----

19CUI/MCN    Datum: DacidG= 311.0/4.3 TKin p:8

Side chain deprotonation likely.

++++++++++++++++++++++++++++++++

Glu-Ala-Ala(M-H)

C11H18N3O6  mw:288.120 Anion CAS: A-39534-89-9 fg:36 cnt:9909

HOF(AH)= -286.8/3.0 GpAd 93SP    |

----

19CUI/MCN    Datum: DacidG= 308.3/3.4 TKin p:8

Side chain deprotonation likely.

++++++++++++++++++++++++++++++++

O2C(CH2)9CO2=

C11H18O4  mw:214.122 Anion CAS: Z-13479-17-9 fg:37 cnt:9669

HOF(AH)= -277.3/3.8 hfa 06WOO/WAN|

----

08XIN/WAN    Datum: EA=2.00(10) eV PVMI p:8

Vertical Detachment Energy:2.3(1) eV. See also 09XIN/WAN.

----

98WAN/DIN2   Datum: EA=2.00(18) eV LPES p:8

Reverse Coulomb Barrier: 1.27(20) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj9a.zdf]

G3MP2B3    |-246.0 |396.4|383.7| 2.446|-275.2 |-189.5 |42.6|137.8

M062X/Def2T|-239.8 |399.8|384.0| 2.002|-275.0 |-193.4 |53.0|133.7

B3/6-311++G|-199.0 |387.6|372.7| 1.274|-219.3 |-169.6 |50.0|101.8

++++++++++++++++++++++++++++++++

H2N(COCH2NH)4COCH(NH2)CH2S- [CysAla4NH2]

C11H19N6O5S  mw:347.114 Anion CAS: A-1227568-96-8 fg:54 cnt:7990

HOF(AH)= -202.7 GpAd 93SP        |

DacidS=14.4/2.0 CIDC | 

----

10MOR/HUA    Datum: DacidH(AH)= 319.2/2.3 CIDC | HOF(A-)=-249.2/2.3 Acid p:8

DacidG(AH)= 314.9/2.4 H-TS

Acid: Cys(Gly)4NH2.

++++++++++++++++++++++++++++++++

H(NHCH2CO)4NHCH(CONH2)CH2S- [Gly4CysNH2]

C11H19N6O5S  mw:347.114 Anion CAS: A-1227568-98-0 fg:54 cnt:7992

HOF(AH)= -202.7 GpAd 93SP        |

DacidS=15.0/2.0 CIDC | 

----

10MOR/HUA    Datum: DacidH(AH)= 321.9/2.8 CIDC | HOF(A-)=-246.5/2.8 Acid p:8

DacidG(AH)= 317.4/2.9 H-TS

Acid: (Gly)4CysNH2.

++++++++++++++++++++++++++++++++

EtO2CC(tBu)=C(OEt)O-

C11H19O4  mw:215.129 Anion CAS: Z-106825-08-5 fg:66 cnt:2429

HOF(AH)= -224.9/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Calc |  S(A-)=155.2/3.2 Acid |  S(AH)=157.8/1.0 GpAd 93SP

----

88TAF/BOR    Datum: DacidG= 344.5/2.0 IMRE | HOF(A-)=-239.1/2.4 Acid p:9

DacidH(AH)= 351.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ee2ctbu.zaf]

G3MP2B3    |-230.6 |357.1|350.6| 2.269|-220.5 |-177.9 |22.0|94.7 

G3MP2B3+   |-231.1 |356.9|349.9| 2.278|-220.8 |-178.3 |23.4|94.6 

G4MP2      |-227.9 |357.3|350.9| 1.963|-218.0 |-182.2 |21.5|87.9 

M062X/Def2T|-230.9 |353.8|346.8| 2.234|-220.0 |-179.0 |23.4|93.1 

B3/6-311++G|-175.1 |354.3|347.0| 2.155|-162.1 |-125.1 |24.5|89.1 

++++++++++++++++++++++++++++++++

HO2C(CH2)9CO2-

C11H19O4  mw:215.129 Anion CAS: Z-889470-45-5 fg:37 cnt:8867

HOF(A.)= -170.3/3.6              | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -231.2/2.0 GpAd 93SP    |

----

06WOO/WAN    Datum: EA=4.64(5) eV LPES | HOF(A-)=-277.3/3.4 Acid p:9

DacidH(AH)= 319.6/2.7 D-EA

----

16HOU/VAL    Datum: EA=4.67(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj9c.zaf]

CBS-QB3    |-275.6 |     |     | 4.347|       |-175.0 |    |     

G3MP2B3    |-275.2 |322.7|320.6| 4.381|-230.7 |-173.0 |7.2 |109.8

M062X/Def2T|-275.0 |319.1|318.6| 4.306|-229.4 |-175.2 |1.8 |106.3

B3/6-311++G|-219.3 |326.1|324.3| 4.059|-178.1 |-125.3 |6.1 |104.9

++++++++++++++++++++++++++++++++

TEMPO-O-Me-4-CO2-

C11H20NO3  mw:214.145 Anion CAS: Z-1622071-65-1 fg:38 cnt:8450

DacidS=25.7/3.0 Calc | 

----

13GRY/MAR    Datum: DacidG= 341.8/2.1 CIDC p:8

DacidH(AH)= 349.5/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rtempco2.zaf]

G3MP2B3    |-162.4 |341.7|334.2| 2.744|-137.0 |-97.7  |25.3|91.3 

G3MP2B3+   |-162.9 |341.6|333.9| 2.771|-137.3 |-97.6  |25.7|91.8 

G4MP2      |-161.1 |341.7|334.1|      |-135.6 |       |25.4|     

M062X/Def2T|-146.3 |352.3|345.4| 2.142|-133.9 |-95.8  |23.1|90.2 

B3/6-311++G|-88.2  |339.9|332.1| 2.077|-60.9  |-39.0  |26.2|74.0 

++++++++++++++++++++++++++++++++

(H2O)4..tryptophan-.

C11H20N2O6  mw:276.133 fg:319 cnt:10068

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03XU_/NIL    Datum: EA=0.6(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Likely a dipole-bound anion, due to the zwitterionic structure.

++++++++++++++++++++++++++++++++

(MeOH)3..PhCOMe-.

C11H20O4  mw:216.137 fg:310 cnt:7013

HOF(solv)= -48.1/0.1 neut 94PED/   
###### the following are "below the line": evaluated as not accurate ####

----

07YAG/MAE    Datum: EA=2.74(7) eV LPES p:3

DaffH(AH)=  0.2/2.1 dEA

The stated EA is the Vertical Detachment Energy. All acetophenone Vertical Detachment Energys from this reference are ca. 2.0-2.5 eV too strong, considering both reliable other studies, computational values, and chemical intuition. - JEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [phachor3.zcf]

M062X/Def2T|-210.4 | 12.5|  1.6| 36.5|-46.6  |-151.2 | 1.493

++++++++++++++++++++++++++++++++

HO(CH2)11O-

C11H23O2  mw:187.170 Anion CAS: A-765-04-8 fg:31 cnt:9881

HOF(AH)= -136.2/2.0 GpAd 93SP    |

DacidS=8.0/3.0 Calc |  S(A-)=143.1/3.6 Acid |  S(AH)=161.1/2.0 GpAd 93SP

----

84HOU/TAB    Datum: DacidG= 357.8/2.0 CIDC | HOF(A-)=-141.7/3.0 Acid p:7

DacidH(AH)= 360.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj11o-c.zaf]

G3MP2B3    |-150.5 |353.2|350.5| 2.907|-136.5 |-82.8  |9.1 |105.8

G4MP2      |-149.6 |353.7|351.1| 2.627|-136.1 |-88.3  |8.8 |99.9 

M062X/Def2T|-148.0 |349.4|348.1| 2.840|-132.7 |-81.8  |4.4 |103.0

B3/6-311++G|-101.8 |356.1|353.7| 2.732|-90.6  |-38.2  |8.2 |104.6

++++++++++++++++++++++++++++++++

tBuCH2OH..tBuCH(Me)O-

C11H25O2  mw:189.186

Core ion CAS: Z-91126-83-9 Solvent: 75-84-3 fg:230 cnt:1560

HOF(solv)= -76.1/1.0 GpAd 93SP     

----

84CAL/ROZ #  Datum: DaffG= 19.7/2.0 IMRE | HOF(A-)=-104.5/2.4 AfIN p:8

DaffH(X..Y-)= 28.4/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbujro2h.zcf]

G3MP2B3    |-181.0 | 27.3| 17.8| 31.9|-76.0  |-77.8  

M062X/Def2T|-175.5 | 31.2| 20.7| 35.0|-73.2  |-71.1  

B3/6-311++G|-129.8 | 24.1| 15.7| 28.0|-53.4  |-52.2  

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)(OPr)3]=

C11H26Fe4O3S5  mw:589.789 Anion CAS: Z-727731-43-3 fg:24 cnt:10295

----

04FU_/YAN    Datum: EA=1.01(10) eV LPES p:8

Vertical Detachment Energy:1.32(6) eV.

++++++++++++++++++++++++++++++++

(HCONH2)11-.

C11H33N11O11  mw:495.237

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11703

----

06MAE/NEG    Datum: EA=2.64 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated covalent anion; a solvated electron form has Vertical Detachment Energy=1.05 eV.

++++++++++++++++++++++++++++++++

(MeOH)11..Cl-

C11H44ClO11  mw:387.258 fg:482 cnt:3510

HOF(solv)= -48.1/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.3/1.0 TDAs | HOF(A-)=-639.2/2.9 AfIN p:8

DaffH(X..Y-)= 7.3/1.0 TDAs

Estimated entropy; single temperature measurement.

++++++++++++++++++++++++++++++++

(MeOH)11..F-

C11H44FO11  mw:371.287 fg:481 cnt:4434

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.0/2.0 TDAs | HOF(A-)=-597.6/2.9 AfIN p:8

DaffH(X..Y-)= 8.6/1.0 TDAs

++++++++++++++++++++++++++++++++

C12-

C12  mw:144.001 Anion CAS: Z-119128-43-7 fg:2 cnt:2244

----

05ACH/KOH    Datum: EA=2.55(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=2.55(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

----

98KOH/SUZ    Datum: EA=4.60(18) eV LPES p:7

The stated EA is the Vertical Detachment Energy. linear isomer.

----

95HAN/GAN    Datum: EA=2.20(5) eV LPES p:7

Clusters are 'annealed'. Temperature unstated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c12-cz.zzf]

CBS-QB3    |374.3  |     |     | 2.175|       |424.2  |    |     

G3MP2B3    |364.8  |     |     | 2.098|       |412.9  |    |     

M062X/Def2T|357.7  |     |     | 2.366|       |412.2  |    |     

++++++++++++++++++++++++++++++++

pCl-C6F4N(C6F5)-

C12ClF9N  mw:363.958 Anion CAS: Z-205450-29-9 fg:47 cnt:4417

DacidS=25.0/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 314.9/2.0 IMRE p:8

DacidH(AH)= 322.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clc6f52n.zaf]

G3MP2B3    |-379.2 |324.1|316.6| 3.776|-336.1 |-292.4 |25.4|95.9 

G4MP2      |-370.8 |324.0|316.5|      |-327.6 |       |25.3|     

M062X/Def2T|-396.9 |322.8|315.5| 3.418|-355.0 |-318.1 |24.8|89.0 

B3/6-311++G|-308.6 |319.8|312.3| 3.455|-261.2 |-229.2 |25.2|84.1 

++++++++++++++++++++++++++++++++

Ru3Co(CO)12-

C12CoO12Ru3  mw:700.586 fg:22 cnt:5848

----

02BUT/JOH    Datum: EA=3.83(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Cr8C12-

C12Cr8  mw:559.525 Anion CAS: Z-193679-78-6 fg:19 cnt:9488

----

97LI_/WU     Datum: EA=2.28(8) eV LPES p:8

++++++++++++++++++++++++++++++++

F4-TCNQ-. | tetrafluoro-tetracynaoquinodomethane-

C12F4N4  mw:276.006 Anion CAS: Z-47043-66-3 fg:102 cnt:11887

----

11HOR/ROB    Datum: EA=3.2(1) eV PVMI p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tcnqf4.zzf]

CBS-QB3    |-61.3  |     |     | 4.176|       |35.0   |    |     

G3MP2B3    |-59.6  |     |     | 3.908|       |30.5   |    |     

G4MP2      |-60.6  |     |     | 4.235|       |37.0   |    |     

M062X/Def2T|-68.7  |     |     | 6.800|       |29.9   |    |     

B3/6-311++G|-10.1  |     |     | 4.317|       |89.4   |    |     

++++++++++++++++++++++++++++++++

(p-aza-C5F4)2CCN-

C12F8N3  mw:337.997 Anion CAS: Z-738530-71-7 fg:67 cnt:2948

DacidS=25.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 302.2/2.0 IMRE p:8

DacidH(AH)= 309.7/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [payf2ccn.zaf]

G3MP2B3    |-322.7 |307.3|300.8|      |-262.8 |       |21.7|     

M062X/Def2T|-340.3 |301.8|295.0| 4.055|-277.4 |-246.2 |22.8|83.3 

B3/6-311++G|-257.9 |299.9|293.0| 4.085|-190.5 |-165.2 |23.1|77.4 

++++++++++++++++++++++++++++++++

C6F5-C6F5-.

C12F10  mw:333.985 Anion CAS: Z-146501-71-5 fg:114 cnt:1135

HOF(A.)= -387.0/5.0 Est3         |

----

89DIL/KEB    Datum: EA=0.824(108) eV [19.0(25) kcal] | HOF(A-)=-406.0/5.6 R-EA p:8

.DELTA.eaG(423 K) = -20.5/1.0 kcal/mol, assumed entropy = 3.5 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f5c6f5.zzf]

G3MP2B3    |-396.8 |     |     | 0.559|       |-384.6 |    |     

M062X/Def2T|-419.2 |     |     | 0.833|       |-400.8 |    |     

B3/6-311++G|-338.0 |     |     | 1.256|       |-310.9 |    |     

++++++++++++++++++++++++++++++++

(C6F5)2N-

C12F10N  mw:347.988 Anion CAS: Z-132397-07-0 fg:47 cnt:2929

HOF(AH)= -368.7 Est1             |

DacidS=25.0/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 316.4/2.0 IMRE | HOF(A-)=-410.5/2.2 Acid p:9

DacidH(AH)= 323.9/2.2 G+TS

Slightly revised value of 94KOP/TAF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f52n.zaf]

G3MP2B3    |-412.5 |325.5|318.0| 3.691|-370.8 |-327.6 |25.2|95.3 

G3MP2B3+   |-412.2 |325.7|318.2|      |-370.7 |       |25.0|     

G4MP2      |-403.5 |325.3|317.8|      |-361.6 |       |25.1|     

M062X/Def2T|-430.6 |324.3|317.0| 3.339|-390.2 |-353.8 |24.4|88.6 

B3/6-311++G|-346.0 |320.7|313.3| 3.407|-299.5 |-267.7 |25.1|83.9 

++++++++++++++++++++++++++++++++

(C6F5SO2)2N-

C12F10NO4S2  mw:475.911 Anion CAS: Z-943790-33-8 fg:49 cnt:7581

DacidS=23.0/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 287.5/2.0 IMRE p:9

DacidH(AH)= 294.4/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 285.3/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f5ttf5.zaf]

G3MP2B3    |-551.9 |296.4|289.0|      |-481.2 |       |25.1|     

M062X/Def2T|-561.9 |295.6|287.1|      |-492.8 |       |28.7|     

B3/6-311++G|-381.5 |298.1|290.9| 5.340|-312.2 |-258.0 |24.0|106.4

++++++++++++++++++++++++++++++++

C6F6..C6F6-.

C12F12  mw:371.981

Core ion CAS: Z-37551-90-9 Solvent: 392-56-3 fg:314 cnt:2791

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

90HIR/MIZ    Datum: DaffG= 2.5/2.0 TDAs | HOF(A-)=-474.6/3.9 AfIN p:9

DaffH(X..Y-)= 10.4/1.0 TDAs

----

93NAK/TAG    Datum: EA=0.93(10) eV LPES p:8

DaffH(AH)=  3.9/2.6 dEA

Vertical Detachment Energy:1.760(40) eV.

++++++++++++++++++++++++++++++++

nC4F9SO2N(-)SO2nC8F17

C12F26NO4S2  mw:779.885 Anion CAS: A-39847-40-0 fg:49 cnt:11904

----

25LEE/KAL    Datum: DacidG= 277.1/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qz3kkz7q.zan]

B3/6-311++G|-1224.2|290.4|283.7|      |-1147.3|       |22.3|     

++++++++++++++++++++++++++++++++

(CO2)12..I-

C12IO24  mw:654.783 fg:484 cnt:3057

HOF(A.)= -1099.3/3.9             |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.506(32) eV LPES | HOF(A-)=-1207.7/4.6 AfIN p:8

DaffH(AH)=  1.6/1.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

K10(NCS)12=

C12K10N12S12  mw:1085.34 fg:24 cnt:10811

----

15DEN/KON2   Datum: EA=4.80(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC12-.

C12La  mw:282.907 Anion CAS: N-167314-79-6 fg:19 cnt:5018

----

00KOH/SUZ    Datum: EA=2.68(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

hexacyanobenzene-.

C12N6  mw:228.019 Anion CAS: Z-881663-14-5 fg:108 cnt:491

HOF(A.)= 218.2/1.0 GpAd 93SP     | | S(A.)=108.4/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

67FAR/PAG    Datum: EA=2.54(14) eV SI   [58.6(33) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable. Composite computational methods(18BAR/) indicate an electron affinity of ca 3.4 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cn6ph.zzf]

CBS-QB3    |170.1  |     |     | 3.472|       |249.9  |    |     

G3MP2B3    |164.8  |     |     | 3.351|       |241.8  |    |     

G3MP2B3+   |164.5  |     |     | 3.355|       |241.6  |    |     

G4MP2      |163.6  |     |     | 3.599|       |246.3  |    |     

M062X/Def2T|166.4  |     |     | 3.516|       |247.4  |    |     

B3/6-311++G|210.0  |     |     | 3.638|       |293.5  |    |     

++++++++++++++++++++++++++++++++

Na10(NCS)12=

C12N12Na10S12  mw:925.601 fg:24 cnt:10797

----

15DEN/KON2   Datum: EA=5.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb8C12-

C12Nb8  mw:887.252 Anion CAS: Z-193679-80-0 fg:19 cnt:9490

----

97LI_/WU     Datum: EA=1.65(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ru6C(CO)11=

C12O11Ru6  mw:931.371 fg:22 cnt:5852

----

02BUT/JOH    Datum: EA=0.62(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Ru6(CO)12=

C12O12Ru6  mw:947.366 fg:22 cnt:5861

----

02BUT/JOH    Datum: EA=0.62(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(CO2)12-.

C12O24  mw:527.879 Anion CAS: Z-190401-98-0 fg:302 cnt:1859

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=3.09(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=2.90(3) eV LPES p:5

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

ScC12-.

C12Sc  mw:188.956 fg:19 cnt:5047

----

00KOH/SUZ    Datum: EA=2.85(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ti8C12-

C12Ti8  mw:527.584 Anion CAS: Z-186089-45-2 fg:19 cnt:9486

----

97LI_/WU     Datum: EA=1.05(5) eV LPES p:8

See also 96WAN/LI . Vertical Detachment Energy:1.16(6) eV.

++++++++++++++++++++++++++++++++

V8C12-

C12V8  mw:551.552 Anion CAS: Z-189294-60-8 fg:19 cnt:9487

----

97LI_/WU     Datum: EA=1.80(8) eV LPES p:8

++++++++++++++++++++++++++++++++

YC12-.

C12Y  mw:232.906 fg:19 cnt:5034

----

00KOH/SUZ    Datum: EA=2.94(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Zr8C12-

C12Zr8  mw:863.238 Anion CAS: Z-193679-79-7 fg:19 cnt:9489

----

97LI_/WU     Datum: EA=1.02(6) eV LPES p:8

++++++++++++++++++++++++++++++++

AuC12H-

C12HAu  mw:341.975 Anion CAS: Z-3069315-51-8 fg:24 cnt:11505

----

22HAN/XIO    Datum: EA=2.220(5) eV LPES p:8

++++++++++++++++++++++++++++++++

2,3,5,6-F4C6HN(C6F5)-

C12HF9N  mw:329.997 Anion CAS: A-3752-73-6 fg:47 cnt:2927

DacidS=25.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 317.7/2.0 IMRE p:9

DacidH(AH)= 325.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hc6f42n.zaf]

G3MP2B3    |-374.6 |327.1|319.6|      |-334.5 |       |25.2|     

G4MP2      |-366.3 |326.8|319.3|      |-325.9 |       |25.1|     

M062X/Def2T|-391.4 |326.0|318.6| 3.347|-352.6 |-313.7 |24.6|91.0 

B3/6-311++G|-311.3 |322.8|315.3| 3.425|-266.8 |-234.1 |25.0|84.8 

++++++++++++++++++++++++++++++++

pentaCF3-C6CH2-

C12H2F15  mw:430.992 Anion CAS: Z-1018330-52-3 fg:74 cnt:7499

DacidS=27.0/3.0 Calc | 

----

08KUT/MOV    Datum: DacidG= 318.9/2.0 IMRE p:8

DacidH(AH)= 327.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q5phj.zaf]

G3MP2B3    |-798.6 |332.9|324.9| 3.446|-764.2 |-719.2 |26.7|97.2 

M062X/Def2T|-813.5 |329.6|321.3| 3.260|-778.5 |-738.4 |28.1|92.1 

B3/6-311++G|-677.8 |326.0|317.8| 3.367|-636.5 |-600.2 |27.5|88.4 

++++++++++++++++++++++++++++++++

C6(CN)5CH2-

C12H2N5  mw:216.032 Anion CAS: Z-839678-23-8 fg:74 cnt:4832

HOF(AH)= 177.7/2.0 GpAd 93SP     |

DacidS=22.0/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 301.6/2.0 IMRE | HOF(A-)=120.2/3.0 Acid p:9

DacidH(AH)= 308.2/2.2 G+TS

----

00KOP/KOP    Datum: DacidG= 302.1/2.0 IMRE p:8

DacidH(AH)= 308.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cn5phj.zaf]

CBS-QB3    |142.0  |312.0|305.5|      |195.7  |       |21.9|     

G3MP2B3    |132.5  |311.4|304.8| 4.426|188.3  |234.6  |21.9|98.4 

G4MP2      |136.0  |311.3|304.6| 4.174|191.9  |232.4  |22.4|92.6 

M062X/Def2T|134.9  |307.1|300.5| 4.115|192.4  |229.9  |22.2|89.6 

B3/6-311++G|179.6  |308.3|301.6| 4.042|238.6  |272.9  |22.3|86.4 

++++++++++++++++++++++++++++++++

mNO2-pCl-C6H3SO2N(SO2C6F5)-

C12H3ClF5N2O6S2  mw:464.905 Anion CAS: A-1171188-96-7 fg:49 cnt:7580

DacidS=23.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 287.8/2.0 IMRE p:9

DacidH(AH)= 294.7/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 285.4/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clnittfy.zaf]

G3MP2B3    |-361.2 |296.8|290.2|      |-290.8 |       |22.1|     

B3/6-311++G|-185.7 |299.1|291.7| 5.264|-117.6 |-64.0  |25.0|105.7

B3/6-311++G|-185.7 |299.1|291.7| 5.264|-117.6 |-64.0  |25.0|105.7

++++++++++++++++++++++++++++++++

pCl-C6H4SO2N(SO2C6F5)-

C12H4ClF5NO4S2  mw:419.920 Anion CAS: A-1171188-85-4 fg:49 cnt:7573

DacidS=23.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 296.0/2.0 IMRE p:9

DacidH(AH)= 302.9/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 291.4/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clttfy.zaf]

G3MP2B3    |-359.3 |303.0|296.3|      |-295.1 |       |22.6|     

B3/6-311++G|-192.2 |305.2|297.9| 4.964|-130.1 |-77.4  |24.4|104.8

++++++++++++++++++++++++++++++++

(2,5-diCl-phenyl-o-dithiolate)2MoO-

C12H4Cl4MoOS4  mw:529.696 Anion CAS: Z-464917-18-8 fg:24 cnt:10243

----

02WAN/INS    Datum: EA=3.88(8) eV LPES p:7

Vertical Detachment Energy:4.17(8) eV.

++++++++++++++++++++++++++++++++

pNO2-C6H4N(C6F5)-

C12H4F5N2O2  mw:303.020 Anion CAS: A-50717-35-6 fg:47 cnt:2930

HOF(A.)= -132.5/2.2 D+AH         | BDE(A-H)= 88.1/1.0 SDEA 93BOR/ZHA 

HOF(AH)= -168.5/2.0 GpAd 93SP    |

DacidS=24.5/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 315.5/2.0 IMRE | HOF(A-)=-211.4/3.0 Acid p:8

DacidH(AH)= 322.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pniphnpf.zaf]

G3MP2B3    |-209.9 |324.3|317.1| 3.777|-167.0 |-122.8 |24.3|96.3 

G3MP2B3+   |-210.0 |324.4|317.1|      |-167.2 |       |24.5|     

G4MP2      |-204.7 |324.2|317.0|      |-161.8 |       |24.2|     

M062X/Def2T|-221.1 |322.1|315.1| 3.528|-178.5 |-139.7 |23.7|91.0 

B3/6-311++G|-156.0 |318.4|311.1| 3.569|-107.1 |-73.7  |24.4|85.5 

++++++++++++++++++++++++++++++++

mNO2-C6H4SO2N(SO2C6F5)-

C12H4F5N2O6S2  mw:430.944 Anion CAS: A-1171188-92-3 fg:49 cnt:7578

DacidS=23.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 290.3/2.0 IMRE p:9

DacidH(AH)= 297.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnittfy.zaf]

G3MP2B3    |-358.3 |299.0|292.3|      |-290.0 |       |22.4|     

B3/6-311++G|-190.8 |301.2|293.6| 5.168|-124.7 |-71.2  |25.5|105.5

++++++++++++++++++++++++++++++++

pNO2-C6H4SO2N(SO2C6F5)-

C12H4F5N2O6S2  mw:430.944 Anion CAS: A-1171188-93-4 fg:49 cnt:7579

DacidS=23.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 289.2/2.0 IMRE p:9

DacidH(AH)= 296.1/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 286.5/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnittf5.zaf]

G3MP2B3    |-359.0 |298.0|291.4|      |-289.8 |       |22.2|     

M062X/Def2T|-360.4 |296.9|289.9| 1.068|-292.6 |-230.4 |23.5|114.3

B3/6-311++G|-192.3 |299.4|292.2| 5.341|-124.3 |-71.1  |24.1|105.3

++++++++++++++++++++++++++++++++

tetracyanoquinodimethane-.

C12H4N4  mw:204.044 Anion CAS: Z-34507-61-4 fg:113 cnt:478

HOF(A.)= 184.1/2.3  86PED/NAY    |

----

15ZHU/WAN    Datum: EA=3.383(1) eV LPES | HOF(A-)=106.1/2.3 R-EA p:9

----

10ROB/LEC    Datum: EA=2.9(1) eV PVMI p:7
###### the following are "below the line": evaluated as not accurate ####

----

77COM/COO    Datum: EA=2.80(30) eV NBIE p:4

The neutral .DELTA.fH is not in 94PED, but this value agrees very well with composite computational methods(18BAR/).

----

74KLO/COM    Datum: EA=2.8(1) eV NBIE p:4

There are bound excited states: 94BRI/GUN.

----

79NAZ/POK    Datum: EA=2.8(1) eV SI   p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

67FAR/PAG    Datum: EA=2.88(19) eV SI   [66.4(44) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tcnqa.zzf]

CBS-QB3    |110.9  |     |     | 3.605|       |194.1  |    |     

G3MP2B3    |106.1  |     |     | 3.432|       |185.3  |    |     

G3MP2B3+   |105.8  |     |     | 3.435|       |185.1  |    |     

M062X/Def2T|102.1  |     |     | 3.772|       |189.1  |    |     

B3/6-311++G|141.2  |     |     | 3.785|       |228.5  |    |     

++++++++++++++++++++++++++++++++

pCN-C6F4C(CN)=C(OEt)O-

C12H5F4N2O2  mw:285.029 Anion CAS: Z-739315-86-7 fg:66 cnt:4853

HOF(AH)= -190.5/2.0 GpAd 93SP    |

DacidS=22.8/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 306.6/2.0 IMRE | HOF(A-)=-242.8/3.0 Acid p:9

DacidH(AH)= 313.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cnp4xcne.zaf]

G3MP2B3    |-231.3 |314.8|308.0| 4.022|-178.8 |-138.4 |22.8|92.5 

G3MP2B3+   |-231.4 |314.6|307.8| 4.030|-178.8 |-138.4 |22.8|92.5 

G4MP2      |-224.4 |314.7|308.1|      |-171.9 |       |22.3|     

M062X/Def2T|-240.8 |308.4|301.9| 3.883|-184.6 |-151.1 |22.0|85.6 

B3/6-311++G|-172.4 |308.5|301.9| 3.832|-113.6 |-83.9  |22.0|81.8 

++++++++++++++++++++++++++++++++

pCF3-C6F4C(CN)=C(OEt)O-

C12H5F7NO2  mw:328.021 Anion CAS: Z-760116-10-7 fg:66 cnt:4850

HOF(AH)= -383.5/2.0 GpAd 93SP    |

----

00KOP/KOP    Datum: DacidG= 307.8/2.0 IMRE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qyfxcne.zaf]

G3MP2B3    |-420.5 |318.3|310.9|      |-371.6 |       |24.8|     

M062X/Def2T|-433.6 |312.3|305.4| 3.770|-381.2 |-345.7 |23.0|87.6 

B3/6-311++G|-347.9 |310.9|304.1| 3.794|-291.5 |-262.6 |22.9|81.1 

++++++++++++++++++++++++++++++++

trans-2,2',6,6'-tetrafluoroazobenzene-.

C12H6F4N2  mw:254.047 Anion CAS: N-1810009-15-4 fg:102 cnt:9703

----

15REZ/WAN    Datum: EA=1.3(1) eV LPES p:8

Vertical Detachment Energy:1.78(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f4phnnph.zzf]

CBS-QB3    |-109.4 |     |     | 1.428|       |-76.7  |    |     

G3MP2B3    |-105.2 |     |     | 1.272|       |-76.0  |    |     

M062X/Def2T|-119.7 |     |     | 1.464|       |-86.2  |    |     

B3/6-311++G|-66.0  |     |     | 1.663|       |-27.9  |    |     

++++++++++++++++++++++++++++++++

mNO2-pCl-C6H3SO2N(SO2C6H4-mNO2)-

C12H7ClN3O8S2  mw:419.937 Anion CAS: A-34350-21-5 fg:49 cnt:7576

DacidS=23.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 291.1/2.0 IMRE p:9

DacidH(AH)= 298.0/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 287.4/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clnittni.zaf]

G3MP2B3    |-157.7 |298.8|292.2|      |-89.3  |       |22.0|     

M062X/Def2T|-150.0 |298.6|291.0| 5.481|-84.0  |-22.2  |25.6|113.9

B3/6-311++G|5.3    |301.5|293.2| 5.091|71.1   |123.0  |27.8|104.0

++++++++++++++++++++++++++++++++

MeCN..2,3-diCl-1,4-naphthoquinone-.

C12H7Cl2NO2  mw:266.986

Core ion CAS: Z-22062-59-5 Solvent: 75-05-8 fg:313 cnt:1961

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG=<1.5/1.6 IMRE p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

mNO2-pCl-C6H3SO2N(SO2C6H4pCl)-

C12H7Cl2N2O6S2  mw:408.913 Anion CAS: A-1171188-83-2 fg:49 cnt:7572

DacidS=23.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 296.1/2.0 IMRE p:9

DacidH(AH)= 303.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clnittcl.zaf]

G3MP2B3    |-158.2 |303.1|295.9|      |-94.1  |       |24.1|     

M062X/Def2T|-152.5 |302.8|294.9| 5.252|-90.7  |-30.1  |26.6|112.7

B3/6-311++G|4.0    |305.5|298.2| 4.880|65.8   |116.9  |24.4|103.2

++++++++++++++++++++++++++++++++

pMe-C6H4N(4-aza-C5F4)-

C12H7F4N2  mw:255.055 Anion CAS: A-42794-87-6 fg:47 cnt:4412

DacidS=24.3/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 325.0/2.0 IMRE p:8

DacidH(AH)= 332.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nc5f4ntl.zaf]

CBS-QB3    |-163.6 |333.0|325.9| 3.010|-130.8 |-94.2  |23.9|88.7 

G3MP2B3    |-162.9 |333.2|326.0| 3.236|-128.9 |-88.3  |24.2|92.7 

G3MP2B3+   |-163.0 |333.3|326.1|      |-129.1 |       |24.3|     

G4MP2      |-159.1 |333.2|326.2|      |-125.2 |       |23.6|     

M062X/Def2T|-172.2 |332.6|324.6| 3.035|-140.1 |-101.9 |26.7|90.3 

B3/6-311++G|-114.3 |331.1|323.5| 2.935|-78.1  |-46.6  |25.4|83.6 

++++++++++++++++++++++++++++++++

acenaphthylene-.

C12H8  mw:152.063 Anion CAS: Z-34493-60-2 fg:104 cnt:428

HOF(A.)=  62.9/0.9  08ROU/TEM    |

----

81CHE/WEN    Datum: EA=>0.70(20) eV ECD  | HOF(A-)=<46.8/4.7 R-EA p:5
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.455(5) eV ECD  p:2

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.7-0.8 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acenaphy.zzf]

CBS-QB3    |47.1   |339.8|332.7| 0.793|73.0   |65.2   |23.8|44.2 

G3MP2B3    |42.2   |337.3|330.2| 0.737|72.1   |59.1   |23.8|39.1 

G3MP2B3+   |42.2   |337.4|330.2| 0.731|72.0   |58.8   |23.8|38.9 

G4MP2      |38.3   |337.3|330.2| 0.922|68.2   |59.4   |24.0|43.3 

M062X/Def2T|42.0   |339.0|331.8| 0.820|67.7   |60.7   |23.9|45.1 

B3/6-311++G|81.0   |342.6|335.5| 0.875|105.7  |101.0  |23.8|47.4 

++++++++++++++++++++++++++++++++

biphenylene-.

C12H8  mw:152.063 Anion CAS: Z-34478-97-2 fg:104 cnt:3194

HOF(A.)=  99.7/0.5  08ROU/TEM    |

----

95CHE/COO    Datum: EA=0.89(10) eV CIDC | HOF(A-)=79.2/2.4 R-EA p:8

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.25-0.45 eV. This electron affinity may be ring-opened.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [biphlene.zzf]

CBS-QB3    |96.7   |     |     | 0.255|       |102.3  |    |     

G3MP2B3    |90.9   |     |     | 0.251|       |96.4   |    |     

G3MP2B3+   |90.7   |     |     | 0.249|       |96.2   |    |     

G4MP2      |86.8   |     |     | 0.454|       |96.9   |    |     

G4MP2      |86.7   |     |     | 0.456|       |96.9   |    |     

M062X/Def2T|91.7   |     |     | 0.201|       |96.0   |    |     

B3/6-311++G|128.3  |     |     | 0.338|       |135.8  |    |     

++++++++++++++++++++++++++++++++

pNO2-C6H4SO2N(SO2C6H4pCl)-

C12H8ClN2O6S2  mw:374.952 Anion CAS: Z-1287795-41-8 fg:49 cnt:7571

DacidS=23.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 297.0/2.0 IMRE p:9

DacidH(AH)= 303.9/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 292.8/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnittpcl.zaf]

G3MP2B3    |-156.2 |304.1|297.1|      |-93.1  |       |23.3|     

M062X/Def2T|-151.3 |303.3|295.9|      |-89.9  |       |24.8|     

B3/6-311++G|-2.7   |305.5|298.7| 4.869|59.0   |110.0  |23.1|103.1

B3/6-311++G|-2.7   |305.5|298.7| 4.993|59.0   |110.0  |23.0|103.1

++++++++++++++++++++++++++++++++

(pCl-C6H4SO2)2N-

C12H8Cl2NO4S2  mw:363.928 Anion CAS: Z-49870-18-0 fg:49 cnt:7557

DacidS=23.3/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 302.6/2.0 IMRE | HOF(A-)=-157.1/5.4 Acid p:9

DacidH(AH)= 309.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clpso22n.zaf]

G3MP2B3    |-156.0 |309.3|302.7| 5.044|-98.0  |-39.3  |22.0|110.9

G3MP2B3+   |-156.1 |309.0|302.1|      |-97.9  |       |23.3|     

G4MP2      |-160.7 |310.1|303.2|      |-103.6 |       |23.0|     

M062X/Def2T|-152.3 |309.0|302.1| 5.014|-96.6  |-36.4  |23.2|112.3

B3/6-311++G|-2.1   |311.4|304.5| 4.695|53.8   |106.5  |23.1|104.8

++++++++++++++++++++++++++++++++

PhNHCOC(CN)(CO2CH2CF3)-

C12H8F3N2O3  mw:285.049 Anion CAS: Z-771586-05-1 fg:66 cnt:6509

DacidS=24.5 Calc | 

----

04MIS/MAT    Datum: DacidG= 304.0/2.0 IMRE p:9

DacidH(AH)= 311.3 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ancoccnq.zaf]

G3MP2B3    |-284.3 |318.1|310.6| 3.987|-235.2 |-192.3 |25.0|95.1 

G4MP2      |-280.3 |317.8|310.3|      |-231.0 |       |25.4|     

M062X/Def2T|-294.8 |316.9|308.4| 4.044|-247.1 |-201.5 |28.6|97.7 

B3/6-311++G|-224.8 |315.1|307.0| 3.919|-172.7 |-134.3 |27.4|90.5 

++++++++++++++++++++++++++++++++

pMe-C6F4C(CN)=C(OEt)O-

C12H8F4NO2  mw:274.050 Anion CAS: Z-748075-02-7 fg:66 cnt:4849

HOF(AH)= -231.0/2.0 GpAd 93SP    |

DacidS=23.0/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 316.3/2.0 IMRE | HOF(A-)=-273.5/3.0 Acid p:9

DacidH(AH)= 323.2/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rph4xcne.zaf]

G3MP2B3    |-266.6 |326.9|319.6| 3.405|-226.3 |-188.1 |24.3|90.3 

G4MP2      |-260.5 |326.8|319.7|      |-220.2 |       |24.0|     

M062X/Def2T|-275.4 |321.8|315.5| 3.272|-232.5 |-199.8 |21.2|84.8 

B3/6-311++G|-208.0 |321.0|314.3| 3.220|-161.7 |-133.7 |22.5|80.1 

++++++++++++++++++++++++++++++++

ferrocene-1,1'-diCO2=

C12H8FeO4  mw:271.978 Anion CAS: Z-214786-22-8 fg:37 cnt:10384

----

05WAN/DAI    Datum: EA=0.25(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ferrco22.zd0]

M062X/Def2T|-105.7 |395.0|387.3|-0.264|-136.0 |-111.7 |26.0|76.4 

B3/6-311++G|-63.3  |393.8|386.1|-0.118|-89.9  |-65.8  |25.8|76.2 

B3/6-311++G|-65.8  |307.6|298.5| 4.260|-6.2   |31.8   |30.5|90.1 

++++++++++++++++++++++++++++++++

(phenyl-o-dithiolate)2MoO-

C12H8MoOS4  mw:393.852 Anion CAS: Z-106317-20-8 fg:24 cnt:10242

----

02WAN/INS    Datum: EA=3.42(8) eV LPES p:7

Vertical Detachment Energy:3.70(10) eV.

++++++++++++++++++++++++++++++++

carbazolide-

C12H8N  mw:166.066 Anion CAS: Z-23560-25-0 fg:51 cnt:1256

HOF(A.)=  95.3/4.1 D+AH          | BDE(A-H)= 90.7/2.8 D-EA           

HOF(AH)=  54.7/0.9  81KUD/KUD2   |

DacidS=26.0/2.0 Stat | 

----

88TAF/BOR    Datum: DacidG= 337.4/2.0 IMRE | HOF(A-)=34.2/2.3 Acid p:9

DacidH(AH)= 345.2/2.1 G+TS EA(ev)= 2.651

----

23ZHA/YUA    Datum: EA=2.5653(4) eV LPES p:8

There is a dipole-bound state 20 cm-1 below the detachment threshold.
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS2   Datum: DacidH(AH)= 335.5/6.2 EIAE p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [carbazol.zaf]

CBS-QB3    |29.5   |344.3|337.0| 2.648|51.0   |90.6   |24.6|91.8 

G3MP2B3    |23.8   |344.1|336.8| 2.830|46.9   |89.1   |24.5|94.3 

G3MP2B3+   |23.6   |344.1|336.8| 2.835|46.7   |89.0   |24.6|94.4 

G4MP2      |24.3   |344.1|336.7| 2.658|47.4   |85.6   |24.7|90.3 

M062X/Def2T|24.3   |345.4|338.0| 2.633|43.6   |85.0   |24.6|93.5 

B3/6-311++G|64.6   |345.4|338.0| 2.478|86.5   |121.8  |24.6|87.4 

++++++++++++++++++++++++++++++++

phenazine-.

C12H8N2  mw:180.069 Anion CAS: Z-34467-89-5 fg:105 cnt:2279

HOF(A.)=  82.0/0.7  80ARS/       |

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

24SLI/LIE    Datum: EA=0() eV [ eV] | HOF(A-)=53.9/0.7 R-EA p:8

Singlet-triplet difference of the neutral: 1.97(2) eV.

----

21LIE/MEN    Datum: EA=1.22(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

89DIL/KEB2   Datum: EA=1.31(9) eV IMRE [30.1(20) kcal] p:8

.DELTA.eaG(423 K) = -29.5 kcal/mol; .DELTA.eaS =-1.5, taken as that of anthracene, from 87KEB/CHO. 9,10-diazaanthracene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phenazin.zzf]

CBS-QB3    |46.9   |     |     | 1.427|       |79.7   |    |     

G3MP2B3    |44.9   |     |     | 1.351|       |75.9   |    |     

G3MP2B3+   |45.4   |     |     | 1.320|       |75.7   |    |     

G4MP2      |41.7   |     |     | 1.531|       |76.8   |    |     

M062X/Def2T|43.3   |     |     | 1.363|       |74.6   |    |     

B3/6-311++G|81.6   |     |     | 1.437|       |114.5  |    |     

++++++++++++++++++++++++++++++++

benzo[c]cinnoline-.

C12H8N2  mw:180.069 Anion CAS: Z-34524-78-2 fg:105 cnt:2281

----

89DIL/KEB2   Datum: EA=0.919(87) eV [21.2(20) kcal] p:8

.DELTA.eaG(423 K) = -20.6 kcal/mol; .DELTA.eaS =-1.5, taken as that of anthracene, from 87KEB/CHO. 1,2-diazaphenanthrene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcinnoli.zzf]

CBS-QB3    |74.0   |     |     | 0.944|       |95.5   |    |     

G3MP2B3    |70.7   |     |     | 0.916|       |91.5   |    |     

G3MP2B3+   |70.5   |     |     | 0.912|       |91.3   |    |     

G4MP2      |66.5   |     |     | 1.117|       |92.0   |    |     

M062X/Def2T|69.4   |     |     | 0.903|       |90.0   |    |     

B3/6-311++G|107.7  |     |     | 1.036|       |131.4  |    |     

++++++++++++++++++++++++++++++++

(mNO2-C6H4SO2)2N-

C12H8N3O8S2  mw:385.976 Anion CAS: A-116082-80-5 fg:49 cnt:7575

DacidS=23.0/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 293.3/2.0 IMRE | HOF(A-)=-159.5/5.4 Acid p:9

DacidH(AH)= 300.2/2.2 G+TS

----

25LEE/KAL    Datum: DacidG= 289.3/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnittmni.zaf]

G3MP2B3    |-154.8 |300.8|294.4|      |-88.4  |       |21.6|     

M062X/Def2T|-147.3 |300.6|293.0|      |-83.3  |       |25.6|     

B3/6-311++G|-1.4   |301.8|295.9|      |64.1   |       |19.8|     

++++++++++++++++++++++++++++++++

(pNO2-C6H4SO2)2N-

C12H8N3O8S2  mw:385.976 Anion CAS: Z-185117-49-1 fg:49 cnt:7577

DacidS=23.0/3.0 Calc | 

----

09LEI/RAA    Datum: DacidG= 291.1/2.0 IMRE | HOF(A-)=-161.7/5.4 Acid p:9

DacidH(AH)= 298.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnibs2n.zaf]

G3MP2B3    |-156.0 |299.2|292.8|      |-88.0  |       |21.5|     

M062X/Def2T|-149.9 |297.7|291.1|      |-83.0  |       |22.1|     

B3/6-311++G|-2.8   |299.8|293.9| 5.139|64.6   |116.1  |19.8|103.6

++++++++++++++++++++++++++++++++

2-Ph-p-benzoquinone-.

C12H8O2  mw:184.053 Anion CAS: Z-25483-71-0 fg:113 cnt:1674

HOF(A.)=  -6.0/4.0 Est3          |

----

88HEI/CHO    Datum: EA=2.04(6) eV TDEq [47.1(14) kcal] | HOF(A-)=-53.1/4.2 R-EA p:9

.DELTA.eaG(423 K) = -45.1 kcal/mol; .DELTA.eaS = -5.2 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2phbq.zzf]

CBS-QB3    |-52.4  |     |     | 2.106|       |-3.7   |    |     

G3MP2B3    |-56.4  |     |     | 2.081|       |-8.3   |    |     

G3MP2B3+   |-56.8  |     |     | 2.090|       |-8.5   |    |     

G4MP2      |-59.4  |     |     | 2.297|       |-6.3   |    |     

M062X/Def2T|-57.2  |     |     | 2.171|       |-6.9   |    |     

B3/6-311++G|-15.7  |     |     | 2.318|       |37.8   |    |     

++++++++++++++++++++++++++++++++

(p-benzoquinone)2-.

C12H8O4  mw:216.043

Core ion CAS: Z-3225-29-4 Solvent: 106-51-4 fg:313 cnt:10766

HOF(solv)= -29.4/0.8 neut 94PED/   

----

19MEN/WIL    Datum: EA=2.2(1) eV LPES p:8

DaffH(AH)=  7.8/2.3 dEA

Vertical Detachment Energy:2.65(5) eV.

++++++++++++++++++++++++++++++++

4,4'-biphenyl-diSO3=

C12H8O6S2  mw:311.977 Anion CAS: Z-47080-98-8 fg:40 cnt:10595

----

10NIN/DAU    Datum: EA=2.6(1) eV PVMI p:8

Reverse Coulomb barrier estimated as 1.3 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bpdiso3.zdf]

G3MP2B3    |-262.0 |349.8|342.8| 3.311|-244.6 |-185.3 |23.2|111.4

M062X/Def2T|-253.5 |351.1|342.8| 2.677|-239.9 |-191.5 |27.7|100.5

B3/6-311++G|-106.9 |     |     | 2.300|       |-53.5  |    |     

++++++++++++++++++++++++++++++++

ter(2,2')thiophene-.

C12H8S3  mw:247.979 Anion CAS: Z-129214-92-2 fg:106 cnt:8089

----

19THU/SAG    Datum: EA=0.6089(10) eV [4911.(8) cm-1] p:8

----

11SIE/VOG    Datum: EA=0.66(3) eV LPES p:8

Neutral triplet state up 1.90 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [terthiop.zzf]

CBS-QB3    |67.6   |     |     | 0.771|       |84.8   |    |     

G3MP2B3    |66.9   |     |     | 0.609|       |80.5   |    |     

G3MP2B3+   |66.6   |     |     | 0.607|       |80.2   |    |     

G4MP2      |59.4   |     |     | 0.850|       |78.6   |    |     

M062X/Def2T|67.8   |     |     | 0.710|       |83.7   |    |     

B3/6-311++G|135.0  |     |     | 0.968|       |156.9  |    |     

++++++++++++++++++++++++++++++++

acenaphthenide-

C12H9  mw:153.071 Anion CAS: Z-115561-63-2 fg:74 cnt:1847

HOF(AH)=  37.5/0.7  08ROU/TEM    |

DacidS=22.2/2.0 TDEq | 

----

88MEO/KAF    Datum: DacidH(AH)= 372.5/2.5 TDEq | HOF(A-)=44.3/2.6 Acid p:9

DacidG(AH)= 365.8/2.0 TDEq

Acenaphthene: 1,8-(1,2-ethano)naphthalene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acenaph.zaf]

CBS-QB3    |46.3   |372.3|364.8| 1.165|39.8   |73.0   |25.1|85.4 

G3MP2B3    |38.7   |371.5|363.6| 1.458|34.4   |72.1   |26.6|89.8 

G3MP2B3+   |38.4   |371.4|363.9| 1.468|34.1   |72.0   |25.4|90.0 

G4MP2      |38.8   |371.1|363.5| 1.283|34.9   |68.2   |25.4|85.4 

M062X/Def2T|40.8   |370.7|363.4| 1.177|34.8   |67.7   |24.4|85.0 

B3/6-311++G|80.4   |371.1|363.6| 1.106|76.5   |105.7  |25.4|81.3 

++++++++++++++++++++++++++++++++

Z-4-vinylidene-(4(2,3-dimethyl-5-imidazolone))-3,5-diF-phenoxide-

C12H9F2N2O2  mw:251.064 Anion CAS: A-1241390-29-3 fg:33 cnt:11443

----

21WOO/HEN    Datum: EA=2.98(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hbdif2-z.zaf]

CBS-QB3    |-166.4 |     |     | 2.880|       |-99.9  |    |     

G3MP2B3    |-165.4 |     |     | 3.193|       |-91.8  |    |     

M062X/Def2T|-172.8 |     |     | 3.063|       |-101.1 |    |     

B3/6-311++G|-120.6 |     |     | 3.071|       |-49.8  |    |     

++++++++++++++++++++++++++++++++

ferrocene-1-CO2H-1'-CO2-

C12H9FeO4  mw:272.986 Anion CAS: Z-214786-17-1 fg:37 cnt:10383

----

05WAN/DAI    Datum: EA=3.80(3) eV LPES p:8

Likely intramolecularly hydrogen-bonded.

++++++++++++++++++++++++++++++++

oPh-nitrobenzene-.

C12H9NO2  mw:199.064 Anion CAS: Z-34505-49-2 fg:107 cnt:1650

HOF(A.)=  39.2/1.0 GpAd 93SP     |

----

89CHO/KIS    Datum: EA=1.07(9) eV IMRE [24.6(20) kcal] | HOF(A-)=14.6/2.2 R-EA p:9

.DELTA.eaG(423 K) = -23.8 kcal/mol, .DELTA.S = -2 eu estimated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ophnb.zzf]

CBS-QB3    |16.0   |     |     | 1.048|       |40.1   |    |     

G3MP2B3    |17.5   |     |     | 0.893|       |38.1   |    |     

G3MP2B3+   |16.6   |     |     | 0.919|       |37.7   |    |     

G4MP2      |13.1   |     |     | 1.133|       |39.2   |    |     

M062X/Def2T|13.0   |     |     | 1.160|       |39.7   |    |     

B3/6-311++G|54.0   |     |     | 1.354|       |85.1   |    |     

++++++++++++++++++++++++++++++++

pPh-nitrobenzene-.

C12H9NO2  mw:199.064 Anion CAS: Z-34505-43-6 fg:107 cnt:1652

HOF(A.)=  39.2/1.0 GpAd 93SP     |

----

89CHO/KIS    Datum: EA=1.20(9) eV IMRE [27.7(20) kcal] | HOF(A-)=11.5/2.2 R-EA p:9

.DELTA.eaG(423 K) = -26.9 kcal/mol, .DELTA.S = -2 eu estimated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pphnb.zzf]

CBS-QB3    |9.5    |     |     | 1.157|       |36.1   |    |     

G3MP2B3    |12.1   |     |     | 0.969|       |34.3   |    |     

G3MP2B3+   |11.9   |     |     | 0.967|       |34.0   |    |     

G4MP2      |6.6    |     |     | 1.244|       |35.2   |    |     

M062X/Def2T|4.7    |     |     | 1.287|       |34.3   |    |     

B3/6-311++G|43.6   |     |     | 1.539|       |79.0   |    |     

++++++++++++++++++++++++++++++++

mPh-nitrobenzene-.

C12H9NO2  mw:199.064 Anion CAS: Z-34505-50-5 fg:107 cnt:1651

HOF(A.)=  39.2/1.0 GpAd 93SP     |

----

89CHO/KIS    Datum: EA=1.12(9) eV IMRE [25.9(20) kcal] | HOF(A-)=13.3/2.2 R-EA p:9

.DELTA.eaG(423 K) = -25.1 kcal/mol, .DELTA.S = -2 eu estimated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mphnb.zzf]

CBS-QB3    |12.2   |     |     | 1.039|       |36.1   |    |     

G3MP2B3    |14.2   |     |     | 0.879|       |34.3   |    |     

G3MP2B3+   |13.1   |     |     | 0.912|       |34.0   |    |     

M062X/Def2T|7.4    |     |     | 1.179|       |34.5   |    |     

B3/6-311++G|47.1   |     |     | 1.409|       |79.4   |    |     

++++++++++++++++++++++++++++++++

MeCN..1,4-naphthoquinone-.

C12H9NO2  mw:199.064

Core ion CAS: Z-20261-01-2 Solvent: 75-05-8 fg:313 cnt:1956

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

87CHO/GRI    Datum: DaffG= 4.2/1.6 IMRE | HOF(A-)=-46.9/1.2 AfIN p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

1-Me-2-aza-carbazolide- | harmanide- aka 1-Me-2,9-diazafluorenide-

C12H9N2  mw:181.077 Anion CAS: Z-132145-69-8 fg:51 cnt:11920

----

25GAO/CAO    Datum: EA=2.72(5) eV LPES p:8

Vertical Detachment Energy: 2.79(5) eV. Harmane = 2-Me-3-aza-carbazole.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [harmane.zaf]

G3MP2B3    |22.8   |339.1|331.8| 3.029|50.9   |92.8   |24.7|94.0 

G3MP2B3+   |22.6   |339.1|331.8|      |50.7   |       |24.7|     

G4MP2      |23.4   |339.2|331.7|      |51.4   |       |25.1|     

M062X/Def2T|25.2   |340.1|332.5|      |49.8   |       |25.4|     

B3/6-311++G|64.1   |340.3|333.0|      |91.0   |       |24.7|     

++++++++++++++++++++++++++++++++

pNO2-C6H4N(Ph)-

C12H9N2O2  mw:213.067 Anion CAS: Z-78525-47-0 fg:47 cnt:4411

HOF(AH)=  44.6/2.0 GpAd 93SP     |

DacidS=23.5/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 328.3/2.0 IMRE | HOF(A-)=14.2/3.0 Acid p:8

DacidH(AH)= 335.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pniphnph.zaf]

G3MP2B3    |10.5   |335.0|327.9| 3.160|42.7   |83.4   |23.6|92.8 

G3MP2B3+   |10.2   |335.0|328.0| 3.168|42.4   |83.3   |23.5|92.9 

G4MP2      |11.7   |335.1|327.9|      |43.8   |       |23.9|     

M062X/Def2T|7.9    |333.8|326.8| 2.956|38.8   |76.1   |23.5|89.4 

B3/6-311++G|48.8   |331.2|324.2| 2.938|84.8   |116.6  |23.5|83.9 

++++++++++++++++++++++++++++++++

pOH-Ph-phenoxide-

C12H9O2  mw:185.061 Anion CAS: Z-61857-43-0 fg:33 cnt:10457

HOF(AH)= -41.2/2.0 GpAd 93SP     |

----

19ZHU/CHE    Datum: EA=0.864(30) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pohphpho.zaf]

CBS-QB3    |-62.7  |343.7|336.1| 2.416|-40.6  |-7.1   |25.3|85.7 

G3MP2B3    |-67.0  |344.2|336.6| 2.657|-44.0  |-5.8   |25.4|90.3 

G4MP2      |-65.3  |344.1|336.5| 2.431|-42.3  |-9.3   |25.6|85.1 

M062X/Def2T|-67.2  |344.1|336.5| 2.373|-46.6  |-12.6  |25.5|86.2 

B3/6-311++G|-22.7  |341.3|333.7| 2.342|3.3    |31.2   |25.4|80.0 

++++++++++++++++++++++++++++++++

biphenyl-.

C12H10  mw:154.079 Anion CAS: Z-34509-93-8 fg:103 cnt:429

HOF(A.)=  43.1/0.8  08ROU/TEM    |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.151(13) eV ECD  p:2

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.02 to -0.1 eV, anion unbound.

----

98CHE/CAR    Datum: EA=0.13(2) eV ECD  p:1

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yy.zzf]

CBS-QB3    |49.4   |     |     |-0.171|       |45.0   |    |     

G3MP2B3    |40.3   |     |     |-0.016|       |39.5   |    |     

G3MP2B3+   |40.4   |     |     |-0.032|       |39.4   |    |     

G4MP2      |36.4   |     |     | 0.185|       |40.2   |    |     

M062X/Def2T|43.1   |     |     |-0.153|       |39.2   |    |     

B3/6-311++G|78.5   |     |     | 0.015|       |78.5   |    |     

++++++++++++++++++++++++++++++++

Ph2Ag-

C12H10Ag  mw:260.984 Anion CAS: Z-1372138-39-0 fg:24 cnt:8164

----

12ROH/PET    Datum: EA=<4.77 eV LPES p:8

Upper limit. Authors' calculations imply Vertical Detachment Energy:3.76 eV.

++++++++++++++++++++++++++++++++

1-Me-2-aza-carbazole..Br-

C12H10BrN2  mw:261.003

Core ion CAS: Z-24959-67-9 Solvent: 486-84-0 fg:51 cnt:11923

----

25GAO/CAO    Datum: EA=4.35(5) eV LPES p:8

Vertical Detachment Energy: 4.40(5) eV. Harmane = 2-Me-3-aza-carbazole.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [harmnbr.zcf]

G3MP2B3    |-27.3  | 25.7| 19.3| 21.6|50.9   |-52.5  

++++++++++++++++++++++++++++++++

1-Me-2-aza-carbazole..Cl-

C12H10ClN2  mw:217.053

Core ion CAS: Z-16887-00-6 Solvent: 486-84-0 fg:51 cnt:11922

----

25GAO/CAO    Datum: EA=4.19(5) eV LPES p:8

Vertical Detachment Energy: 4.43(5) eV. Harmane = 2-Me-3-aza-carbazole.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [harmncl.zcf]

G3MP2B3    |-34.5  | 29.3| 22.4| 23.0|50.9   |-56.1  | 4.587

++++++++++++++++++++++++++++++++

1-Me-2-aza-carbazole..F-

C12H10FN2  mw:201.083

Core ion CAS: Z-16984-48-8 Solvent: 486-84-0 fg:51 cnt:11921

----

25GAO/CAO    Datum: EA=3.25(5) eV LPES p:8

Vertical Detachment Energy: 3.38(5) eV. Harmane = 2-Me-3-aza-carbazole.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [harmanf.zcf]

G3MP2B3    |-64.7  | 55.5| 48.4| 23.8|50.9   |-60.1  | 3.550

G3MP2B3+   |-66.1  | 56.7| 49.6| 23.7|50.7   |-60.1  |      

G4MP2      |-63.7  | 53.1| 46.1| 23.4|51.4   |-62.0  |      

M062X/Def2T|-62.6  | 66.5| 59.3| 24.0|49.8   |-45.9  |      

B3/6-311++G|-23.7  |     |     |     |       |       | 3.268

++++++++++++++++++++++++++++++++

(fluorobenzene)2..V-

C12H10F2V  mw:243.020 fg:24 cnt:4309

HOF(solv)= -27.7/0.3 neut 94PED/   

----

97JUD/HIR    Datum: EA=1.74(37) eV LPES p:8

DaffH(AH)=  13.6/9.0 dEA

++++++++++++++++++++++++++++++++

1-Me-2-aza-carbazole..I-

C12H10IN2  mw:308.989

Core ion CAS: Z-20461-54-5 Solvent: 486-84-0 fg:51 cnt:11924

----

25GAO/CAO    Datum: EA=3.93(5) eV LPES p:8

Vertical Detachment Energy: 3.99(5) eV. Harmane = 2-Me-3-aza-carbazole.

++++++++++++++++++++++++++++++++

Ph2N-

C12H10N  mw:168.082 Anion CAS: Z-61057-05-4 fg:47 cnt:1254

HOF(A.)=  87.4/1.2 D+AH          | BDE(A-H)= 87.2/1.0 PAC 97MAC/WAY  

HOF(AH)=  52.3/0.7  78STE/       |

DacidS=23.5/2.0 Stat |  S(A-)=93.6/2.2 Acid |  S(AH)=96.1/1.0 GpAd 93SP

----

88TAF/BOR    Datum: DacidG= 343.8/2.0 IMRE | HOF(A-)=37.4/2.2 Acid p:9

DacidH(AH)= 350.8/2.1 G+TS EA(ev)= 2.168

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2n.zaf]

CBS-QB3    |40.4   |352.1|345.0| 2.083|54.1   |88.4   |23.7|86.4 

G3MP2B3    |33.8   |351.6|344.5| 2.354|49.4   |88.0   |23.6|90.7 

G3MP2B3+   |33.5   |351.6|344.6| 2.361|49.2   |87.9   |23.5|90.9 

G4MP2      |34.6   |351.5|344.3| 2.146|50.3   |84.0   |24.0|85.9 

M062X/Def2T|33.0   |351.9|345.0| 2.094|45.8   |81.2   |23.1|87.5 

B3/6-311++G|70.3   |351.1|344.2| 1.989|86.5   |116.1  |23.3|81.8 

++++++++++++++++++++++++++++++++

1,3-cyclopentanedione-2-CONHPh-2-ide-

C12H10NO3  mw:216.067 Anion CAS: A-178412-42-5 fg:63 cnt:6527

DacidS=25.5 Calc | 

----

04MIS/MAT    Datum: DacidG= 319.9/2.0 IMRE p:9

DacidH(AH)= 327.5 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable by ca. 16 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cpo2coan.zaf]

CBS-QB3    |-138.6 |327.7|319.5|      |-100.6 |       |27.7|     

G3MP2B3    |-139.9 |328.6|320.4| 4.021|-101.2 |-47.0  |27.4|106.4

G3MP2B3+   |-140.1 |328.5|320.2| 4.033|-101.4 |-47.0  |27.9|106.5

G4MP2      |-137.4 |328.5|320.3| 3.749|-98.7  |-50.8  |27.4|100.0

M062X/Def2T|-143.2 |327.6|319.6|      |-106.1 |       |26.9|     

B3/6-311++G|-94.5  |326.6|318.3| 3.781|-53.9  |-7.2   |27.9|98.8 

++++++++++++++++++++++++++++++++

H2O..phenazine-.

C12H10N2O  mw:198.079

Core ion CAS: Z-34524-80-6 Solvent: 7732-18-5 fg:304 cnt:11974

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=1.57(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(3-aza-benzoic acid)2-. ((Nicotinic acid dimer)

C12H10N2O4  mw:246.065

Core ion CAS: Z-34527-61-2 Solvent: 59-67-6 fg:302 cnt:10043

HOF(solv)= -52.9/0.4 neut 94PED/   

----

07LIP/EUS    Datum: EA=1.62(5) eV LPES p:8

Vertical Detachment Energy:2.07(2) eV.

++++++++++++++++++++++++++++++++

(nitrobenzene)2-.

C12H10N2O4  mw:246.065

Core ion CAS: Z-12169-65-2 Solvent: 98-95-3 fg:207 cnt:11639

HOF(solv)=  16.1/0.1 neut 94PED/   

----

99DES/PER2   Datum: EA=1.5(1) eV LPES p:7

++++++++++++++++++++++++++++++++

1-acetonaphthone-.

C12H10O  mw:170.074 Anion CAS: Z-137349-60-1 fg:110 cnt:916

HOF(A.)=  -4.7/1.0 GpAd 93SP     | | S(A.)=103.6/1.0  93SP

----

75WEN/KAO    Datum: EA=0.598(30) eV ECD  | HOF(A-)=-18.5/1.2 R-EA p:5

1-acetylnaphthalene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1acnaph.zzf]

CBS-QB3    |-13.2  |     |     | 0.588|       |0.4    |    |     

G3MP2B3    |-15.2  |     |     | 0.486|       |-4.1   |    |     

M062X/Def2T|-17.9  |     |     | 0.597|       |-4.2   |    |     

B3/6-311++G|21.5   |     |     | 0.944|       |40.5   |    |     

++++++++++++++++++++++++++++++++

2-COMe-naphthalene-.

C12H10O  mw:170.074 Anion CAS: Z-113399-41-0 fg:110 cnt:9895

----

81CHE/WEN    Datum: EA=0.61(10) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2acnaph.zzf]

CBS-QB3    |-16.4  |     |     | 0.601|       |-2.8   |    |     

G3MP2B3    |-19.1  |     |     | 0.520|       |-7.4   |    |     

G3MP2B3+   |-19.2  |     |     | 0.514|       |-7.6   |    |     

M062X/Def2T|-21.9  |     |     | 0.615|       |-7.8   |    |     

B3/6-311++G|16.5   |     |     | 0.806|       |34.8   |    |     

++++++++++++++++++++++++++++++++

Ph2PO-

C12H10OP  mw:201.047 Anion CAS: Z-88065-76-3 fg:42 cnt:8642

----

14ZHA/TAN    Datum: EA=2.2(1) eV LPES p:9

Vertical Detachment Energy:2.70(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2po.zaf]

CBS-QB3    |-30.9  |347.4|340.3| 2.268|-12.6  |21.4   |23.8|86.0 

G3MP2B3    |-35.1  |346.9|339.5| 2.321|-14.8  |18.4   |24.9|85.3 

G3MP2B3+   |-35.1  |347.2|339.6| 2.313|-15.1  |18.2   |25.4|85.3 

G4MP2      |-34.4  |347.3|340.1| 2.096|-14.5  |13.9   |24.3|80.6 

M062X/Def2T|-33.3  |346.4|338.3| 2.157|-15.0  |16.4   |27.2|83.4 

B3/6-311++G|21.1   |343.4|336.1| 2.179|45.0   |71.3   |24.5|78.4 

++++++++++++++++++++++++++++++++

Ph2P-

C12H10P  mw:185.053 Anion CAS: Z-34676-89-6 fg:58 cnt:8641

----

14ZHA/TAN    Datum: EA=1.5(1) eV LPES p:9

Vertical Detachment Energy:1.64(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2p.zaf]

CBS-QB3    |40.5   |351.3|344.5| 1.743|54.9   |80.6   |22.8|77.8 

G3MP2B3    |34.4   |350.9|344.2| 1.899|50.7   |78.1   |22.3|79.6 

G4MP2      |35.1   |350.9|344.3| 1.685|51.4   |73.9   |22.1|74.6 

M062X/Def2T|35.1   |350.1|343.4| 1.585|49.7   |71.6   |22.4|74.0 

B3/6-311++G|78.6   |350.0|343.4| 1.623|95.8   |116.0  |22.0|72.2 

++++++++++++++++++++++++++++++++

benzene..{fluorobenzene}..V-

C12H11FV  mw:225.029 fg:24 cnt:4308

HOF(solv)=  19.7/0.2 neut 94PED/   

----

97JUD/HIR    Datum: EA=1.28(13) eV LPES p:8

++++++++++++++++++++++++++++++++

3,5-diMe-2-OH-C6H2CH2C(SO2CF3)2-

C12H11F6O5S2  mw:412.996 Anion CAS: A-1360543-96-9 fg:72 cnt:8536

----

13ZHA/BAD    Datum: DacidG= 294.8/2.0 IMRE p:9

----

15ZHA/SON    Datum: DacidG= 294.3/2.0 IMRE p:8

++++++++++++++++++++++++++++++++

Z-p-vinylidene-(4(2,3-dimethyl-5-imidazolone))-phenoxide- | p-hydroxybenzylidene-2,3-diMeimidazolinone (Green fluorescent protein chromophore) "HBDI"

C12H11N2O2  mw:215.083 Anion CAS: Z-1167994-79-7 fg:33 cnt:8517

----

21WOO/HEN    Datum: EA=2.74(4) eV LPES p:8

----

19ZAG/FOR    Datum: EA=2.5950(12) eV LPD  [20930.(10) cm-1] p:8

See alos 13MOO/HOR.

----

15BHA/VAL    Datum: EA=2.73(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

14MOO/PAR    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.82(10) eV.

----

14DEN/KON    Datum: EA=2.73(1) eV LPES p:8

----

12TOK/RAH    Datum: EA=2.68(10) eV LPES p:8

----

12MOO/SAN    Datum: EA=2.85(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

12HOR/VER    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:2.8(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gfp-z.zaf]

G3MP2B3    |-70.5  |333.8|326.4| 2.956|-37.1  |-2.2   |24.8|86.9 

M062X/Def2T|-74.3  |332.3|325.0| 2.801|-41.9  |-9.6   |24.5|84.4 

B3/6-311++G|-31.0  |328.9|321.5| 2.802|7.4    |33.7   |25.1|78.4 

++++++++++++++++++++++++++++++++

E-p-vinylidene-(3(2,3-dimethyl-imidazol-4-one))-phenoxide- | E-p-hydroxybenzylidene-2,3-diMeimidazolone (Green fluorescent protein)

C12H11N2O2  mw:215.083 Anion CAS: Z-1167994-79-7 fg:33 cnt:10762

----

19ZAG/FOR    Datum: EA=2.5665(31) eV LPD  [20700.(25) cm-1] p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gfp-e.zaf]

G3MP2B3    |-68.2  |333.4|326.0| 2.988|-34.4  |0.8    |24.8|87.3 

M062X/Def2T|-71.3  |332.0|324.9| 2.816|-38.5  |-6.2   |23.7|84.5 

B3/6-311++G|-28.2  |328.9|321.5| 2.809|10.2   |36.7   |25.0|78.7 

++++++++++++++++++++++++++++++++

1-Me-2-aza-carbazole..HSO4-

C12H11N2O4S  mw:279.044

Core ion CAS: Z-14996-02-2 Solvent: 486-84-0 fg:51 cnt:11925

----

25GAO/CAO    Datum: EA=4.49(5) eV LPES p:8

Vertical Detachment Energy: 4.75(5) eV. Harmane = 2-Me-3-aza-carbazole.

++++++++++++++++++++++++++++++++

N2..Z-p-vinylidene-(4(2,3-dimethyl-5-imidazolone))-phenoxide-

C12H11N4O2  mw:243.089

Core ion CAS: Z-1167994-79-7 Solvent: 7727-37-9 fg:233 cnt:10770

HOF(solv)=0.0 Defn

----

19ZAG/FOR    Datum: EA=2.5764(12) eV LPD  [20780.(10) cm-1] p:8

++++++++++++++++++++++++++++++++

3-Ph-bicyclo[1.1.1]pentane-1-CO2-

C12H11O2  mw:187.076 Anion CAS: Z-845820-03-3 fg:34 cnt:6611 BDE(A-H)= 113.0/2.0 Est2          

DacidS=24.0/1.0 Stat | 

----

05ADC/BAR    Datum: DacidG= 334.8/2.0 CIDC p:8

DacidH(AH)= 342.0/2.0 G+TS EA(ev)= 3.670

Entropy of acidity reassigned as 24 eu; authors did not take symmetry changes into account.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phbcpco2.zaf]

CBS-QB3    |-45.3  |340.6|332.6| 3.446|-20.1  |34.6   |26.8|106.8

G3MP2B3    |-48.8  |341.5|332.3| 3.596|-23.1  |34.4   |30.8|109.6

G3MP2B3+   |-49.1  |341.5|332.8| 3.596|-23.3  |34.3   |29.1|109.7

G4MP2      |-47.9  |341.3|332.9|      |-22.1  |       |28.2|     

M062X/Def2T|-45.6  |342.3|334.1| 2.970|-23.2  |23.8   |27.4|99.2 

B3/6-311++G|5.3    |340.0|331.9| 3.351|32.6   |83.0   |27.1|102.4

++++++++++++++++++++++++++++++++

PhOH..PhO-

C12H11O2  mw:187.076

Core ion CAS: Z-3229-70-7 Solvent: 108-95-2 fg:233 cnt:8791

HOF(solv)= -23.0/0.2 neut 94PED/   

----

15BUY/GRA2   Datum: EA=3.16(15) eV LPES p:8

Based on the authors' calculated neutral Bond Dissociation Energy for PhOH.bullet..bullet.PhO. of 0.36 eV, the Bond Dissociation Energy of the bond here is assigned by the authors as 25.8 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [phohoph.zcf]

G3MP2B3    |-92.3  | 28.0| 17.8| 34.2|-23.3  |-41.0  | 3.270

M062X/Def2T|-95.5  | 31.0| 20.6| 35.0|-24.8  |-39.7  | 3.224

B3/6-311++G|-52.3  | 26.2| 16.9| 31.3|-3.0   |-23.1  | 3.073

++++++++++++++++++++++++++++++++

6-(p-O(-)-benzylidene)-tetrahydro-2-pyranone) | PpCE-

mw:203.071 Anion CAS: A-2169274-66-0 fg:33 cnt:11987

----

17HEN/DIV    Datum: EA=2.89(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcpe.zaf]

G3MP2B3    |-124.9 |333.2|326.0| 3.077|-90.9  |-53.8  |24.1|89.2 

++++++++++++++++++++++++++++++++

2-Et-naphthalene-.

C12H12  mw:156.094 Anion CAS: Z-75240-60-7 fg:104 cnt:437

HOF(A.)=  23.2/1.0 GpAd 93SP     | | S(A.)=100.6/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.186(15) eV ECD  p:2

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.10 to -0.14 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2etnaph.zzf]

CBS-QB3    |27.5   |     |     |-0.096|       |25.0   |    |     

G3MP2B3    |23.2   |     |     |-0.141|       |19.7   |    |     

G3MP2B3+   |23.1   |     |     |-0.145|       |19.4   |    |     

G4MP2      |18.7   |     |     | 0.073|       |20.1   |    |     

M062X/Def2T|24.6   |     |     |-0.162|       |20.5   |    |     

B3/6-311++G|60.1   |     |     | 0.004|       |59.8   |    |     

++++++++++++++++++++++++++++++++

2,6-diMe-naphthalene-.

C12H12  mw:156.094 Anion CAS: Z-34534-60-6 fg:104 cnt:917

HOF(A.)=  20.0/1.0 GpAd 93SP     | | S(A.)=98.9/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.159(14) eV ECD  p:3

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.1 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26r2naph.zzf]

CBS-QB3    |24.7   |     |     |-0.096|       |22.2   |    |     

G3MP2B3    |20.9   |     |     |-0.155|       |17.0   |    |     

G3MP2B3+   |20.6   |     |     |-0.154|       |16.8   |    |     

G4MP2      |16.1   |     |     | 0.066|       |17.3   |    |     

M062X/Def2T|22.1   |     |     |-0.175|       |17.8   |    |     

B3/6-311++G|58.9   |     |     |-0.034|       |57.8   |    |     

++++++++++++++++++++++++++++++++

2,3-diMe-naphthalene-.

C12H12  mw:156.094 Anion CAS: Z-34534-59-3 fg:104 cnt:436

HOF(A.)=  20.0/2.0  69STU/WES    |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.174(16) eV ECD  | HOF(A-)=16.0/2.0 R-EA p:1

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.2 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [23r2naph.zzf]

CBS-QB3    |26.9   |     |     |-0.187|       |22.0   |    |     

G3MP2B3    |22.4   |     |     |-0.218|       |16.8   |    |     

G3MP2B3+   |21.9   |     |     |-0.207|       |16.6   |    |     

G4MP2      |17.7   |     |     |-0.002|       |17.1   |    |     

M062X/Def2T|24.1   |     |     |-0.258|       |17.6   |    |     

B3/6-311++G|60.7   |     |     |-0.110|       |57.6   |    |     

++++++++++++++++++++++++++++++++

1-Et-naphthalene-.

C12H12  mw:156.094 Anion CAS: Z-76201-48-4 fg:104 cnt:434

HOF(A.)=  23.2/1.0 GpAd 93SP     | | S(A.)=100.6/1.0  93SP
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.175(15) eV ECD  | HOF(A-)=19.2/1.1 R-EA p:2

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.05 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1etnaph.zzf]

CBS-QB3    |27.7   |     |     |-0.070|       |25.7   |    |     

G3MP2B3    |21.7   |     |     |-0.043|       |20.4   |    |     

G3MP2B3+   |21.5   |     |     |-0.048|       |20.1   |    |     

G4MP2      |17.3   |     |     | 0.161|       |20.7   |    |     

M062X/Def2T|24.9   |     |     |-0.132|       |21.5   |    |     

B3/6-311++G|61.3   |     |     | 0.028|       |61.7   |    |     

++++++++++++++++++++++++++++++++

1,4-diMe-naphthalene-.

C12H12  mw:156.094 Anion CAS: Z-34474-80-1 fg:104 cnt:433

HOF(A.)=  19.8/2.0  69STU/WES    |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.207(17) eV ECD  p:1

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.1 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [14r2naph.zzf]

CBS-QB3    |24.3   |     |     |-0.061|       |22.7   |    |     

G3MP2B3    |19.3   |     |     |-0.068|       |17.4   |    |     

G3MP2B3+   |19.0   |     |     |-0.067|       |17.2   |    |     

G4MP2      |14.6   |     |     | 0.152|       |17.8   |    |     

M062X/Def2T|21.7   |     |     |-0.127|       |18.3   |    |     

B3/6-311++G|59.2   |     |     | 0.007|       |59.1   |    |     

++++++++++++++++++++++++++++++++

(imidazoyl)4B-

C12H12BN8  mw:279.128 Anion CAS: Z-68146-66-7 fg:24 cnt:8711

----

14ZHA/YAN    Datum: EA=5.08(5) eV LPES p:8

Vertical Detachment Energy:5.4(1) eV.

++++++++++++++++++++++++++++++++

(pyrazoyl)4B-

C12H12BN8  mw:279.128 Anion CAS: Z-40250-95-1 fg:24 cnt:8712

----

14ZHA/YAN    Datum: EA=4.59(5) eV LPES p:8

Vertical Detachment Energy:4.9(1) eV.

++++++++++++++++++++++++++++++++

(benzene)2..Co-

C12H12Co  mw:215.028 fg:24 cnt:5966

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02GER/THO    Datum: EA=1.31(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)2..Co2-

C12H12Co2  mw:273.961 fg:24 cnt:5971

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02GER/THO    Datum: EA=1.00(10) eV LPES p:8

DaffH(AH)=  11.5/3.3 dEA

++++++++++++++++++++++++++++++++

(benzene)2..Co3-

C12H12Co3  mw:332.894 fg:24 cnt:5972

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02GER/THO    Datum: EA=0.68(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)2Fe-

C12H12Fe  mw:212.029 Anion CAS: Z-342430-73-3 fg:24 cnt:7196

----

08ZHE/EUS    Datum: EA=0.78(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)2Fe2-

C12H12Fe2  mw:267.964 Anion CAS: Z-1071846-77-9 fg:24 cnt:7197

----

08ZHE/EUS    Datum: EA=1.08(10) eV LPES p:8

++++++++++++++++++++++++++++++++

[hapto-4-{MeSCH2CMe(CH2S)2}{Fe(CO)2(CN)}2]=

C12H12Fe2N2O4S3  mw:455.867 Anion CAS: Z-350605-51-5 fg:22 cnt:10274

----

03YAN/RAZ    Datum: EA=0.25(10) eV LPES p:8

Vertical Detachment Energy:0.84(10) eV.

++++++++++++++++++++++++++++++++

(benzene)2Fe3-

C12H12Fe3  mw:323.899 Anion CAS: Z-1071846-81-5 fg:24 cnt:7198

----

08ZHE/EUS    Datum: EA=1.3(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)2Fe4-

C12H12Fe4  mw:379.834 Anion CAS: Z-1351288-50-0 fg:24 cnt:7199

----

08ZHE/EUS    Datum: EA=1.3(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)2Mn2-

C12H12Mn2  mw:265.971 Anion CAS: Z-2009039-24-9 fg:24 cnt:8934

----

16MAS/IWA    Datum: EA=1.21(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)2..NO-

C12H12NO  mw:186.092 fg:492 cnt:5986

HOF(A.)=  30.0/4.0               |

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02LEB/SCH    Datum: EA=0.79(10) eV LPES | HOF(A-)=11.7/3.3 AfIN p:9

DaffH(AH)=  8.1/3.3 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

++++++++++++++++++++++++++++++++

PhNHCOC(CO2Me)2-

C12H12NO5  mw:250.072 Anion CAS: Z-771586-01-7 fg:66 cnt:6505

DacidS=26.0 Calc | 

----

04MIS/MAT    Datum: DacidG= 324.1/2.0 IMRE p:9

DacidH(AH)= 331.9 G+TS

Composite computational methods (18BAR/) indicate the keto and enol forms of the acid are of equal stablity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ancoce2.zaf]

G3MP2B3    |-227.6 |332.3|324.4| 3.301|-192.7 |-151.3 |26.3|93.5 

G3MP2B3+   |-228.0 |331.8|323.5| 3.314|-192.6 |-151.4 |28.0|93.3 

G4MP2      |-224.3 |332.0|324.1| 2.977|-189.1 |-155.4 |26.5|85.8 

M062X/Def2T|-235.5 |332.1|323.9| 3.333|-202.9 |-158.4 |27.3|96.6 

B3/6-311++G|-174.4 |330.8|322.4| 3.196|-137.9 |-100.6 |27.9|89.4 

++++++++++++++++++++++++++++++++

(H2O)2..phenazine-.

C12H12N2O2  mw:216.090 fg:304 cnt:11975

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=1.85(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CH2=CHCN)4-.

C12H12N4  mw:212.107 fg:302 cnt:9601

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

95FUK/TSU    Datum: EA=1.30(5) eV LPES p:8

DaffH(AH)=  9.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CH2=CHCN)4..Na-

C12H12N4Na  mw:235.097 fg:201 cnt:9609

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

03OHS/MIS    Datum: EA=2.10(5) eV LPES p:8

DaffH(AH)=  16.1/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)2..Ni2-

C12H12Ni2  mw:271.965 fg:24 cnt:9408

HOF(solv)=  19.7/0.2 neut 94PED/   

----

05ZHE/NIL3   Datum: EA=1.8(2) eV LPES p:8

Vertical Detachment Energy:2.3(1) eV.

++++++++++++++++++++++++++++++++

(benzene)2..Ni3-

C12H12Ni3  mw:329.900 fg:24 cnt:9409

HOF(solv)=  19.7/0.2 neut 94PED/   

----

05ZHE/NIL3   Datum: EA=0.8(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeSOMe..1,4-naphthoquinone-.

C12H12O3S  mw:236.051

Core ion CAS: Z-20261-01-2 Solvent: 67-68-5 fg:313 cnt:1979

HOF(solv)= -36.2/0.2 neut 94PED/   

----

87CHO/GRI    Datum: DaffG= 5.7/1.6 IMRE | HOF(A-)=-101.1/1.2 AfIN p:7

.DELTA.affG at 70xC.

++++++++++++++++++++++++++++++++

(benzene)2Ti-

C12H12Ti  mw:204.042 Anion CAS: Z-342430-70-0 fg:24 cnt:6547

----

05ZHE/NIL    Datum: EA=0.18(6) eV LPES p:9

Vertical Detachment Energy:0.23(5) eV.

++++++++++++++++++++++++++++++++

(benzene)2..V2-

C12H12V2  mw:257.982 fg:202 cnt:11123

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=0.40(7) eV LPES p:8

Vertical Detachment Energy:0.70(4) eV.

++++++++++++++++++++++++++++++++

(benzene)2..V3-

C12H12V3  mw:308.926 fg:202 cnt:11125

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=0.97(3) eV LPES p:8

Vertical Detachment Energy:1.36(2) eV.

++++++++++++++++++++++++++++++++

H2O..Z-p-vinylidene-(4(2,3-dimethyl-5-imidazolone))-phenoxide-

C12H13N2O3  mw:233.093

Core ion CAS: Z-1167994-79-7 Solvent: 7732-18-5 fg:233 cnt:10894

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

20ZAG/FOR    Datum: EA=2.6018(37) eV LPES [20985.(30) cm-1] p:8

The stated EA is the Vertical Detachment Energy.

----

15BHA/VAL    Datum: EA=3.15(5) eV LPES p:8

DaffH(AH)=  9.5/1.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

PhCH2OH..cyclopentadienide-

C12H13O  mw:173.097

Core ion CAS: Z-12127-83-2 Solvent: 100-51-6 fg:277 cnt:2090

HOF(solv)= -24.0/0.3 neut 94PED/   

----

88MEO/   2   Datum: DaffG= 10.3/1.0 TDAs | HOF(A-)=-43.2/1.1 AfIN p:8

DaffH(X..Y-)= 19.2/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..phenazine-.

C12H14N2O3  mw:234.100 fg:304 cnt:11976

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=2.11(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

diethyl phthalate-.

C12H14O4  mw:222.090 Anion CAS: Z-34537-32-1 fg:112 cnt:486

HOF(A.)= -164.5/2.8  94PED/      |

----

68KUH/LEV    Datum: EA=0.54 eV ECD  | HOF(A-)=-177.0/2.8 R-EA p:5

Done at constant temperature, accuracy uncertain: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.54 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [et2phth.zzf]

CBS-QB3    |-177.8 |     |     | 0.519|       |-166.0 |    |     

G3MP2B3    |-177.6 |     |     | 0.537|       |-165.4 |    |     

G3MP2B3+   |-177.9 |     |     | 0.540|       |-165.6 |    |     

G4MP2      |-181.5 |     |     | 0.831|       |-162.4 |    |     

M062X/Def2T|-181.2 |     |     | 0.564|       |-168.3 |    |     

B3/6-311++G|-127.0 |     |     | 0.707|       |-110.9 |    |     

++++++++++++++++++++++++++++++++

1-Ph-cyclohexanide-

C12H15  mw:159.118 Anion CAS: Z-119087-26-2 fg:74 cnt:9740

HOF(AH)=  -4.0/0.4  94PED/       |

DacidS=20.3/2.0 Stat |  S(A-)=97.4/2.8 Acid |  S(AH)=103.1/2.0  93SP

----

94PEE/DEK    Datum: DacidG= 372.9 IMRE | HOF(A-)=9.3/0.4 Acid p:8

DacidH(AH)= 378.9 G+TS

Reported as 5 kJ/mol stronger than MeOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phchx.zaf]

CBS-QB3    |15.8   |382.7|374.6| 0.881|-1.1   |36.0   |27.1|89.3 

G3MP2B3    |9.2    |382.3|374.3| 1.061|-5.9   |33.5   |27.0|91.6 

G4MP2      |9.1    |382.0|373.9| 0.864|-5.7   |28.9   |27.1|86.7 

M062X/Def2T|13.5   |382.1|373.6| 0.848|-3.8   |32.9   |28.3|88.8 

B3/6-311++G|52.2   |379.9|371.8| 0.855|39.6   |71.8   |27.0|84.3 

++++++++++++++++++++++++++++++++

(tBuO2C)CH(CO2Me)CH2C(SO2CF3)2-

C12H15F6O8S2  mw:465.012 fg:72 cnt:8930

----

15ZHA/SON    Datum: DacidG= 300.3/2.0 IMRE p:9

++++++++++++++++++++++++++++++++

(H2O)2..Z-p-vinylidene-(4(2,3-dimethyl-5-imidazolone))-phenoxide-

C12H15N2O4  mw:251.104 fg:233 cnt:11054

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15BHA/VAL    Datum: EA=3.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(9-Me-adinine)(1-Me-thymine)-.

C12H15N7O2  mw:289.129

Core ion CAS: Z-1227185-13-8 Solvent: 700-00-5 fg:320 cnt:9100

HOF(solv)=  50.0/5.0 Est3          

----

05RAD/BOW    Datum: EA=0.7(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Authors infer the charge lies on the Me-thymine.

++++++++++++++++++++++++++++++++

pentaMe-benzoate-

C12H15O2  mw:191.108 Anion CAS: A-2243-32-5 fg:35 cnt:4194

HOF(A.)= -43.7/3.0 D+AH          | BDE(A-H)= 109.5/3.0 Est2          

HOF(AH)= -101.1/0.4  88COL/JIM   |

DacidS=22.7/3.0 Calc | 

----

97DEC/GAL    Datum: DacidG= 332.0/2.1 IMRE | HOF(A-)=-128.0/2.3 Acid p:8

DacidH(AH)= 338.8/2.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r5ba.zaf]

G3MP2B3    |-128.4 |340.4|333.8| 3.519|-101.6 |-47.0  |22.3|106.8

G3MP2B3+   |-129.9 |339.8|333.0| 3.586|-102.4 |-47.0  |22.7|107.5

G4MP2      |-127.4 |340.5|333.9| 3.281|-100.8 |-51.5  |22.4|101.5

M062X/Def2T|-124.7 |340.4|332.3| 3.539|-100.5 |-42.8  |27.1|109.8

B3/6-311++G|-76.6  |338.3|330.6| 3.241|-47.6  |-1.8   |25.9|98.0 

++++++++++++++++++++++++++++++++

4-CO2Et-bicyclo[2.2.2]octene-CO2-

C12H15O4  mw:223.098 Anion CAS: A-14234-03-8 fg:38 cnt:1297

HOF(A.)= -118.1/3.6 D+AH         | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -179.0/2.0 Est1 94PED/  |

DacidS=23.5/2.0 Stat | 

----

87TAF/TOP #  Datum: DacidG= 331.9/2.0 IMRE | HOF(A-)=-205.8/2.9 Acid p:9

DacidH(AH)= 338.9/2.1 G+TS EA(ev)= 3.803

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ebcoeco2.zaf]

CBS-QB3    |-207.4 |338.4|330.9|      |-180.1 |       |25.1|     

G3MP2B3    |-208.3 |339.2|332.4| 3.092|-180.3 |-135.9 |22.9|96.5 

G3MP2B3+   |-208.5 |339.2|332.0| 3.105|-180.5 |-135.8 |24.1|96.8 

G4MP2      |-206.1 |339.0|331.7|      |-177.9 |       |24.5|     

M062X/Def2T|-203.5 |339.1|330.5| 3.071|-177.9 |-130.2 |29.0|99.8 

B3/6-311++G|-140.5 |337.7|330.0| 2.900|-110.9 |-72.4  |25.8|90.6 

++++++++++++++++++++++++++++++++

(H2O)4..phenazine-.

C12H16N2O4  mw:252.111 fg:304 cnt:11977

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=2.21(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(1,3-diMe-uracil)2-.

C12H16N4O4  mw:280.118

Core ion CAS: Z-26298-29-3 Solvent: 874-14-6 fg:320 cnt:9096

HOF(solv)= -75.0/3.0 Est3          

----

10KO_/WAN    Datum: EA=1.10(15) eV LPES p:7

The stated EA is the Vertical Detachment Energy. This may involved proton-transfered dimers. Adiabatic electron affinity may be close to 0.7 eV.

++++++++++++++++++++++++++++++++

(1-Me-thymine-.)2-.

C12H16N4O4  mw:280.118

Core ion CAS: Z-1227185-13-8 Solvent: 4160-72-9 fg:320 cnt:9097

HOF(solv)= -81.0/3.0 Est3          

----

10KO_/WAN    Datum: EA=1.10(15) eV LPES p:7

The stated EA is the Vertical Detachment Energy. This may involved proton-transfered dimers. Adiabatic electron affinity may be close to 0.7 eV.

++++++++++++++++++++++++++++++++

1-adamantyl-CH2CO2-

C12H17O2  mw:193.123 Anion CAS: Z-86636-57-9 fg:34 cnt:2191

HOF(A.)= -67.3/3.2 D+AH          | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -128.2/1.0 GpAd 93SP    |

DacidS=23.5/3.0 Stat | 

----

89CAL/REN    Datum: DacidG= 336.7/2.0 IMRE | HOF(A-)=-150.2/2.4 Acid p:9

DacidH(AH)= 343.7/2.2 G+TS EA(ev)= 3.594

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [adajco2.zaf]

CBS-QB3    |-151.4 |343.2|335.8|      |-128.9 |       |24.8|     

G3MP2B3    |-154.1 |344.4|337.7| 2.691|-131.3 |-90.6  |22.4|92.9 

G4MP2      |-153.2 |344.2|337.1|      |-130.3 |       |23.8|     

M062X/Def2T|-145.9 |344.8|336.7| 2.554|-125.9 |-85.6  |27.1|92.4 

B3/6-311++G|-88.6  |342.0|334.6| 2.719|-63.4  |-28.3  |24.8|87.2 

++++++++++++++++++++++++++++++++

4-CO2Et-bicyclo[2.2.2]octane-CO2-

C12H17O4  mw:225.113 Anion CAS: A-834-50-4 fg:38 cnt:8480

HOF(AH)= -207.0/3.0 Est1 81GOD/SC|

DacidS=25.7/3.0 Calc | 

----

87TAF/TOP #  Datum: DacidG= 334.0/2.0 IMRE | HOF(A-)=-231.0/3.7 Acid p:9

DacidH(AH)= 341.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ebcoco2.zaf]

G3MP2B3    |-234.7 |341.7|334.4| 2.972|-209.3 |-165.1 |24.8|96.3 

G3MP2B3+   |-235.3 |341.6|333.9|      |-209.7 |       |25.7|     

G4MP2      |-232.5 |341.5|333.8|      |-206.9 |       |25.8|     

M062X/Def2T|-230.6 |341.8|334.0| 2.830|-207.7 |-164.3 |26.1|95.5 

B3/6-311++G|-166.2 |340.0|332.4| 2.715|-138.9 |-102.4 |25.4|88.6 

++++++++++++++++++++++++++++++++

hexamethylbenzene-.

C12H18  mw:162.141 Anion CAS: Z-554428-03-4 fg:103 cnt:444

HOF(A.)= -18.5/0.6  94PED/       |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.107(14) eV ECD  | HOF(A-)=>-21.0/0.7 R-EA p:3

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -1.9 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r6ph.zzf]

CBS-QB3    |-1.3   |     |     |-0.627|       |-16.0  |    |     

G3MP2B3    |24.5   |     |     |-1.889|       |-19.4  |    |     

G3MP2B3+   |-6.3   |     |     |-0.583|       |-19.8  |    |     

M062X/Def2T|15.8   |     |     |-1.412|       |-17.0  |    |     

B3/6-311++G|36.5   |     |     |-0.384|       |27.5   |    |     

++++++++++++++++++++++++++++++++

(MeCN)6..Br-

C12H18BrN6  mw:325.078 fg:483 cnt:3920

HOF(A.)= 132.8/1.3               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 1.2/0.9 TDAs | HOF(A-)=-1.4/1.0 AfIN p:8

DaffH(X..Y-)= 8.0/0.2 TDAs

----

96MAR/PER    Datum: EA=5.714(23) eV LPES | HOF(A-)=1.1/1.2 AfIN p:7

DaffH(AH)=  5.5/0.7 dEA

++++++++++++++++++++++++++++++++

(MeCN)6..Cl-

C12H18ClN6  mw:281.129 fg:482 cnt:3913

HOF(A.)= 132.4/1.6               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 0.8/0.8 TDAs | HOF(A-)=38.3/1.3 AfIN p:8

DaffH(X..Y-)= 9.5/0.2 TDAs

----

96MAR/PER    Datum: EA=6.273(23) eV LPES | HOF(A-)=42.0/1.5 AfIN p:7

DaffH(AH)=  5.8/0.7 dEA

++++++++++++++++++++++++++++++++

(MeCN)6..F-

C12H18FN6  mw:265.158 fg:481 cnt:3907

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 1.4/0.9 TDAs | HOF(A-)=-42.7/2.9 AfIN p:8

DaffH(X..Y-)= 9.7/0.2 TDAs

++++++++++++++++++++++++++++++++

(MeCN)6..I-

C12H18IN6  mw:373.064 fg:484 cnt:4244

HOF(A.)= 136.9/2.3               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.109(23) eV LPES | HOF(A-)=19.1/2.2 AfIN p:7

++++++++++++++++++++++++++++++++

(H2O)5..phenazine-.

C12H18N2O5  mw:270.122 fg:304 cnt:11978

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=2.38(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCOCOMe)3-.

C12H18O6  mw:258.111 fg:302 cnt:9926

HOF(solv)= -78.2/0.3 neut 94PED/   

----

19DAU/WAL    Datum: EA=2.16(5) eV LPES p:7

DaffH(AH)=  10.4/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HO2C(CH2)4CO2H..HO2C(CH2)4CO2-

C12H19O8  mw:291.109

Core ion CAS: Z-18667-07-7 Solvent: 124-04-9 fg:237 cnt:8856

HOF(solv)=-206.7/0.6 neut 94PED/   

----

16HOU/VAL    Datum: EA=6.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

O2C(CH2)10CO2=

C12H20O4  mw:228.137 Anion CAS: Z-60080-87-7 fg:37 cnt:9670

HOF(AH)= -282.7/3.8 hfa 06WOO/WAN|

----

08XIN/WAN    Datum: EA=2.10(10) eV PVMI p:8

Vertical Detachment Energy:2.4(1) eV. See also 09XIN/WAN.

----

98WAN/DIN2   Datum: EA=2.1(1) eV LPES p:8

Reverse Coulomb Barrier: 1.15(20) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj10a.zdf]

G3MP2B3    |-253.5 |390.3|377.9| 2.553|-276.6 |-194.4 |41.5|134.2

B3/6-311++G|-202.5 |382.6|368.2| 1.360|-217.8 |-171.1 |48.0|98.7 

++++++++++++++++++++++++++++++++

cyclododecanone enolate-

C12H21O  mw:181.160 Anion CAS: Z-84200-34-0 fg:63 cnt:746

HOF(A.)= -45.1/2.8 D+AH          | BDE(A-H)= 88.0/2.0 SDEA 90BOR/HAR 

HOF(AH)= -81.0/2.0 GpAd 93SP     |

DacidS=25.5/3.0 Stat | 

----

78ZIM/JAC    Datum: EA=1.90(7) eV PD   [43.9(17) kcal] p:7

DacidH(AH)= 357.7/2.6 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cc12one.zaf]

CBS-QB3    |-74.2  |365.6|358.9| 1.657|-74.0  |-35.9  |22.4|90.2 

G3MP2B3    |-78.5  |365.7|359.0| 1.709|-77.1  |-39.0  |22.7|90.1 

G3MP2B3+   |-79.1  |365.5|358.9| 1.716|-77.5  |-39.5  |22.3|90.1 

G4MP2      |-78.1  |365.6|358.8| 1.457|-76.6  |-44.4  |22.8|84.3 

M062X/Def2T|-73.6  |365.8|359.3| 1.543|-74.8  |-38.0  |21.8|88.9 

B3/6-311++G|-27.4  |365.2|358.6| 1.586|-25.2  |9.3    |21.9|86.6 

++++++++++++++++++++++++++++++++

HO2C(CH2)10CO2-

C12H21O4  mw:229.145 Anion CAS: Z-85303-76-0 fg:37 cnt:8868

HOF(A.)= -175.2/3.6              | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -236.1/2.0 GpAd 93SP    |

----

06WOO/WAN    Datum: EA=4.66(5) eV LPES | HOF(A-)=-282.6/3.4 Acid p:9

DacidH(AH)= 319.1/2.7 D-EA

----

16HOU/VAL    Datum: EA=4.70(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj10c.zaf]

CBS-QB3    |-276.5 |325.2|322.5| 4.180|-235.9 |-179.0 |9.2 |109.1

G3MP2B3    |-276.6 |326.4|324.1| 4.187|-235.7 |-178.9 |7.7 |109.0

G4MP2      |-274.8 |     |     | 3.865|       |-184.5 |    |     

M062X/Def2T|-276.1 |323.8|322.2| 4.317|-235.2 |-175.2 |5.4 |112.1

B3/6-311++G|-217.8 |329.6|327.0| 3.853|-180.1 |-127.8 |8.7 |104.4

++++++++++++++++++++++++++++++++

AibAibAibO-

C12H22N3O4  mw:272.162 Anion CAS: A-50348-89-5 fg:36 cnt:11449

----

12BOK/STO    Datum: DacidG= 321.4/2.5 TKin p:8

Aib= 2-Methylalanine.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [aib3o.zaf]

G3MP2B3    |-269.3 |325.0|317.4|      |-227.1 |       |25.3|     

M062X/Def2T|-266.1 |325.5|318.0| 4.478|-226.9 |-160.6 |25.0|118.4

B3/6-311++G|-204.6 |322.9|315.4| 3.178|-160.2 |-134.6 |25.1|77.7 

++++++++++++++++++++++++++++++++

H2N-(CHMeCONH)3-CH(CONH2)CH2S- [Ala3CysNH2]

C12H22N5O4S  mw:332.140 Anion CAS: A-1190830-96-6 fg:54 cnt:7842

HOF(AH)= -186.5 GpAd 93SP        |

DacidS=24.2 CIDC 09REN/TAN | 

----

09REN/TAN    Datum: DacidH(AH)= 332.2/2.0 CIDC | HOF(A-)=-220.0/2.0 Acid p:8

DacidG(AH)= 325.0/2.0 H-TS

Acid:H2N-(Ala)3-Cysteinamide).

++++++++++++++++++++++++++++++++

H2N-(COCHMeNH)3-COCH(NH2)CH2S- [CysAla3NH2]

C12H22N5O4S  mw:332.140 Anion CAS: A-930298-41-2 fg:54 cnt:7844

HOF(AH)= -186.5 GpAd 93SP        |

DacidS=10.1 CIDC 09REN/TAN | 

----

09REN/TAN    Datum: DacidH(AH)= 319.3/3.0 CIDC | HOF(A-)=-232.9/3.0 Acid p:8

DacidG(AH)= 316.3/3.0 H-TS

Acid:H2N-Cys-(Ala)2-CHMeCONH2.

++++++++++++++++++++++++++++++++

(H2N)2C(.)NH(CH2)2CH(NH2)CONHCH2CONHCH(CO2H)(CH2)3CO2-

C12H22N6O6  mw:346.161 Anion CAS: A-99896-85-2 fg:36 cnt:8826

----

09LI_/WAN    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:ca. 3.0 eV.

++++++++++++++++++++++++++++++++

[AlaAla..AlaAla-H]-)

C12H23N4O6  mw:319.162

Core ion CAS: Z-581782-45-8 Solvent: 2867-20-1 fg:236 cnt:6701

----

04LIU/WYT    Datum: DaffG= 2.7 TDEq p:8

DaffH(X..Y-)= 8.4/0.4 TDEq

++++++++++++++++++++++++++++++++

(THF)3..I-

C12H24IO3  mw:343.078 fg:484 cnt:8382

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=3.78(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)4..PhCOMe-.

C12H24O5  mw:248.163 fg:310 cnt:7014

HOF(solv)= -48.1/0.1 neut 94PED/   

----

07YAG/MAE    Datum: EA=2.76(4) eV LPES p:8

DaffH(AH)=  0.5/1.9 dEA

The stated EA is the Vertical Detachment Energy. All acetophenone Vertical Detachment Energys from this reference are ca. 2.0-2.5 eV too strong, considering both reliable other studies, computational values, and chemical intuition. - JEB.

++++++++++++++++++++++++++++++++

HO(CH2)12O-

C12H25O2  mw:201.186 Anion CAS: A-5675-51-4 fg:31 cnt:9882

HOF(AH)= -141.1/2.0 GpAd 93SP    |

----

84HOU/TAB    Datum: DacidG= 357.5/2.0 CIDC p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoj12o-c.zaf]

G3MP2B3    |-153.4 |355.2|351.7|      |-141.5 |       |11.9|     

M062X/Def2T|-150.3 |351.8|350.2| 2.918|-137.4 |-80.6  |5.3 |108.9

B3/6-311++G|-101.2 |357.9|354.9| 2.907|-91.8  |-38.8  |10.0|105.2

++++++++++++++++++++++++++++++++

tBuCH(Me)OH..tBuCH(Me)O-

C12H27O2  mw:203.202

Core ion CAS: Z-91126-83-9 Solvent: 464-07-3 fg:230 cnt:1561

HOF(solv)= -83.7/1.0 GpAd 93SP     

----

84CAL/ROZ #  Datum: DaffG= 19.8/2.0 IMRE | HOF(A-)=-112.6/2.4 AfIN p:8

DaffH(X..Y-)= 28.9/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tbuxro2h.zcf]

G3MP2B3    |-188.6 | 27.2| 16.4| 36.2|-83.6  |-77.8  

G3MP2B3+   |-189.4 | 27.1| 18.3| 29.4|-83.9  |-78.5  

M062X/Def2T|-182.7 | 31.3| 20.2| 37.3|-80.3  |-71.1  

B3/6-311++G|-132.0 | 24.4| 15.6| 29.4|-55.4  |-52.2  

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)3(S(CH2)6OH)]=

C12H28Fe4OS8  mw:667.731 Anion CAS: Z-817583-45-2 fg:24 cnt:10355

----

04YAN/NIU    Datum: EA=0.46(6) eV LPES p:8

Vertical Detachment Energy:0.68(6) eV.

++++++++++++++++++++++++++++++++

[Fe4S4(OPr)4]=

C12H28Fe4O4S4  mw:587.828 Anion CAS: Z-727731-44-4 fg:24 cnt:10296

----

04FU_/YAN    Datum: EA=1.22(12) eV LPES p:8

Vertical Detachment Energy:1.56(12) eV.

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)3(S(CH2)6)H]=

C12H28Fe4S8  mw:651.737 Anion CAS: Z-817583-39-4 fg:24 cnt:10354

----

04YAN/NIU    Datum: EA=0.34(6) eV LPES p:8

Vertical Detachment Energy:0.57(6) eV.

++++++++++++++++++++++++++++++++

(tBuOH)3..Br-

C12H30BrO3  mw:301.138 fg:483 cnt:4900

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 4.3/1.7 TDAs | HOF(A-)=-315.2/0.8 AfIN p:8

DaffH(X..Y-)= 11.6/0.5 TDAs

++++++++++++++++++++++++++++++++

(tBuOH)3..Cl-

C12H30ClO3  mw:257.189 fg:482 cnt:3535

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 5.1/0.9 TDAs | HOF(A-)=-277.0/0.6 AfIN p:9

DaffH(X..Y-)= 15.8/0.3 TDAs

----

87HIR/MIZ4   Datum: DaffG= 4.4/1.0 TDAs | HOF(A-)=-274.9/1.1 AfIN p:8

DaffH(X..Y-)= 13.7/1.0 TDAs

++++++++++++++++++++++++++++++++

(tBuOH)3..F-

C12H30FO3  mw:241.218 fg:481 cnt:4894

HOF(solv)= -74.7/0.2 neut 94PED/   

----

99BOG/PES    Datum: DaffG= 7.8/3.0 TDAs | HOF(A-)=-357.2/1.5 AfIN p:8

DaffH(X..Y-)= 18.3/1.0 TDAs

++++++++++++++++++++++++++++++++

(iPrOH)4..Cl-

C12H32ClO4  mw:275.199 fg:482 cnt:3522

HOF(solv)= -65.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 3.3/1.0 TDAs | HOF(A-)=-323.5/1.2 AfIN p:8

DaffH(X..Y-)= 11.9/1.0 TDAs

++++++++++++++++++++++++++++++++

(nPrOH)4..Cl-

C12H32ClO4  mw:275.199 fg:482 cnt:3529

HOF(solv)= -61.0/0.3 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 3.7/1.0 TDAs | HOF(A-)=-307.6/2.1 AfIN p:8

DaffH(X..Y-)= 13.3/1.0 TDAs

++++++++++++++++++++++++++++++++

[Bu4N+]B10Cl10=

C12H36B10Cl10N  mw:654.067

Core ion CAS: Z-51358-33-9 Solvent: 10549-76-5 fg:24 cnt:11349

----

19WAR/KON    Datum: EA=4.05(10) eV LPES p:8

++++++++++++++++++++++++++++++++

[Bu4N+]B11Cl11=

C12H36B11Cl11N  mw:700.046

Core ion CAS: Z-350707-39-0 Solvent: 10549-76-5 fg:24 cnt:11350

----

19WAR/KON    Datum: EA=4.05(10) eV LPES p:8

++++++++++++++++++++++++++++++++

[Bu4N+]B12Cl12=

C12H36B12Cl12N  mw:746.024

Core ion CAS: Z-350707-39-0 Solvent: 10549-76-5 fg:24 cnt:11351

----

19WAR/KON    Datum: EA=5.07(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(EtOH)6..Cl-

C12H36ClO6  mw:311.221 fg:482 cnt:3515

HOF(solv)= -56.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.8/1.0 TDAs | HOF(A-)=-419.0/1.9 AfIN p:8

DaffH(X..Y-)= 11.1/1.0 TDAs

++++++++++++++++++++++++++++++++

(HCONH2)12-.

C12H36N12O12  mw:540.258

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11704

----

06MAE/NEG    Datum: EA=2.69 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated covalent anion; a solvated electron form has Vertical Detachment Energy=1.05 eV.

++++++++++++++++++++++++++++++++

(MeOH)12..F-

C12H48FO12  mw:403.314 fg:481 cnt:4435

HOF(solv)= -48.1/0.1 neut 94PED/   

----

91HIR/YAM    Datum: DaffG= 1.0/2.0 TDAs | HOF(A-)=-654.1/3.1 AfIN p:8

DaffH(X..Y-)= 8.5/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

C13-

C13  mw:156.001 Anion CAS: Z-141467-70-1 fg:2 cnt:2245

----

05ACH/KOH    Datum: EA=3.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=3.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

----

99KOH/SUZ    Datum: EA=4.05(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

98KOH/SUZ    Datum: EA=4.10(23) eV LPES p:7

The stated EA is the Vertical Detachment Energy. linear isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c13-cz.zzf]

G3MP2B3    |367.8  |     |     | 3.419|       |446.7  |    |     

++++++++++++++++++++++++++++++++

Ru3Co(CO)13-

C13CoO13Ru3  mw:728.581 Anion CAS: Z-72152-10-4 fg:22 cnt:5849

----

02BUT/JOH    Datum: EA=3.90(10) eV LPES p:7

++++++++++++++++++++++++++++++++

2-F7-naphthyl-C(CN)2-

C13F7N2  mw:316.996 Anion CAS: Z-738529-62-9 fg:67 cnt:2951

DacidS=26.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 301.8/2.0 IMRE p:8

DacidH(AH)= 309.6/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f7naphmn.zaf]

G3MP2B3    |-250.5 |310.2|302.3| 4.119|-193.5 |-155.6 |26.5|90.0 

G4MP2      |-242.5 |309.9|302.1|      |-185.3 |       |26.5|     

M062X/Def2T|-263.6 |304.1|296.3| 3.794|-203.0 |-176.1 |26.3|79.0 

B3/6-311++G|-184.7 |302.2|294.1| 3.776|-119.6 |-97.7  |27.2|74.0 

++++++++++++++++++++++++++++++++

pCN-C6F4N(C6F5)-

C13F9N2  mw:354.992 Anion CAS: A-38727-34-3 fg:47 cnt:2941

DacidS=25.0/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 307.2/2.0 IMRE p:9

DacidH(AH)= 314.7/2.2 G+TS

Slightly revised value of 94KOP/TAF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncc6f42n.zaf]

G3MP2B3    |-349.4 |315.5|308.0|      |-297.6 |       |25.1|     

G4MP2      |-340.0 |315.3|307.9|      |-288.1 |       |25.1|     

M062X/Def2T|-366.4 |313.4|306.0| 0.955|-315.2 |-275.5 |25.0|91.7 

B3/6-311++G|-280.9 |310.5|303.1| 3.981|-224.1 |-190.8 |25.1|85.5 

++++++++++++++++++++++++++++++++

p-aza-C5F4C(C6F5)CN-

C13F9N2  mw:354.992 Anion CAS: Z-745006-43-3 fg:67 cnt:4842

HOF(AH)= -301.6/2.0 GpAd 93SP    |

DacidS=24.0/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 305.7/2.0 IMRE | HOF(A-)=-354.4/3.0 Acid p:9

DacidH(AH)= 312.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [npfpfccn.zaf]

G3MP2B3    |-360.9 |313.3|306.0| 4.005|-307.0 |-268.5 |24.4|90.6 

G4MP2      |-352.0 |313.0|305.7|      |-297.8 |       |24.6|     

M062X/Def2T|-378.0 |308.2|301.4| 3.710|-321.5 |-292.4 |23.0|81.3 

B3/6-311++G|-289.0 |305.8|298.6| 3.729|-227.5 |-203.0 |24.3|76.7 

++++++++++++++++++++++++++++++++

C6F5N=C(C6F5)O-

C13F10NO  mw:375.983 Anion CAS: A-58627-19-3 fg:48 cnt:4418

DacidS=26.3/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 311.2/2.0 IMRE p:8

DacidH(AH)= 319.1/2.2 G+TS

This is listed in Table 1 of this reference as C6H5N=C(C6F5)O-, but as given here in the text.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fyconfy.zaf]

G3MP2B3    |-459.0 |320.7|312.1|      |-412.5 |       |28.7|     

M062X/Def2T|-476.2 |320.4|312.3| 3.936|-432.0 |-385.0 |27.3|99.1 

B3/6-311++G|-384.4 |316.8|308.6| 4.047|-334.0 |-292.8 |27.6|93.3 

++++++++++++++++++++++++++++++++

(C6F5)2CO-.

C13F10O  mw:361.979 Anion CAS: Z-22673-55-8 fg:111 cnt:1134

HOF(A.)= -406.4/3.0 GpAd 93SP    |

----

89DIL/KEB    Datum: EA=1.52(11) eV IMRE [35.1(25) kcal] | HOF(A-)=-441.5/3.9 R-EA p:9

.DELTA.eaG(423 K) = -36.6/1.0 kcal/mol, assumed entropy = 3.5 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c6f52co.zzf]

G3MP2B3    |-436.6 |     |     | 1.292|       |-407.1 |    |     

M062X/Def2T|-462.3 |     |     | 1.696|       |-423.4 |    |     

B3/6-311++G|-371.7 |     |     | 1.973|       |-326.5 |    |     

++++++++++++++++++++++++++++++++

(nC3F7CO)3C-

C13F21O3  mw:602.952 Anion CAS: Z-72721-50-7 fg:65 cnt:2685

DacidS=27.0/3.0 Est2 | 

----

94KOP/TAF    Datum: DacidG= 298.8/2.0 IMRE p:8

DacidH(AH)= 306.9/2.2 G+TS

Per 09LEI/RAA, .DELTA.acidG here is likely too weak by at least 1.3 kcal/mol, and possibly 5.3, due to problems in the ladder at .DELTA.acidG = 299 kcal/mol. Composite computational methods(18BAR/) place it ca. 2 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qzzco3c.zaf]

G3MP2B3    |-1235.8|297.7|289.5|      |-1166.3|       |27.5|     

B3/6-311++G|-1075.8|290.1|282.2| 5.094|-998.6 |-957.8 |26.3|92.9 

++++++++++++++++++++++++++++++++

(CO2)13..I-

C13IO26  mw:698.773 fg:484 cnt:3058

HOF(A.)= -1193.3/4.0             |

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

95ARN/BRA2   Datum: EA=4.552(31) eV LPES | HOF(A-)=-1302.8/4.7 AfIN p:8

DaffH(AH)=  1.1/1.0 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

K11(NCS)13=

C13K11N13S13  mw:1182.28 fg:24 cnt:10812

----

15DEN/KON2   Datum: EA=4.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC13-.

C13La  mw:294.907 Anion CAS: N-176633-19-5 fg:19 cnt:5019

----

00KOH/SUZ    Datum: EA=3.91(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Na11(NCS)13=

C13N13Na11S13  mw:1006.57 fg:24 cnt:10798

----

15DEN/KON2   Datum: EA=5.10(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ru6C(CO)12=

C13O12Ru6  mw:959.366 fg:22 cnt:5853

----

02BUT/JOH    Datum: EA=0.74(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Ru6(CO)13=

C13O13Ru6  mw:975.361 fg:22 cnt:5862

----

02BUT/JOH    Datum: EA=0.79(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(CO2)13-.

C13O26  mw:571.868 Anion CAS: Z-190401-99-1 fg:302 cnt:1860

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=3.14(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

----

88DEL/NIU    Datum: EA=2.95(3) eV LPES p:5

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

ScC13-.

C13Sc  mw:200.956 fg:19 cnt:5048

----

00KOH/SUZ    Datum: EA=3.62(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ti6C13-

C13Ti6  mw:443.688 Anion CAS: Z-210169-95-2 fg:19 cnt:10523

----

98WAN/WAN    Datum: EA=2.2(2) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti7C13-

C13Ti7  mw:491.636 Anion CAS: Z-210169-96-3 fg:19 cnt:10524

----

98WAN/WAN    Datum: EA=2.1(2) eV LPES p:8

++++++++++++++++++++++++++++++++

YC13-.

C13Y  mw:244.906 fg:19 cnt:5035

----

00KOH/SUZ    Datum: EA=3.87(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

octafluoro-fluorenide-

C13HF8  mw:308.996 Anion CAS: A-27053-34-5 fg:79 cnt:2427

HOF(AH)= -302.0/5.0 Est3         |

DacidS=26.0/2.0 Stat | 

----

88TAF/BOR    Datum: DacidG= 317.3/2.0 IMRE | HOF(A-)=-342.6/5.4 Acid p:9

DacidH(AH)= 325.1/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f8fluore.zaf]

CBS-QB3    |-345.4 |326.8|318.9|      |-306.4 |       |26.4|     

G3MP2B3    |-341.7 |327.2|319.3| 3.278|-301.7 |-266.3 |26.5|87.5 

G3MP2B3+   |-341.5 |327.2|319.3|      |-301.5 |       |26.6|     

G4MP2      |-334.7 |326.7|318.8|      |-294.2 |       |26.5|     

M062X/Def2T|-354.4 |324.9|317.1| 3.020|-314.6 |-284.9 |26.1|81.8 

B3/6-311++G|-274.0 |323.2|314.9| 3.043|-229.9 |-204.0 |28.0|78.0 

++++++++++++++++++++++++++++++++

pMe-C6F4N(C6F5)-

C13H3F9N  mw:344.013 Anion CAS: Z-205450-28-8 fg:47 cnt:4416

DacidS=25.0/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 320.0/2.0 IMRE p:8

DacidH(AH)= 327.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rc6f42n.zaf]

G3MP2B3    |-381.3 |329.1|321.8|      |-343.2 |       |24.3|     

G4MP2      |-372.9 |328.8|321.5|      |-334.5 |       |24.7|     

M062X/Def2T|-397.5 |328.0|320.8|      |-360.8 |       |24.1|     

B3/6-311++G|-313.4 |325.0|317.6| 3.304|-271.1 |-239.4 |24.6|83.8 

++++++++++++++++++++++++++++++++

pCN-C6F4N(Ph)-

C13H5F4N2  mw:265.039 Anion CAS: Z-205450-26-6 fg:47 cnt:4415

DacidS=24.9/3.0 Calc | 

----

98KOP/KOP    Datum: DacidG= 319.6/2.0 IMRE p:8

DacidH(AH)= 327.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ncc6fnph.zaf]

G3MP2B3    |-128.2 |327.7|320.2| 3.599|-88.6  |-45.2  |25.0|95.5 

G3MP2B3+   |-128.2 |327.8|320.4| 3.597|-88.8  |-45.3  |24.9|95.6 

G4MP2      |-123.0 |327.6|320.2|      |-83.5  |       |24.9|     

M062X/Def2T|-136.9 |326.2|318.7| 3.296|-98.4  |-60.9  |25.2|89.6 

B3/6-311++G|-75.6  |324.5|317.0| 3.246|-32.7  |-0.8   |25.1|84.1 

++++++++++++++++++++++++++++++++

p-aza-C6F4C(Ph)CN-

C13H5F4N2  mw:265.039 Anion CAS: Z-738536-79-3 fg:67 cnt:4835

HOF(AH)= -91.1/2.0 GpAd 93SP     |

DacidS=22.1/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 316.0/2.0 IMRE | HOF(A-)=-134.2/3.0 Acid p:9

DacidH(AH)= 322.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nc5fcpcn.zaf]

G3MP2B3    |-140.8 |325.1|318.2| 3.352|-98.8  |-63.5  |23.0|87.3 

G3MP2B3+   |-141.0 |325.0|318.4| 3.353|-98.7  |-63.6  |22.1|87.3 

G4MP2      |-136.6 |324.9|318.1|      |-94.3  |       |22.8|     

M062X/Def2T|-150.0 |320.2|313.4| 3.118|-105.5 |-78.0  |22.7|79.6 

B3/6-311++G|-85.6  |318.9|312.1| 3.071|-37.2  |-14.8  |22.6|74.6 

++++++++++++++++++++++++++++++++

nitrobenzene..cC6F11-CF3-.

C13H5F14NO2  mw:473.010

Core ion CAS: Z-96759-86-3 Solvent: 98-95-3 fg:301 cnt:1901

HOF(solv)=  16.1/0.1 neut 94PED/   

----

86CHO/KEB2   Datum: DaffG= 6.7/1.0 IMRE p:8

++++++++++++++++++++++++++++++++

(C6F6)Cr-C6H5CH2-

C13H7CrF6  mw:328.986 Anion CAS: A-91711-70-5 fg:74 cnt:2329

DacidS=24.0/2.0 Stat | 

----

84KAH/HEH    Datum: DacidG= 347.3/2.4 IMRE p:8

DacidH(AH)= 354.5/2.5 G+TS

++++++++++++++++++++++++++++++++

PhNHCOC(CN)(CO2CH(CF3)2)-

C13H7F6N2O3  mw:353.037 Anion CAS: Z-771586-06-2 fg:66 cnt:6510

DacidS=25.6 Calc | 

----

04MIS/MAT    Datum: DacidG= 301.0/2.0 IMRE p:9

DacidH(AH)= 308.6 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

++++++++++++++++++++++++++++++++

3,5-diCl-benzophenone-.

C13H8Cl2O  mw:249.996 Anion CAS: N-13395-64-7 fg:111 cnt:4504

HOF(A.)=   0.4/1.0 GpAd 93SP     | | S(A.)=121.4/2.0  93SP

----

99HUH/KAN    Datum: EA=1.11(9) eV IMRE [25.5(20) kcal] | HOF(A-)=-25.1/2.2 R-EA p:8

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35cl2bp.zzf]

CBS-QB3    |-27.1  |     |     | 1.032|       |-3.4   |    |     

G3MP2B3    |-26.5  |     |     | 0.929|       |-5.2   |    |     

G3MP2B3+   |-26.6  |     |     | 0.922|       |-5.5   |    |     

G4MP2      |-31.8  |     |     | 1.202|       |-4.2   |    |     

M062X/Def2T|-33.7  |     |     | 1.144|       |-7.4   |    |     

B3/6-311++G|22.5   |     |     | 1.320|       |52.8   |    |     

++++++++++++++++++++++++++++++++

p,p'-diF-benzophenone-.

C13H8F2O  mw:218.055 Anion CAS: Z-34473-93-3 fg:111 cnt:485

HOF(A.)= -77.6/1.0 GpAd 93SP     | | S(A.)=114.4/1.0  93SP

----

85FUK/MCI    Datum: EA=0.776(48) eV [17.9(11) kcal] | HOF(A-)=-95.5/1.5 R-EA p:9

.DELTA.eaG(355 K) = -19.1 kcal/mol; .DELTA.eaS = 3.5, estimated from data in 87KEB/CHO.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ppf2bp.zzf]

CBS-QB3    |-98.4  |     |     | 0.717|       |-82.0  |    |     

G3MP2B3    |-97.6  |     |     | 0.566|       |-84.7  |    |     

G3MP2B3+   |-97.7  |     |     | 0.559|       |-84.9  |    |     

G4MP2      |-101.3 |     |     | 0.851|       |-81.8  |    |     

M062X/Def2T|-107.8 |     |     | 0.797|       |-89.5  |    |     

B3/6-311++G|-57.1  |     |     | 1.019|       |-33.7  |    |     

++++++++++++++++++++++++++++++++

9-acridonide-

C13H8NO  mw:194.061 Anion CAS: N-53884-63-2 fg:47 cnt:4957

DacidS=24.6/2.0 Calc | 
###### the following are "below the line": evaluated as not accurate ####

----

99MUF/VAS2   Datum: DacidH(AH)= 323.8/5.3 EIAE p:4

DacidG(AH)= 316.4/5.3 H-TS

Composite computations (18BAR/) indicate an acidity ca 11 kcal/mol weaker.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acridone.zaf]

CBS-QB3    |-18.3  |334.5|327.2| 2.930|13.0   |49.4   |24.6|88.5 

G3MP2B3    |-23.9  |334.3|327.0| 3.296|9.0    |52.2   |24.6|95.3 

G3MP2B3+   |-24.1  |334.4|327.0| 3.303|8.8    |52.2   |24.6|95.5 

G4MP2      |-22.4  |334.5|327.1| 3.046|10.3   |47.9   |24.8|89.7 

M062X/Def2T|-24.8  |335.3|328.0| 2.918|4.6    |42.6   |24.7|90.1 

M062X/Def2T|158.6  |343.2|336.9| 0.877|180.1  |178.9  |21.1|50.9 

B3/6-311++G|21.6   |334.9|327.6| 2.801|54.0   |86.3   |24.5|84.4 

++++++++++++++++++++++++++++++++

fluorenone-.

C13H8O  mw:180.058 Anion CAS: Z-3101-67-5 fg:111 cnt:8733

----

15MAE/YAG    Datum: EA=1.46(4) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fluoreno.zzf]

CBS-QB3    |-3.9   |     |     | 1.105|       |21.5   |    |     

G3MP2B3    |-10.0  |     |     | 1.152|       |16.5   |    |     

M062X/Def2T|-10.4  |     |     | 1.169|       |16.4   |    |     

B3/6-311++G|33.5   |     |     | 1.286|       |63.0   |    |     

++++++++++++++++++++++++++++++++

fluorenide-

C13H9  mw:165.071 Anion CAS: Z-12257-35-1 fg:79 cnt:814

HOF(A.)=  70.1/2.1 D+AH          | BDE(A-H)= 80.0/2.0 SDEA 92BOR/SAT 

HOF(AH)=  42.2/0.7  08ROU/TEM    |

DacidS=26.0/2.0 Stat |  S(A-)=105.0/5.4 Acid |  S(AH)=105.0/5.0 GpAd 93SP

----

13KIM/WEI2   Datum: EA=1.8751(3) eV SEVI p:9

DacidH(AH)= 350.4/2.0 D-EA

----

88TAF/BOR    Datum: DacidG= 344.0/2.0 IMRE | HOF(A-)=28.3/2.2 Acid p:9

DacidH(AH)= 351.8/2.1 G+TS EA(ev)= 1.815

----

97ROM/JAN    Datum: EA=1.87(1) eV LPD  [43.1(3) kcal] p:8

----

78CUM/KEB    Datum: DacidG= 345.5/2.0 IMRE p:8

DacidH(AH)= 353.3/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fluorene.zaf]

CBS-QB3    |33.1   |352.1|344.5| 1.959|46.8   |78.3   |25.4|83.6 

G3MP2B3    |25.9   |351.7|344.2| 2.112|41.4   |74.6   |25.3|85.3 

G3MP2B3+   |25.7   |351.8|344.2| 2.117|41.2   |74.5   |25.4|85.4 

G4MP2      |25.9   |351.2|343.6| 1.947|41.8   |70.7   |25.5|81.0 

M062X/Def2T|27.1   |350.4|342.8| 1.935|41.4   |71.6   |25.5|82.4 

B3/6-311++G|70.5   |351.6|344.0| 1.825|86.2   |112.5  |25.4|78.4 

++++++++++++++++++++++++++++++++

phenalenide-

C13H9  mw:165.071 Anion CAS: Z-11099-90-4 fg:74 cnt:815

HOF(A.)=  61.6/3.2 D+AH          | BDE(A-H)= 62.0/3.0 SDEA 90BAU/GOT 

HOF(AH)=  51.7/1.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

79GYG/PET    Datum: EA=1.07(10) eV PD   | HOF(A-)=36.9/3.5 Acid p:7

DacidG(AH)= 344.3/3.8 H-TS| DacidH(AH)= 350.9/3.4 D-EA

Bond Dissociation Energy: 65/2 kcal/mol, 93GER/RUC. Composite computational methods(18BAR/) give an electron affinity 0.4-0.7 eV greater than this value.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phenalen.zaf]

CBS-QB3    |30.7   |343.8|336.5| 1.439|52.7   |63.7   |24.5|63.2 

G3MP2B3    |23.0   |344.1|336.8| 1.786|46.0   |64.0   |24.5|70.1 

G3MP2B3+   |22.8   |344.2|336.8| 1.792|45.8   |63.9   |24.6|70.3 

G4MP2      |23.2   |343.8|336.4| 1.597|46.6   |59.8   |24.8|65.4 

M062X/Def2T|23.4   |341.4|334.0| 1.485|46.8   |57.5   |24.6|62.8 

B3/6-311++G|66.7   |342.0|334.7| 1.389|91.9   |98.5   |24.4|58.7 

++++++++++++++++++++++++++++++++

pBr-benzophenone-.

C13H9BrO  mw:259.984 Anion CAS: Z-57365-05-6 fg:111 cnt:9891

----

81CHE/WEN    Datum: EA=0.90(20) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbrpcoph.zzf]

CBS-QB3    |-2.1   |     |     | 0.730|       |14.6   |    |     

G3MP2B3    |-2.6   |     |     | 0.719|       |13.8   |    |     

G4MP2      |-6.9   |     |     | 0.973|       |15.3   |    |     

M062X/Def2T|-7.8   |     |     | 0.902|       |12.8   |    |     

B3/6-311++G|38.4   |     |     | 1.069|       |62.9   |    |     

++++++++++++++++++++++++++++++++

pCl-benzophenone-.

C13H9ClO  mw:216.035 Anion CAS: Z-81439-06-7 fg:111 cnt:484

HOF(A.)=   7.5/1.0 GpAd 93SP     | | S(A.)=114.0/1.0  93SP

----

85FUK/MCI    Datum: EA=0.833(48) eV [19.2(11) kcal] | HOF(A-)=-11.7/1.5 R-EA p:9

.DELTA.eaG(355 K) = -20.4 kcal/mol; .DELTA.eaS = 3.5, estimated from data in 87KEB/CHO.

----

99HUH/KAN    Datum: EA=0.859(87) eV [19.8(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

81CHE/WEN    Datum: EA=0.80(20) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclbp.zzf]

CBS-QB3    |-12.4  |     |     | 0.767|       |5.1    |    |     

G3MP2B3    |-13.8  |     |     | 0.680|       |1.7    |    |     

G3MP2B3+   |-14.0  |     |     | 0.672|       |1.4    |    |     

G4MP2      |-18.5  |     |     | 0.930|       |2.8    |    |     

M062X/Def2T|-19.9  |     |     | 0.853|       |-0.3   |    |     

B3/6-311++G|29.1   |     |     | 1.041|       |53.0   |    |     

++++++++++++++++++++++++++++++++

mCl-benzophenone-.

C13H9ClO  mw:216.035 Anion CAS: Z-462076-12-6 fg:111 cnt:4509

HOF(A.)=   7.5/1.0 GpAd 93SP     | | S(A.)=115.4/2.0  93SP

----

99HUH/KAN    Datum: EA=0.872(87) eV [20.1(20) kcal] | HOF(A-)=-12.6/2.2 R-EA p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclbp.zzf]

CBS-QB3    |-13.0  |     |     | 0.804|       |5.4    |    |     

G3MP2B3    |-14.7  |     |     | 0.731|       |2.0    |    |     

G3MP2B3+   |-14.9  |     |     | 0.723|       |1.7    |    |     

G4MP2      |-19.5  |     |     | 0.983|       |3.1    |    |     

M062X/Def2T|-20.5  |     |     | 0.902|       |0.2    |    |     

B3/6-311++G|28.5   |     |     | 1.087|       |53.5   |    |     

++++++++++++++++++++++++++++++++

pF-benzophenone-.

C13H9FO  mw:200.064 Anion CAS: Z-22673-52-5 fg:111 cnt:475

HOF(A.)= -31.5/1.0 GpAd 93SP     | | S(A.)=111.2/1.0  93SP

----

85GRI/CAL    Datum: EA=0.620(87) eV [14.3(20) kcal] | HOF(A-)=-45.8/2.2 R-EA p:9

.DELTA.eaG(423 K) = -15.8 kcal/mol; .DELTA.eaS(estimated) = +3.5 eu.

----

99HUH/KAN    Datum: EA=0.729(87) eV [16.8(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

85FUK/MCI    Datum: EA=0.724(48) eV [16.7(11) kcal] p:6

.DELTA.eaG(355 K) = -17.9 kcal/mol; .DELTA.eaS = 3.5, estimated from data in 87KEB/CHO.

----

81CHE/WEN    Datum: EA=0.66(10) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfbp.zzf]

CBS-QB3    |-48.4  |     |     | 0.643|       |-33.7  |    |     

G3MP2B3    |-50.0  |     |     | 0.544|       |-37.6  |    |     

G3MP2B3+   |-50.0  |     |     | 0.535|       |-37.8  |    |     

G4MP2      |-54.0  |     |     | 0.803|       |-35.5  |    |     

M062X/Def2T|-57.1  |     |     | 0.721|       |-40.5  |    |     

B3/6-311++G|-10.7  |     |     | 0.925|       |10.5   |    |     

++++++++++++++++++++++++++++++++

pI-benzophenone-.

C13H9IO  mw:307.970 Anion CAS: Z-383417-18-3 fg:111 cnt:9890

----

81CHE/WEN    Datum: EA=1.00(20) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [piycoy.zz0]

M062X/Def2T|9.2    |     |     | 0.933|       |30.6   |    |     

++++++++++++++++++++++++++++++++

acridine-.

C13H9N  mw:179.074 Anion CAS: Z-34524-80-6 fg:105 cnt:2278

HOF(A.)=  65.5/0.5  94PED/       |

----

21LIE/MEN    Datum: EA=0.89(5) eV LPES | HOF(A-)=44.9/0.5 R-EA p:8

The stated EA is the Vertical Detachment Energy.

----

24SLI/LIE    Datum: EA=0.86(1) eV PVMI p:7

Singlet-triplet difference of the neutral: 2.00(2) eV.

----

04KOK/AND    Datum: EA=0.896(10) eV LPES p:7

----

89DIL/KEB2   Datum: EA=0.906(87) eV [20.9(20) kcal] p:7

.DELTA.eaG(423 K) = -20.3 kcal/mol; .DELTA.eaS =-1.5, taken as that of anthracene, from 87KEB/CHO. 9-aza-anthrancene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acridine.zzf]

CBS-QB3    |48.0   |     |     | 0.867|       |67.8   |    |     

G3MP2B3    |41.1   |     |     | 0.922|       |62.2   |    |     

M062X/Def2T|39.9   |     |     | 0.950|       |61.6   |    |     

B3/6-311++G|81.3   |     |     | 1.036|       |105.0  |    |     

++++++++++++++++++++++++++++++++

pCN-biphenyl-.

C13H9N  mw:179.074 Anion CAS: Z-34478-16-5 fg:108 cnt:6812

----

06NAK/AND    Datum: EA=0.72(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcnbiph.zzf]

CBS-QB3    |61.6   |     |     | 0.665|       |76.6   |    |     

G3MP2B3    |55.4   |     |     | 0.666|       |70.5   |    |     

G3MP2B3+   |55.3   |     |     | 0.664|       |70.3   |    |     

G4MP2      |51.5   |     |     | 0.887|       |71.7   |    |     

M062X/Def2T|54.0   |     |     | 0.716|       |70.2   |    |     

B3/6-311++G|94.1   |     |     | 0.884|       |114.2  |    |     

++++++++++++++++++++++++++++++++

pCOPh-nitrobenzene-.

C13H9NO3  mw:227.059 Anion CAS: Z-43052-64-8 fg:107 cnt:4499

HOF(A.)=  10.9/1.0 GpAd 93SP     |

----

99HUH/KAN    Datum: EA=1.57(9) eV IMRE [36.2(20) kcal] | HOF(A-)=-25.3/2.2 R-EA p:8

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

81CHE/WEN    Datum: EA=>1.00(20) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pnibp.zzf]

CBS-QB3    |-31.6  |     |     | 1.670|       |7.0    |    |     

G3MP2B3    |-29.3  |     |     | 1.516|       |5.6    |    |     

G3MP2B3+   |-29.9  |     |     | 1.525|       |5.3    |    |     

G4MP2      |-34.6  |     |     | 1.806|       |7.1    |    |     

M062X/Def2T|-35.0  |     |     | 1.750|       |5.4    |    |     

B3/6-311++G|10.5   |     |     | 2.021|       |57.1   |    |     

++++++++++++++++++++++++++++++++

mCOPh-nitrobenzene-.

C13H9NO3  mw:227.059 Anion CAS: Z-90405-56-4 fg:107 cnt:4500

HOF(A.)=  10.9/1.0 GpAd 93SP     |

----

99HUH/KAN    Datum: EA=1.28(9) eV IMRE [29.6(20) kcal] | HOF(A-)=-18.7/2.2 R-EA p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnibp.zzf]

CBS-QB3    |-31.6  |     |     | 1.670|       |7.0    |    |     

G3MP2B3    |-29.3  |     |     | 1.516|       |5.6    |    |     

G3MP2B3+   |-29.9  |     |     | 1.525|       |5.3    |    |     

M062X/Def2T|-35.0  |     |     | 1.750|       |5.4    |    |     

B3/6-311++G|10.5   |     |     | 2.021|       |57.1   |    |     

++++++++++++++++++++++++++++++++

oCOPh-phenoxide-

C13H9O2  mw:197.061 Anion CAS: Z-30536-07-3 fg:33 cnt:7882

HOF(AH)= -35.3/1.0  10DAV/GUE    |

DacidS=27.9/2.0 Calc | 

----

10DAV/GUE    Datum: DacidG= 355.4/2.4 IMRE | HOF(A-)=-37.3/2.7 Acid p:7

DacidH(AH)= 363.7/2.5 G+TS

This acidity is 20 kcal/mol weaker than expected from composite computation methods(18BAR/) or structure-reactivity correlations of other phenol acidities.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [obzpho-a.zaf]

CBS-QB3    |-56.7  |343.3|334.9|      |-34.3  |       |28.2|     

G3MP2B3    |-61.9  |343.5|335.1| 3.019|-38.2  |7.8    |28.2|98.1 

G3MP2B3+   |-62.7  |342.9|334.6| 3.041|-38.4  |7.5    |28.0|98.1 

G4MP2      |-60.0  |343.3|334.9| 2.783|-36.2  |4.3    |28.3|92.6 

M062X/Def2T|-62.4  |342.6|334.4| 2.908|-40.3  |4.7    |27.3|97.1 

B3/6-311++G|-14.8  |341.9|333.5| 2.837|10.5   |50.7   |28.2|92.3 

++++++++++++++++++++++++++++++++

pCOPh-phenoxide-

C13H9O2  mw:197.061 Anion CAS: Z-229626-90-8 fg:33 cnt:612

HOF(A.)=  11.8/2.6 D+AH          | BDE(A-H)= 91.4/2.4  98BOR/MAR     

HOF(AH)= -27.5/1.0 GpAd 93SP     |

DacidS=23.0/2.0 Stat |  S(A-)=111.0/2.2 Acid |  S(AH)=114.0/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 326.0/2.0 IMRE | HOF(A-)=-60.3/2.3 Acid p:9

DacidH(AH)= 332.9/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcopho.zaf]

CBS-QB3    |-61.3  |333.5|326.2|      |-29.1  |       |24.7|     

G3MP2B3    |-66.5  |333.8|326.4| 3.144|-33.1  |6.1    |24.8|91.3 

G3MP2B3+   |-66.9  |333.7|326.2| 3.153|-33.4  |5.9    |25.2|91.4 

G4MP2      |-64.5  |334.0|326.5| 2.903|-31.3  |2.5    |25.0|85.9 

M062X/Def2T|-66.7  |333.5|326.1| 3.019|-35.5  |3.0    |25.0|90.6 

B3/6-311++G|-20.9  |330.4|322.9| 3.008|15.9   |48.5   |25.1|84.7 

++++++++++++++++++++++++++++++++

mCOPh-phenoxide-

C13H9O2  mw:197.061 Anion CAS: Z-229626-89-5 fg:33 cnt:611

HOF(A.)=  10.8/2.8 D+AH          | BDE(A-H)= 90.4/2.6  98BOR/MAR     

HOF(AH)= -27.5/1.0 GpAd 93SP     |

DacidS=23.0/1.0 Stat |  S(A-)=112.4/1.4 Acid |  S(AH)=115.4/1.0 GpAd 93SP

----

81FUJ/MCI #  Datum: DacidG= 334.5/2.0 IMRE | HOF(A-)=-51.8/2.3 Acid p:9

DacidH(AH)= 341.4/2.0 G+TS EA(ev)= 2.717

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mphcopho.zaf]

CBS-QB3    |-53.6  |340.5|333.0|      |-28.3  |       |25.0|     

G3MP2B3    |-58.6  |340.7|333.3| 2.831|-32.1  |6.7    |24.9|90.9 

G3MP2B3+   |-59.0  |340.6|333.2| 2.839|-32.5  |6.5    |25.0|91.0 

G4MP2      |-56.8  |340.6|333.2| 2.596|-30.3  |3.0    |25.1|85.5 

M062X/Def2T|-57.8  |340.8|333.3| 2.648|-33.9  |3.3    |25.4|89.3 

B3/6-311++G|-11.5  |338.4|330.9| 2.622|17.4   |48.9   |25.0|83.7 

++++++++++++++++++++++++++++++++

fluorene-.

C13H10  mw:166.079 Anion CAS: Z-34484-03-2 fg:104 cnt:447

HOF(A.)=  42.2/0.7  08ROU/TEM    |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.223(9) eV ECD  p:2

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.1 to -0.24 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fluoren.zzf]

CBS-QB3    |52.8   |     |     |-0.243|       |46.8   |    |     

G3MP2B3    |44.3   |     |     |-0.110|       |41.4   |    |     

G3MP2B3+   |43.9   |     |     |-0.102|       |41.2   |    |     

G4MP2      |39.9   |     |     | 0.103|       |41.8   |    |     

M062X/Def2T|47.4   |     |     |-0.241|       |41.4   |    |     

B3/6-311++G|88.6   |     |     |-0.086|       |86.2   |    |     

++++++++++++++++++++++++++++++++

Ph2C-.

C13H10  mw:166.079 Anion CAS: Z-75532-20-6 fg:117 cnt:1801

HOF(AH)=  68.7/1.1 d+ah          |

DacidS=30.0/3.0 Calc | 

----

87MCD/GUN    Datum: DacidG= 374.0/2.5 IMRB | HOF(A-)=86.0/2.9 Acid p:7

DacidH(AH)= 382.9/2.7 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2c.zzf]

CBS-QB3    |94.9   |385.2|376.3| 1.579|75.4   |131.1  |30.0|107.8

G3MP2B3    |88.3   |382.3|373.2| 1.542|73.2   |123.6  |30.5|102.5

G4MP2      |83.9   |382.1|373.1| 1.758|69.0   |124.2  |30.1|107.3

M062X/Def2T|88.1   |385.1|376.5| 1.608|67.7   |125.0  |29.1|109.4

B3/6-311++G|124.5  |385.4|376.7| 1.644|106.3  |162.1  |29.1|107.9

++++++++++++++++++++++++++++++++

Ph2CO.Al-

C13H10AlO  mw:209.055 Anion CAS: Z-2009068-15-7 fg:24 cnt:9987

----

16ZHA/EIC    Datum: EA=1.43(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Thought to be linear C=O-Al isomer.

----

16ZHA/EIC    Datum: EA=2.14(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Thought to the pi-attached C=O (Al).

++++++++++++++++++++++++++++++++

pBrC6H4NHCOC(CO2Me)(CO2CH2CF3)-

C13H10BrF3NO5  mw:395.970 Anion CAS: A-389580-92-1 fg:66 cnt:6512

DacidS=29.5 Calc | 

----

04MIS/MAT    Datum: DacidG= 317.0/2.0 IMRE p:9

DacidH(AH)= 325.8 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

++++++++++++++++++++++++++++++++

mCl-C6H4-CH(Ph)-

C13H10Cl  mw:201.048 Anion CAS: Z-133753-44-3 fg:75 cnt:1217

HOF(AH)=  32.0/1.0 GpAd 93SP     |

DacidS=18.0/3.0 Stat |  S(A-)=107.4/3.2 Acid |  S(AH)=115.4/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 354.3/2.0 IMRE | HOF(A-)=26.0/2.4 Acid p:9

DacidH(AH)= 359.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mclphxph.zaf]

CBS-QB3    |26.3   |359.9|353.5|      |32.2   |       |21.5|     

G3MP2B3    |19.9   |359.4|352.8| 1.983|27.7   |65.5   |22.1|89.9 

G3MP2B3+   |19.6   |359.3|352.6| 1.993|27.5   |65.4   |22.5|90.0 

G4MP2      |20.3   |359.4|352.7| 1.754|28.1   |60.7   |22.2|84.6 

M062X/Def2T|19.2   |356.7|350.6| 1.708|27.2   |58.5   |20.6|83.4 

B3/6-311++G|65.6   |355.6|349.0| 1.690|77.3   |104.4  |22.2|79.2 

++++++++++++++++++++++++++++++++

pCl-mNO2-C6H3SO2N(Ts)-

C13H10ClN2O6S2  mw:388.967 Anion CAS: A-215395-06-5 fg:49 cnt:7567

DacidS=23.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 299.8/2.0 IMRE p:9

DacidH(AH)= 306.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mniclrbs.zaf]

G3MP2B3    |-156.0 |306.6|299.9|      |-95.4  |       |22.5|     

M062X/Def2T|-148.6 |306.7|299.9| 5.077|-90.7  |-30.0  |23.0|112.8

B3/6-311++G|4.4    |309.5|302.1| 4.824|62.1   |112.7  |24.7|102.7

++++++++++++++++++++++++++++++++

mF-C6H4CH(Ph)-

C13H10F  mw:185.077 Anion CAS: N-1383790-06-4 fg:75 cnt:1596

HOF(AH)=  -7.0/1.0 GpAd 93SP     |

DacidS=22.0/3.0 Stat |  S(A-)=108.6/3.2 Acid |  S(AH)=112.6/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 353.5/2.0 IMRE | HOF(A-)=-12.6/2.4 Acid p:8

DacidH(AH)= 360.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfphxph.zaf]

CBS-QB3    |-10.8  |361.3|355.0|      |-6.3   |       |21.1|     

G3MP2B3    |-17.7  |360.7|354.4| 1.914|-11.2  |26.3   |21.1|89.6 

G3MP2B3+   |-17.9  |360.6|354.2| 1.922|-11.4  |26.3   |21.5|89.7 

G4MP2      |-16.4  |360.6|354.3|      |-9.9   |       |21.2|     

M062X/Def2T|-19.7  |357.8|351.1| 1.651|-12.7  |18.3   |22.2|83.1 

B3/6-311++G|24.5   |356.7|350.2| 1.636|35.0   |62.1   |22.0|79.2 

++++++++++++++++++++++++++++++++

SiF4..benzophenone-.

C13H10F4OSi  mw:286.044

Core ion CAS: Z-16592-08-8 Solvent: 7783-61-1 fg:311 cnt:4996

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

01WIL/KNI    Datum: DaffG= 22.0/0.6 IMRE | HOF(A-)=-387.2/2.5 AfIN p:8

At 150 C.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sifph2co.zcf]

G3MP2B3    |-416.4 | 31.1| 20.0| 37.1|-383.0 |-2.3   

M062X/Def2T|-426.7 | 34.4| 22.2| 40.9|-385.9 |-6.4   

B3/6-311++G|-331.2 | 31.9| 20.0| 40.0|-335.0 |35.8   

++++++++++++++++++++++++++++++++

pNO2C6H4N(-)CSNHPh

C13H10N3O2S  mw:272.050 Anion CAS: A-7669-49-0 fg:48 cnt:10936

----

16BEL/WAN    Datum: EA=3.65(10) eV LPES p:8

Vertical Detachment Energy:3.93(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [arncsnph.zaf]

G3MP2B3    |14.6   |320.1|312.8| 3.800|61.6   |102.3  |24.7|92.8 

M062X/Def2T|10.8   |318.3|310.9| 3.676|57.2   |95.7   |24.7|90.6 

B3/6-311++G|63.8   |315.6|308.4| 3.588|115.4  |146.6  |24.3|83.3 

++++++++++++++++++++++++++++++++

m,m-diNO2-C6H3SO2N(-)SO2C6H4pMe

C13H10N3O8S2  mw:399.991 Anion CAS: A-2629893-32-7 fg:49 cnt:11900

----

25LEE/KAL    Datum: DacidG= 290.6/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni2ttr.zaf]

G3MP2B3    |-159.9 |302.3|295.9|      |-95.0  |       |21.7|     

B3/6-311++G|-0.6   |304.1|297.2|      |62.5   |       |23.2|     

++++++++++++++++++++++++++++++++

benzophenone-.

C13H10O  mw:182.074 Anion CAS: Z-16592-08-8 fg:111 cnt:463

HOF(A.)=  13.1/1.1  94PED/       |

----

85GRI/CAL    Datum: EA=0.620(87) eV [14.3(20) kcal] | HOF(A-)=-1.2/2.3 R-EA p:9

.DELTA.eaG(423 K) = -15.3 kcal/mol; .DELTA.eaS(estimated) = +2.0 eu.

----

99HUH/KAN    Datum: EA=0.655(87) eV [15.1(20) kcal] p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

85FUK/MCI    Datum: EA=0.694(48) eV [16.0(11) kcal] p:6

.DELTA.eaG(355 K) = -16.7 kcal/mol; .DELTA.eaS = 2.0, estimated from data in 87KEB/CHO.

----

08MAE/YAG    Datum: EA=1.11(4) eV LPES p:5

The stated EA is the Vertical Detachment Energy. Threshold adiabatic electron affinity appears to be ca. 0.6 eV - JEB.

----

83CHE/WEN    Datum: EA=0.64(10) eV ECD  p:5

----

81CHE/WEN    Datum: EA=0.64(10) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2co.zzf]

CBS-QB3    |1.7    |     |     | 0.568|       |14.7   |    |     

G3MP2B3    |-2.3   |     |     | 0.522|       |9.7    |    |     

G3MP2B3+   |-2.4   |     |     | 0.512|       |9.3    |    |     

G4MP2      |-6.5   |     |     | 0.756|       |10.9   |    |     

M062X/Def2T|-6.4   |     |     | 0.665|       |8.9    |    |     

B3/6-311++G|35.8   |     |     | 0.829|       |54.8   |    |     

++++++++++++++++++++++++++++++++

benzophenone-.(13CO)

C13H10O  mw:182.074 Anion CAS: Z-150268-28-3 fg:111 cnt:3044

----

95YAM/MIS    Datum: EA=0.6198(1000) eV IMRE p:9

Equilibrium with Ph212C=O favors light ion by K =1.01 at 50C.

++++++++++++++++++++++++++++++++

D5-benzophenone-.

C13H5D5O  mw:187.105 Anion CAS: Z-99466-65-6 fg:111 cnt:3043

----

95YAM/MIS    Datum: EA=0.6116(1000) eV IMRE p:9

Equilibrium with (C6H5)2CO favors light ion by K=1.35 at 50C.

++++++++++++++++++++++++++++++++

Ph2CH-

C13H11  mw:167.087 Anion CAS: Z-18802-87-4 fg:75 cnt:816

HOF(A.)=  68.7/1.1 D+AH          | BDE(A-H)= 81.4/1.0  84ROS/MCM     

HOF(AH)=  38.8/0.6  08ROU/TEM    |

DacidS=18.0/1.0 Stat |  S(A-)=97.2/1.4 Acid |  S(AH)=105.2/1.0 GpAd 93SP

----

79BAR/SCO #  Datum: DacidG= 358.2/2.0 IMRE | HOF(A-)=36.7/2.1 Acid p:9

DacidH(AH)= 363.6/2.0 G+TS EA(ev)= 1.363

----

78CUM/KEB    Datum: DacidG= 355.9/2.0 IMRE p:8

DacidH(AH)= 361.3/2.0 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

68GAI/PAG    Datum: EA=0.850(195) eV [19.6(45) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2ch.zaf]

CBS-QB3    |42.1   |365.7|359.3| 1.448|42.2   |75.4   |21.3|85.3 

G3MP2B3    |33.8   |365.0|358.8| 1.708|36.1   |73.2   |20.7|89.2 

G3MP2B3+   |33.6   |364.9|358.6| 1.718|35.9   |73.1   |21.2|89.3 

G4MP2      |34.3   |364.9|358.7| 1.508|36.6   |69.0   |20.7|84.5 

M062X/Def2T|34.4   |362.6|356.8| 1.449|36.5   |67.7   |19.2|83.3 

B3/6-311++G|73.7   |361.5|354.9| 1.422|79.5   |106.3  |22.0|79.0 

++++++++++++++++++++++++++++++++

Meldrums acid-5-CONHC6H4pBr-5-ide-

C13H11BrNO5  mw:339.983 Anion CAS: A-64411-49-0 fg:66 cnt:6524

DacidS=28.2 Calc | 

----

04MIS/MAT    Datum: DacidG= 317.8/2.0 IMRE p:9

DacidH(AH)= 326.2 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

++++++++++++++++++++++++++++++++

pNO2C6H4NHCSNHPh..Cl-

C13H11ClN3O2S  mw:308.027

Core ion CAS: Z-16887-00-6 Solvent: 7669-49-0 fg:482 cnt:10939

----

16BEL/WAN    Datum: EA=4.73(10) eV LPES p:8

DaffH(AH)=  25.7/2.3 dEA

Vertical Detachment Energy:5.10(10) eV.

++++++++++++++++++++++++++++++++

mF-C6H4CH2OPh-.

C13H11FO  mw:202.080 Anion CAS: N-19962-21-1 fg:114 cnt:1352

HOF(A.)= -39.5/1.0 GpAd 93SP     | | S(A.)=122.3/1.0  93SP

----

84HER/WEN    Datum: EA=0.28(9) eV [6.5(20) kcal] | HOF(A-)=-46.0/2.2 R-EA p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mfbzoph.zzf]

CBS-QB3    |-45.4  |     |     | 0.352|       |-38.4  |    |     

G3MP2B3    |-48.1  |     |     | 0.314|       |-41.9  |    |     

M062X/Def2T|-51.2  |     |     | 0.230|       |-47.0  |    |     

M062X/Def2T|-51.2  |     |     | 0.235|       |-47.0  |    |     

B3/6-311++G|-10.6  |     |     | 0.845|       |7.7    |    |     

++++++++++++++++++++++++++++++++

PhNHCOC(CO2Me)(CO2CH2CF3)-

C13H11F3NO5  mw:318.059 Anion CAS: Z-771586-02-8 fg:66 cnt:6506

DacidS=27.2 Calc | 

----

04MIS/MAT    Datum: DacidG= 318.0/2.0 IMRE p:9

DacidH(AH)= 326.1 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [6506kb.zaf]

G3MP2B3    |-389.6 |324.6|316.2|      |-347.0 |       |28.4|     

M062X/Def2T|-401.0 |323.2|313.9|      |-359.5 |       |31.1|     

B3/6-311++G|-319.7 |318.2|309.4| 3.574|-270.7 |-240.6 |29.6|82.2 

++++++++++++++++++++++++++++++++

(MeO)3PO..UO2(CF3COCHCOCF3)2-.

C13H11F12O10PU  mw:824.041

Core ion CAS: N-67316-66-9 Solvent: 512-56-1 fg:24 cnt:361

HOF(solv)=-259.0/4.0 Est3 77PED/RYL
###### the following are "below the line": evaluated as not accurate ####

----

82YOK/QUI    Datum: EA=1.5(3) eV NBIE p:4

++++++++++++++++++++++++++++++++

H2O..acridine-.

C13H11NO  mw:197.085

Core ion CAS: Z-34524-80-6 Solvent: 7732-18-5 fg:305 cnt:6539

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04KOK/AND    Datum: EA=1.18(5) eV LPES p:9

DaffH(AH)=  6.5/1.2 dEA

----

21LIE/MEN    Datum: EA=1.19(5) eV LPES p:8

DaffH(AH)=  1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(pNO2C6H4SO2)N(Ts)-

C13H11N2O6S2  mw:355.006 Anion CAS: Z-1287795-32-7 fg:49 cnt:7565

DacidS=23.0/3.0 Stat | 

----

09LEI/RAA    Datum: DacidG= 301.2/2.0 IMRE p:9

DacidH(AH)= 308.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nittr.zaf]

G3MP2B3    |-123.6 |307.2|301.1| 5.164|-63.7  |-4.3   |20.7|111.5

M062X/Def2T|-114.9 |306.6|299.9| 4.997|-56.8  |1.7    |22.3|110.7

B3/6-311++G|29.3   |308.5|302.0| 4.667|88.1   |137.2  |21.8|101.3

++++++++++++++++++++++++++++++++

Ph2CHO-

C13H11O  mw:183.082 Anion CAS: Z-80754-06-9 fg:30 cnt:8453

HOF(A.)=  52.3/8.7               | BDE(A-H)= 105.5/3.0 Est4          

HOF(AH)=  -1.1/2.0 GpAd 93SP     |

DacidS=25.0/3.0 Stat |  S(A-)=114.3/3.6 Acid |  S(AH)=115.3/2.0 GpAd 93SP

----

13ABB/KOP    Datum: DacidG= 353.9/2.8 IMRE | HOF(A-)=-5.4/3.6 Acid p:9

DacidH(AH)= 361.4/2.9 G+TS EA(ev)= 2.504

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2cho.zaf]

CBS-QB3    |-1.6   |361.6|354.7| 2.575|2.5    |57.8   |23.2|107.4

G3MP2B3    |-7.4   |362.4|355.4| 2.575|-2.6   |52.0   |23.3|106.7

G3MP2B3+   |-7.8   |362.1|354.9| 2.584|-2.7   |51.8   |24.1|106.7

G4MP2      |-6.3   |362.3|355.3| 2.347|-1.3   |47.9   |23.4|101.4

M062X/Def2T|-4.5   |362.5|355.7| 2.385|-2.3   |50.6   |22.7|105.0

B3/6-311++G|39.9   |360.4|353.1| 2.392|46.7   |95.0   |24.6|100.4

++++++++++++++++++++++++++++++++

Ph2CH2-.

C13H12  mw:168.094 Anion CAS: Z-34512-70-4 fg:103 cnt:451

HOF(A.)=  38.8/0.6  08ROU/TEM    |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.149(14) eV ECD  | HOF(A-)=35.4/0.6 R-EA p:2

The stated EA is an upper limit: 89CHE/WEN.  Composite computational methods(18BAR/) indicate an electron affinity of ca. -1.7 eV, anion unbound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2j.zzf]

CBS-QB3    |53.2   |     |     |-0.460|       |42.2   |    |     

G3MP2B3    |75.1   |     |     |-1.671|       |36.1   |    |     

G3MP2B3+   |72.9   |     |     |-1.596|       |35.9   |    |     

G4MP2      |70.6   |     |     |-1.455|       |36.6   |    |     

M062X/Def2T|55.3   |     |     |-0.801|       |36.5   |    |     

B3/6-311++G|86.3   |     |     |-0.286|       |79.5   |    |     

++++++++++++++++++++++++++++++++

Ph2CH2..Cl-

C13H12Cl  mw:203.063

Core ion CAS: Z-16887-00-6 Solvent: 101-81-5 fg:482 cnt:1506

HOF(solv)=  38.8/0.6 neut 08ROU/TEM

----

82FRE/IKU    Datum: DaffG= 7.4 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ph2jcl.zcf]

G3MP2B3    |-35.3  | 15.2|  7.7| 25.3|36.1   |-56.1  

M062X/Def2T|-30.3  | 18.3| 10.1| 27.5|36.5   |-48.4  

B3/6-311++G|10.7   |  0.9|  4.7| 24.0|79.5   |-56.9  

++++++++++++++++++++++++++++++++

Meldrums acid-5-CONHPh-5-ide-

C13H12NO5  mw:262.072 Anion CAS: A-58092-77-6 fg:66 cnt:6523

DacidS=27.6 Calc | 

----

04MIS/MAT    Datum: DacidG= 318.5/2.0 IMRE p:9

DacidH(AH)= 326.7 G+TS

Meldrums acid is: 2,2-diMe-1,3-dioxan-4,6-dione. Calc: enol form of acid more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [meldrcon.zaf]

G3MP2B3    |-244.2 |311.7|305.1| 3.961|-188.7 |-152.7 |21.9|88.0 

G4MP2      |-240.6 |311.7|305.2|      |-185.1 |       |22.0|     

M062X/Def2T|-250.5 |308.8|302.1| 3.946|-194.6 |-159.3 |22.7|87.4 

B3/6-311++G|-182.0 |308.5|302.2| 3.833|-123.2 |-93.5  |21.3|81.9 

++++++++++++++++++++++++++++++++

(H2O)2..acridine-.

C13H13NO2  mw:215.095 fg:304 cnt:11970

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=1.42(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

pNO2C6H4NHCSNHPh..H2PO4-

C13H13N3O6PS  mw:370.027

Core ion CAS: Z-14066-20-7 Solvent: 7669-49-0 fg:241 cnt:10945

----

16BEL/WAN    Datum: EA=4.61(10) eV LPES p:8

Vertical Detachment Energy:5.04(10) eV.

++++++++++++++++++++++++++++++++

(5-exo=CHCO2Me)-5,6,7,8-tetrahydro-2-naphthoxide- | NpCE-

mw:217.086 Anion CAS: A-2169281-19-8 fg:33 cnt:11988

----

17HEN/DIV    Datum: EA=2.78(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [npce.zaf]

G3MP2B3    |-135.9 |335.9|328.3| 2.941|-104.6 |-68.1  |25.5|88.6 

++++++++++++++++++++++++++++++++

Me2CO..naphthalene-.

C13H14O  mw:186.105

Core ion CAS: Z-34509-91-6 Solvent: 67-64-1 fg:304 cnt:7848

HOF(solv)= -51.9/0.2 neut 94PED/   

----

09LEE/KIM    Datum: EA=0.22(1) eV LPES p:7

DaffH(AH)=  9.7/0.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..acridine-.

C13H15NO3  mw:233.105 fg:304 cnt:11971

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=1.66(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

EtO2CC(Ph)=C(OEt)O-

C13H15O4  mw:235.098 Anion CAS: Z-46788-89-0 fg:66 cnt:2504

HOF(AH)= -172.8/1.0 GpAd 93SP    |

DacidS=20.0/3.0 Stat |  S(A-)=153.0/3.2 Acid |  S(AH)=159.0/1.0 GpAd 93SP

----

91TAF/       Datum: DacidG= 335.3/2.0 IMRE | HOF(A-)=-197.2/2.4 Acid p:9

DacidH(AH)= 341.3/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phce2.zaf]

CBS-QB3    |-192.9 |342.3|335.8|      |-169.5 |       |21.5|     

G3MP2B3    |-193.1 |343.7|337.1| 2.616|-169.6 |-132.7 |22.1|89.0 

G3MP2B3+   |-193.5 |343.5|336.6|      |-169.9 |       |23.3|     

G4MP2      |-189.9 |343.8|337.2|      |-166.5 |       |21.9|     

M062X/Def2T|-196.5 |339.5|332.9| 2.524|-171.3 |-138.2 |22.2|85.2 

B3/6-311++G|-136.6 |340.5|333.6| 2.388|-109.8 |-81.5  |23.0|80.4 

++++++++++++++++++++++++++++++++

1-Ph-cycloheptanide-

C13H17  mw:173.134 Anion CAS: Z-119087-27-3 fg:74 cnt:9741

DacidS=20.3/2.0 Stat |  S(A-)=107.8/2.8 Acid |  S(AH)=113.5/2.0  93SP

----

94PEE/DEK    Datum: DacidG= 373.8 IMRE p:8

DacidH(AH)= 379.9 G+TS

Reported as 1 kJ/mol stronger than MeOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phchp.zaf]

G3MP2B3    |6.2    |377.8|370.5| 1.098|-4.4   |31.4   |24.4|87.9 

G4MP2      |6.1    |377.4|370.1| 0.875|-4.1   |26.2   |24.5|82.4 

M062X/Def2T|10.7   |377.2|369.7| 0.863|-1.8   |30.4   |25.0|84.4 

B3/6-311++G|55.3   |376.8|369.3| 0.877|45.8   |75.4   |25.2|81.7 

++++++++++++++++++++++++++++++++

(H2O)4..acridine-.

C13H17NO4  mw:251.116 fg:304 cnt:11972

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=1.75(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HCO2H..{1-Methylthymine}..(9-Methyladenine)-.

C13H17N7O4  mw:335.135 fg:320 cnt:10032

----

10STO/MAZ    Datum: EA=0.7(2) eV LPES p:7

Vertical Detachment Energy:1.87(10) eV.

++++++++++++++++++++++++++++++++

tBuCH2OH..PhCC-

C13H17O  mw:189.128

Core ion CAS: Z-20404-08-4 Solvent: 75-84-3 fg:284 cnt:1556

HOF(solv)= -76.1/1.0 GpAd 93SP     

----

84CAL/ROZ #  Datum: DaffG= 15.5/2.0 IMRE | HOF(A-)=-22.1/3.3 AfIN p:8

DaffH(X..Y-)= 24.2/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [phcchopn.zcf]

G3MP2B3    |-18.6  | 20.0| 10.9| 30.7|-76.0  |77.3   

M062X/Def2T|-15.5  | 21.8| 12.9| 30.1|-73.2  |79.6   

B3/6-311++G|28.5   | 18.7| 10.9| 26.1|-53.4  |100.6  

++++++++++++++++++++++++++++++++

(H2O)5..acridine-.

C13H19NO5  mw:269.126 fg:304 cnt:11973

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=1.94(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

tBuCH(Me)OH..PhCH2O-

C13H21O2  mw:209.155

Core ion CAS: Z-45581-66-6 Solvent: 464-07-3 fg:230 cnt:1562

HOF(solv)= -83.7/1.0 GpAd 93SP     

----

84CAL/ROZ #  Datum: DaffG= 20.0/2.0 IMRE | HOF(A-)=-131.9/3.2 AfIN p:8

DaffH(X..Y-)= 28.7/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bzohoneh.zcf]

G3MP2B3    |-131.2 | 25.9| 16.1| 33.0|-83.6  |-21.7  

B3/6-311++G|-79.2  |     |     |     |       |       

++++++++++++++++++++++++++++++++

O2C(CH2)11CO2=

C13H22O4  mw:242.153 Anion CAS: Z-13479-18-0 fg:37 cnt:9816

HOF(AH)= -289.6/4.3 hfa 16HOU/VAL|

----

08XIN/WAN    Datum: EA=2.15(10) eV PVMI p:8

Vertical Detachment Energy:2.4(1) eV.See also 09XIN/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj11.zdf]

G3MP2B3    |-260.2 |389.7|376.7| 2.644|-282.7 |-199.1 |43.6|135.7

M062X/Def2T|-253.5 |364.7|356.5| 2.192|-253.6 |-202.7 |27.7|103.0

B3/6-311++G|-205.5 |366.4|357.4| 1.432|-204.7 |-172.5 |30.2|84.3 

++++++++++++++++++++++++++++++++

HO2C(CH2)11CO2-

C13H23O4  mw:243.160 Anion CAS: Z-1899919-31-3 fg:37 cnt:8869

HOF(A.)= -180.1/4.5              | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -241.0/2.0 GpAd 93SP    |

----

16HOU/VAL    Datum: EA=4.75(10) eV LPES | HOF(A-)=-289.6/3.9 Acid p:8

DacidH(AH)= 317.1/3.4 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj11-c.zaf]

G3MP2B3    |-282.7 |325.3|324.1| 4.450|-240.8 |-179.7 |4.0 |113.2

M062X/Def2T|-253.6 |346.4|338.4| 2.541|-235.3 |-193.7 |26.9|93.7 

B3/6-311++G|-204.7 |343.9|335.6| 2.561|-181.3 |-144.1 |27.7|89.3 

++++++++++++++++++++++++++++++++

(HOCH2CH2CH(OH)CH2)3CO- | 4-(2,4-dihydroxybutyl)-1,3,4,5,8-octanepentaol

C13H27O7  mw:295.176 Anion CAS: Z-1356013-76-7 fg:31 cnt:9537

HOF(AH)= -344.8/3.0 GpAd 93SP    |

----

12SHO/SCH    Datum: EA=4.60(5) eV LPES p:8

Vertical Detachment Energy:5.06(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9537.zaf]

G3MP2B3    |-401.0 |315.0|309.9| 4.342|-348.8 |-299.8 |17.4|101.1

M062X/Def2T|-395.4 |314.0|308.4| 4.315|-344.7 |-292.6 |18.7|104.2

++++++++++++++++++++++++++++++++

(HCONH2)13-.

C13H39N13O13  mw:585.280

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11705

----

06MAE/NEG    Datum: EA=2.79 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated covalent anion; a solvated electron form has Vertical Detachment Energy=1.05 eV.

++++++++++++++++++++++++++++++++

C14-

C14  mw:168.001 Anion CAS: Z-144710-81-6 fg:2 cnt:2246

----

05ACH/KOH    Datum: EA=2.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=2.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

----

98KOH/SUZ    Datum: EA=4.60(18) eV LPES p:7

The stated EA is the Vertical Detachment Energy. linear isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c14-cz.zzf]

G3MP2B3    |379.6  |     |     | 2.197|       |429.3  |    |     

B3/6-311++G|397.5  |     |     | 2.227|       |448.9  |    |     

++++++++++++++++++++++++++++++++

pBr-C6F4C(C6F5)CN-

C14BrF9N  mw:431.908 Anion CAS: Z-754918-93-9 fg:67 cnt:4843

HOF(AH)= -309.6/2.0 GpAd 93SP    |

DacidS=25.0/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 312.9/2.0 IMRE | HOF(A-)=-354.9/3.0 Acid p:9

DacidH(AH)= 320.4/2.2 G+TS

++++++++++++++++++++++++++++++++

pCl-C6F4C(C6F5)CN-

C14ClF9N  mw:387.958 Anion CAS: Z-744978-20-9 fg:67 cnt:4839

HOF(AH)= -322.1/4.0 GpAd 93SP    |

DacidS=24.0/3.0 Stat | 

----

00KOP/KOP    Datum: DacidG= 311.8/2.0 IMRE | HOF(A-)=-368.8/4.6 Acid p:9

DacidH(AH)= 319.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clpf2ccn.zaf]

G3MP2B3    |-362.9 |319.6|312.3|      |-315.4 |       |24.6|     

M062X/Def2T|-379.5 |314.4|307.4| 3.441|-329.2 |-299.6 |23.6|81.7 

B3/6-311++G|-280.4 |312.3|304.9| 3.417|-225.4 |-201.7 |24.9|75.8 

++++++++++++++++++++++++++++++++

(C6F5)2CCN-

C14F10N  mw:371.988 Anion CAS: Z-739321-90-5 fg:67 cnt:2934

DacidS=25.0/3.0 Calc | 

----

94KOP/TAF    Datum: DacidG= 312.4/2.0 IMRE p:9

DacidH(AH)= 319.9/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pf2ccn.zaf]

G3MP2B3    |-396.9 |321.0|314.0| 3.652|-350.8 |-312.8 |23.6|90.1 

G4MP2      |-386.9 |320.7|313.2|      |-340.4 |       |25.0|     

M062X/Def2T|-413.9 |315.9|308.9| 3.349|-365.0 |-336.6 |23.5|80.5 

B3/6-311++G|-318.2 |313.2|305.8| 3.383|-264.2 |-240.3 |24.9|76.0 

++++++++++++++++++++++++++++++++

Fe3(CO)14-

C14Fe3O14  mw:559.734 Anion CAS: Z-55787-46-7 fg:22 cnt:2972

----

94NAK/TAG    Datum: EA=3.01(12) eV LPES p:8

Vertical Detachment Energy:3.54(13) eV.

++++++++++++++++++++++++++++++++

K12(NCS)14=

C14K12N14S14  mw:1279.22 fg:24 cnt:10813

----

15DEN/KON2   Datum: EA=5.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC14-.

C14La  mw:306.907 Anion CAS: N-167314-81-0 fg:19 cnt:5020

----

00KOH/SUZ    Datum: EA=3.00(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Na12(NCS)14=

C14N14Na12S14  mw:1087.53 fg:24 cnt:10799

----

15DEN/KON2   Datum: EA=5.10(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ru6C(CO)13=

C14O13Ru6  mw:987.361 fg:22 cnt:5854

----

02BUT/JOH    Datum: EA=0.85(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Ru6(CO)14=

C14O14Ru6  mw:1003.36 fg:22 cnt:5863

----

02BUT/JOH    Datum: EA=0.90(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(CO2)14-.

C14O28  mw:615.858 Anion CAS: N-201307-08-6 fg:100 cnt:11763

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=4.55(27) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

++++++++++++++++++++++++++++++++

ScC14-.

C14Sc  mw:212.956 fg:19 cnt:5049

----

00KOH/SUZ    Datum: EA=3.51(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC14-.

C14Y  mw:256.906 fg:19 cnt:5036

----

00KOH/SUZ    Datum: EA=3.47(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AuC14H-

C14HAu  mw:365.975 Anion CAS: Z-3069315-52-9 fg:24 cnt:11506

----

22HAN/XIO    Datum: EA=2.267(5) eV LPES p:8

++++++++++++++++++++++++++++++++

C6F5CH=C(C6F5)O-

C14HF10O  mw:374.987 Anion CAS: Z-691344-96-4 fg:66 cnt:4845

HOF(AH)= -415.0/2.0 GpAd 93SP    |

----

00KOP/KOP    Datum: DacidG= 316.3/2.0 IMRE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfxcopf.zaf]

G3MP2B3    |-455.1 |329.7|322.1|      |-417.6 |       |25.5|     

G4MP2      |-445.6 |329.3|322.0|      |-407.7 |       |24.4|     

M062X/Def2T|-472.1 |326.7|319.1| 3.263|-434.1 |-396.4 |25.4|89.8 

B3/6-311++G|-378.3 |322.8|315.8| 3.436|-333.8 |-301.0 |23.2|84.9 

++++++++++++++++++++++++++++++++

1,2,3,5-(CF3)4-azulene-.

C14H4F12  mw:400.013 Anion CAS: N-1611469-51-2 fg:104 cnt:9777

----

14CLI/BUK    Datum: EA=2.495(10) eV LPES p:8

++++++++++++++++++++++++++++++++

1,3,5,7-(CF3)4-azulene-.

C14H4F12  mw:400.013 Anion CAS: N-1611469-50-1 fg:104 cnt:9778

----

14CLI/BUK    Datum: EA=2.485(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q4azulen.zzn]

B3/6-311++G|-537.6 |     |     | 2.573|       |-476.1 |    |     

++++++++++++++++++++++++++++++++

C6F5C(Ph)CN-

C14H5F5N  mw:282.035 Anion CAS: Z-703396-12-7 fg:67 cnt:4834

HOF(AH)= -140.6/2.0 GpAd 93SP    |

DacidS=23.0/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 325.6/2.0 IMRE | HOF(A-)=-173.8/3.0 Acid p:9

DacidH(AH)= 332.5/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phf5phcn.zaf]

G3MP2B3    |-176.8 |332.6|325.8| 3.028|-142.2 |-107.0 |23.1|87.3 

G4MP2      |-171.3 |332.4|325.5|      |-136.5 |       |23.1|     

M062X/Def2T|-185.7 |327.7|320.7| 2.783|-148.7 |-121.5 |23.4|79.3 

B3/6-311++G|-114.5 |326.2|319.3| 2.742|-73.5  |-51.3  |23.2|74.3 

++++++++++++++++++++++++++++++++

pH-C6F4C(Ph)CN-

C14H6F4N  mw:264.044 Anion CAS: Z-744991-32-0 fg:67 cnt:4837

HOF(AH)= -104.5/2.0 GpAd 93SP    |

DacidS=23.1/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 325.7/2.0 IMRE | HOF(A-)=-137.6/3.0 Acid p:9

DacidH(AH)= 332.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phccnc6f.zaf]

G3MP2B3    |-138.5 |333.6|326.7| 2.986|-104.9 |-69.7  |23.2|87.4 

G3MP2B3+   |-138.5 |333.6|326.7| 2.984|-104.9 |-69.7  |23.1|87.4 

G4MP2      |-133.8 |333.4|326.5|      |-100.0 |       |23.1|     

M062X/Def2T|-146.0 |329.0|322.2| 2.736|-110.3 |-82.9  |22.7|79.5 

B3/6-311++G|-79.5  |327.8|321.0| 2.679|-40.0  |-17.7  |22.7|74.4 

++++++++++++++++++++++++++++++++

1-Cl-9,10-anthraquinone-.

C14H7ClO2  mw:242.014 Anion CAS: Z-58272-38-1 fg:113 cnt:1675

HOF(A.)= -24.0/2.0 Est1          |

----

88HEI/CHO    Datum: EA=1.71(6) eV IMRE [39.4(14) kcal] | HOF(A-)=-63.4/2.4 R-EA p:9

.DELTA.eaG=-38.3 kcal/mol; .DELTA.eaS(estimated) = 3.7 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clanthq.zzf]

CBS-QB3    |-61.3  |     |     | 1.722|       |-21.6  |    |     

G3MP2B3    |-60.5  |     |     | 1.587|       |-23.9  |    |     

G3MP2B3+   |-64.5  |     |     | 1.751|       |-24.1  |    |     

M062X/Def2T|-68.0  |     |     | 1.830|       |-25.7  |    |     

B3/6-311++G|-8.8   |     |     | 1.977|       |36.8   |    |     

++++++++++++++++++++++++++++++++

9,10-anthraquinonide-

C14H7O2  mw:207.045 Anion CAS: N-139924-38-2 fg:86 cnt:1757

HOF(AH)= -18.1/0.7  89RIB/RIB    |

DacidS=28.8/2.0 Stat | 

----

87JOH/SPE    Datum: DacidG= 384.0/4.0 IMRB | HOF(A-)=8.8/4.1 Acid p:7

DacidH(AH)= 392.6/4.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [anthquin.zaf]

G3MP2B3    |-2.3   |387.0|378.9| 1.981|-22.1  |43.3   |27.0|117.5

G3MP2B3+   |-2.7   |386.8|378.4| 1.957|-22.3  |42.3   |28.0|116.7

G4MP2      |-0.5   |386.5|378.3|      |-19.8  |       |27.4|     

M062X/Def2T|-1.0   |387.2|378.8| 1.699|-23.6  |38.1   |28.5|113.7

B3/6-311++G|50.1   |386.3|378.0| 1.821|31.1   |92.0   |27.9|113.0

++++++++++++++++++++++++++++++++

9-CN-fluorenide-

C14H8N  mw:190.066 Anion CAS: Z-12564-43-1 fg:79 cnt:4854

HOF(AH)=  75.4/2.0 GpAd 93SP     |

DacidS=24.6/1.0 Stat | 

----

00KOP/KOP    Datum: DacidG= 321.4/2.0 IMRE | HOF(A-)=38.4/2.8 Acid p:9

DacidH(AH)= 328.7/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9cnfh.zaf]

CBS-QB3    |43.4   |327.2|319.8| 2.704|82.0   |105.8  |24.8|75.9 

G3MP2B3    |36.0   |327.7|320.8| 2.865|75.6   |102.1  |23.2|78.7 

G3MP2B3+   |35.8   |327.6|320.3| 2.870|75.4   |102.0  |24.6|78.8 

G4MP2      |36.8   |327.4|320.0| 2.669|76.6   |98.4   |24.7|73.9 

M062X/Def2T|35.8   |324.0|316.5| 2.741|76.4   |99.0   |25.1|74.7 

B3/6-311++G|84.2   |324.3|316.9| 2.612|127.2  |144.5  |24.7|69.4 

++++++++++++++++++++++++++++++++

9,10-anthraquinone-.

C14H8O2  mw:208.053 Anion CAS: Z-3426-73-1 fg:113 cnt:482

HOF(A.)= -18.1/0.7  89RIB/RIB    |

----

88HEI/CHO    Datum: EA=1.59(6) eV TDEq [36.7(14) kcal] | HOF(A-)=-54.8/1.6 R-EA p:8

.DELTA.eaG(423 K) = -35.4 kcal/mol; .DELTA.eaS = -2.9 eu.
###### the following are "below the line": evaluated as not accurate ####

----

69PAG/GOO    Datum: EA=1.15(10) eV SI   [26.5(23) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [anthq.zzf]

CBS-QB3    |-57.6  |     |     | 1.707|       |-18.2  |    |     

G3MP2B3    |-60.6  |     |     | 1.668|       |-22.1  |    |     

G3MP2B3+   |-60.7  |     |     | 1.664|       |-22.3  |    |     

G4MP2      |-64.3  |     |     | 1.930|       |-19.8  |    |     

M062X/Def2T|-63.0  |     |     | 1.712|       |-23.6  |    |     

B3/6-311++G|-6.0   |     |     | 2.041|       |41.1   |    |     

B3/6-311++G|-11.5  |     |     | 1.845|       |31.1   |    |     

++++++++++++++++++++++++++++++++

9-anthracenide-

C14H9  mw:177.071 Anion CAS: Z-115826-04-5 fg:87 cnt:8804

HOF(A.)= 114.9/3.9               | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)=  54.8/0.7  08ROU/TEM    |

----

16WEI/DEV    Datum: EA=1.7155(2) eV SEVI | HOF(A-)=76.2/2.6 Acid p:9

DacidH(AH)= 387.0/2.5 D-EA

----

17STA/ANS    Datum: EA=1.7(1) eV PVMI p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [anthran9.zaf]

CBS-QB3    |78.7   |387.4|379.4| 1.765|57.1   |119.4  |26.5|114.4

G3MP2B3    |69.6   |386.3|378.5| 1.834|50.5   |111.9  |26.3|113.5

G3MP2B3+   |69.5   |386.4|378.5| 1.829|50.3   |111.7  |26.7|113.5

G4MP2      |69.8   |386.0|378.1| 1.629|51.1   |107.4  |26.3|108.4

M062X/Def2T|74.5   |387.8|380.0| 1.608|51.3   |111.5  |26.3|112.3

B3/6-311++G|118.2  |387.6|379.8| 1.676|97.8   |156.8  |26.3|111.1

++++++++++++++++++++++++++++++++

1-anthracenide-

C14H9  mw:177.071 Anion CAS: Z-115857-58-4 fg:87 cnt:8805

HOF(AH)=  54.8/0.7  08ROU/TEM    |

----

16WEI/DEV    Datum: EA=1.5436(2) eV SEVI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [anthran1.zaf]

CBS-QB3    |81.9   |390.5|382.6| 1.591|57.1   |118.5  |26.6|113.5

G3MP2B3    |73.2   |389.8|381.9| 1.603|50.5   |110.1  |26.6|111.6

G3MP2B3+   |73.0   |389.9|382.0| 1.600|50.3   |109.9  |26.6|111.7

G4MP2      |73.5   |389.6|381.7| 1.402|51.1   |105.8  |26.5|106.8

M062X/Def2T|78.2   |391.5|383.6| 1.423|51.3   |110.9  |26.4|111.7

B3/6-311++G|121.3  |390.8|382.9| 1.527|97.8   |156.5  |26.5|110.8

++++++++++++++++++++++++++++++++

2-anthracenide-

C14H9  mw:177.071 Anion CAS: Z-88760-90-1 fg:87 cnt:8806

HOF(AH)=  54.8/0.7  08ROU/TEM    |

----

16WEI/DEV    Datum: EA=1.4671(2) eV SEVI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [anthran2.zaf]

CBS-QB3    |83.4   |392.0|383.8| 1.518|57.1   |118.2  |27.5|113.2

G3MP2B3    |74.8   |391.5|383.2| 1.520|50.5   |109.6  |27.6|111.2

G3MP2B3+   |74.7   |391.6|383.6| 1.512|50.3   |109.5  |26.9|111.3

G4MP2      |75.3   |391.4|383.3| 1.310|51.1   |105.3  |27.1|106.4

M062X/Def2T|79.6   |393.0|385.1| 1.343|51.3   |110.5  |26.6|111.3

B3/6-311++G|122.8  |392.2|384.2| 1.467|97.8   |156.5  |26.9|110.8

++++++++++++++++++++++++++++++++

9-Br-anthracene-.

C14H9Br  mw:255.989 Anion CAS: Z-54911-51-2 fg:104 cnt:3196

HOF(A.)=  57.6/1.0 GpAd 93SP     | | S(A.)=103.6/1.0  93SP

----

95CHE/COO    Datum: EA=0.61(10) eV CIDC | HOF(A-)=43.5/2.5 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9branth.zzf]

G3MP2B3    |34.1   |     |     | 0.923|       |55.1   |    |     

M062X/Def2T|34.9   |     |     | 0.936|       |56.3   |    |     

B3/6-311++G|85.3   |     |     | 1.020|       |108.6  |    |     

++++++++++++++++++++++++++++++++

pBrC6H4NHCOC(CO2CH2CF3)2-

C14H9BrF6NO5  mw:463.957 Anion CAS: A-389580-72-7 fg:66 cnt:6513

DacidS=30.6 Calc | 

----

04MIS/MAT    Datum: DacidG= 309.4/2.0 IMRE p:9

DacidH(AH)= 318.5 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

++++++++++++++++++++++++++++++++

9-Cl-anthracene-.

C14H9Cl  mw:212.040 Anion CAS: Z-74430-88-9 fg:115 cnt:1664

HOF(A.)=  45.1/1.0 GpAd 93SP     | | S(A.)=99.9/1.0  93SP

----

93HEI/CHO    Datum: EA=0.859(87) eV [19.8(20) kcal] | HOF(A-)=25.3/2.2 R-EA p:9

.DELTA.eaG(423 K)= -18.7 kcal/mol , .DELTA.eaS=-2.7 (entropy estimated).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9clanth.zzf]

CBS-QB3    |29.4   |     |     | 0.796|       |47.5   |    |     

G3MP2B3    |42.6   |     |     | 0.013|       |42.7   |    |     

G3MP2B3+   |96.6   |     |     |-2.332|       |42.5   |    |     

G4MP2      |17.4   |     |     | 1.125|       |43.1   |    |     

M062X/Def2T|22.8   |     |     | 0.886|       |42.9   |    |     

B3/6-311++G|75.4   |     |     | 0.989|       |97.9   |    |     

++++++++++++++++++++++++++++++++

1-Cl-anthracene-.

C14H9Cl  mw:212.040 Anion CAS: Z-91503-58-1 fg:115 cnt:1662

HOF(A.)=  45.1/1.0 GpAd 93SP     | | S(A.)=101.3/1.0  93SP

----

93HEI/CHO    Datum: EA=0.828(87) eV [19.1(20) kcal] | HOF(A-)=26.0/2.2 R-EA p:9

.DELTA.eaG(423 K)= -18.0 kcal/mol , .DELTA.eaS=-2.7 (entropy estimated).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1clanth.zzf]

CBS-QB3    |26.7   |     |     | 0.896|       |47.1   |    |     

G3MP2B3    |21.2   |     |     | 0.920|       |42.2   |    |     

G3MP2B3+   |20.7   |     |     | 0.933|       |42.0   |    |     

G4MP2      |16.5   |     |     | 1.147|       |42.6   |    |     

M062X/Def2T|22.5   |     |     | 0.869|       |42.2   |    |     

B3/6-311++G|74.5   |     |     | 0.968|       |96.6   |    |     

++++++++++++++++++++++++++++++++

2-Cl-anthracene-.

C14H9Cl  mw:212.040 Anion CAS: Z-91503-57-0 fg:115 cnt:1663

HOF(A.)=  45.1/1.0 GpAd 93SP     | | S(A.)=101.3/1.0  93SP

----

93HEI/CHO    Datum: EA=0.802(87) eV [18.5(20) kcal] | HOF(A-)=26.6/2.2 R-EA p:9

.DELTA.eaG(423 K)= -17.4 kcal/mol , .DELTA.eaS=-2.7 (entropy estimated).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2clanth.zzf]

CBS-QB3    |27.4   |     |     | 0.870|       |47.2   |    |     

G3MP2B3    |23.9   |     |     | 0.805|       |42.2   |    |     

G3MP2B3+   |23.8   |     |     | 0.800|       |42.0   |    |     

G4MP2      |18.9   |     |     | 1.042|       |42.6   |    |     

M062X/Def2T|22.5   |     |     | 0.861|       |42.1   |    |     

B3/6-311++G|73.7   |     |     | 0.966|       |95.7   |    |     

++++++++++++++++++++++++++++++++

(C6F6)Cr-mMe-C6H4CH2-

C14H9CrF6  mw:343.002 Anion CAS: A-91711-71-6 fg:74 cnt:2330

DacidS=24.0/2.0 Stat | 

----

84KAH/HEH #  Datum: DacidG= 348.3/2.5 IMRE p:8

DacidH(AH)= 355.5/2.6 G+TS

++++++++++++++++++++++++++++++++

(C6F6)Cr-pMe-C6H4CH2-

C14H9CrF6  mw:343.002 Anion CAS: A-91711-72-7 fg:74 cnt:2331

DacidS=24.0/2.0 Stat | 

----

84KAH/HEH #  Datum: DacidG= 348.8/2.5 IMRE p:8

DacidH(AH)= 356.0/2.6 G+TS

++++++++++++++++++++++++++++++++

pCF3-benzophenone-.

C14H9F3O  mw:250.061 Anion CAS: Z-99734-45-9 fg:111 cnt:4505

HOF(A.)= -145.9/1.0 GpAd 93SP    | | S(A.)=128.2/2.0  93SP

----

99HUH/KAN    Datum: EA=1.08(9) eV IMRE [24.8(20) kcal] | HOF(A-)=-170.7/2.2 R-EA p:7

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

----

81CHE/WEN    Datum: EA=0.80(20) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqbp.zzf]

CBS-QB3    |-173.8 |     |     | 0.988|       |-151.1 |    |     

G3MP2B3    |-174.5 |     |     | 0.938|       |-152.9 |    |     

G3MP2B3+   |-174.6 |     |     | 0.936|       |-153.2 |    |     

G4MP2      |-179.1 |     |     | 1.259|       |-150.2 |    |     

M062X/Def2T|-182.9 |     |     | 1.116|       |-157.3 |    |     

B3/6-311++G|-120.4 |     |     | 1.338|       |-89.6  |    |     

++++++++++++++++++++++++++++++++

mCF3-benzophenone-.

C14H9F3O  mw:250.061 Anion CAS: N-728-81-4 fg:111 cnt:4507

HOF(A.)= -145.9/1.0 GpAd 93SP    | | S(A.)=128.2/2.0  93SP

----

99HUH/KAN    Datum: EA=0.958(87) eV [22.1(20) kcal] | HOF(A-)=-168.0/2.2 R-EA p:8

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqbp.zzf]

CBS-QB3    |-173.8 |     |     | 0.988|       |-151.1 |    |     

G3MP2B3    |-174.5 |     |     | 0.938|       |-152.9 |    |     

G3MP2B3+   |-174.6 |     |     | 0.936|       |-153.2 |    |     

G4MP2      |-179.1 |     |     | 1.258|       |-150.2 |    |     

M062X/Def2T|-182.9 |     |     | 1.116|       |-157.3 |    |     

B3/6-311++G|-120.4 |     |     | 1.336|       |-89.7  |    |     

++++++++++++++++++++++++++++++++

pCOPh-benzonitrile-.

C14H9NO  mw:207.069 Anion CAS: Z-60466-04-8 fg:111 cnt:4501

HOF(A.)=  47.1/1.0 GpAd 93SP     | | S(A.)=115.6/2.0  93SP

----

99HUH/KAN    Datum: EA=1.26(9) eV IMRE [29.0(20) kcal] | HOF(A-)=18.1/2.2 R-EA p:8

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcophcn.zzf]

CBS-QB3    |18.8   |     |     | 1.235|       |47.3   |    |     

G3MP2B3    |13.8   |     |     | 1.207|       |41.6   |    |     

G3MP2B3+   |13.0   |     |     | 1.227|       |41.3   |    |     

G4MP2      |10.1   |     |     | 1.448|       |43.5   |    |     

M062X/Def2T|9.4    |     |     | 1.372|       |40.9   |    |     

B3/6-311++G|56.3   |     |     | 1.543|       |91.8   |    |     

++++++++++++++++++++++++++++++++

9-NO2-anthracene-.

C14H9NO2  mw:223.064 Anion CAS: Z-79906-03-9 fg:107 cnt:1665

HOF(A.)=  48.5/2.0 GpAd 93SP     |

----

93HEI/CHO    Datum: EA=1.43(9) eV TDEq [33.0(20) kcal] | HOF(A-)=15.5/2.8 R-EA p:9

.DELTA.eaG(423 K)= -31.8 kcal/mol   .DELTA.eaS=-2.9.
###### the following are "below the line": evaluated as not accurate ####

----

89MOC/GRI    Datum: EA=<1.77(5) eV PD   p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9no2anth.zzf]

CBS-QB3    |21.8   |     |     | 1.366|       |53.3   |    |     

G3MP2B3    |28.0   |     |     | 0.963|       |50.1   |    |     

G3MP2B3+   |27.9   |     |     | 0.935|       |49.4   |    |     

G4MP2      |21.0   |     |     | 1.304|       |51.0   |    |     

M062X/Def2T|17.7   |     |     | 1.510|       |52.5   |    |     

B3/6-311++G|66.3   |     |     | 1.702|       |105.5  |    |     

++++++++++++++++++++++++++++++++

N-Ph-phthalimide-.

C14H9NO2  mw:223.064 Anion CAS: Z-34519-65-8 fg:102 cnt:2417

HOF(A.)= -23.7/3.0 Est3          |

----

89PAU/KEB    Datum: EA=1.15(9) eV IMRE [26.6(20) kcal] | HOF(A-)=-50.3/3.6 R-EA p:9

.DELTA.eaG(423 K) = -25.4/1 kcal/mol, .DELTA.S(estimated) = -3/3 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nphphth.zzf]

CBS-QB3    |-50.2  |     |     | 1.165|       |-23.4  |    |     

G3MP2B3    |-52.5  |     |     | 1.151|       |-26.0  |    |     

G3MP2B3+   |-53.0  |     |     | 1.159|       |-26.3  |    |     

G4MP2      |-56.8  |     |     | 1.438|       |-23.7  |    |     

M062X/Def2T|-57.3  |     |     | 1.207|       |-29.5  |    |     

B3/6-311++G|-3.4   |     |     | 1.345|       |27.6   |    |     

++++++++++++++++++++++++++++++++

9-anthroxide-

C14H9O  mw:193.066 Anion CAS: Z-56709-95-6 fg:33 cnt:11037

HOF(AH)=  10.1/2.0 GpAd 93SP     |

DacidS=23.2/3.0 Stat |  S(A-)=98.5/3.6 Acid |  S(AH)=101.3/2.0 GpAd 93SP

----

20YUA/LIU    Datum: EA=2.2437(4) eV LPES p:8

Dipole-bound state: 0.0237(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [anth9o.zaf]

CBS-QB3    |-17.8  |333.1|326.9| 2.308|14.9   |35.4   |20.8|72.7 

G3MP2B3    |-24.9  |333.1|326.9| 2.647|9.2    |36.2   |20.8|79.0 

G4MP2      |-23.7  |333.2|326.5| 2.406|10.3   |31.8   |22.6|73.6 

M062X/Def2T|-24.5  |331.0|323.9| 2.273|9.2    |27.9   |23.8|70.8 

B3/6-311++G|24.6   |330.1|323.0| 2.211|61.7   |75.5   |24.1|66.0 

++++++++++++++++++++++++++++++++

9-phenanthroxide-

C14H9O  mw:193.066 Anion CAS: Z-33708-09-7 fg:33 cnt:11354

HOF(AH)=   7.0/3.0 GpAd 93SP     |

----

21YUA/ZHA    Datum: EA=2.4334(6) eV LPD  [19627.(5) cm-1] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9phenano.zaf]

CBS-QB3    |-19.0  |337.2|329.9| 2.579|9.5    |40.5   |24.6|83.1 

G3MP2B3    |-25.5  |337.3|330.0| 2.866|4.3    |40.6   |24.6|88.4 

G4MP2      |-24.4  |337.3|330.0| 2.610|5.5    |35.8   |24.6|82.4 

M062X/Def2T|-24.8  |336.4|329.0| 2.451|3.4    |31.7   |24.7|80.4 

B3/6-311++G|24.7   |334.9|327.9| 2.395|57.1   |79.9   |23.5|74.9 

++++++++++++++++++++++++++++++++

pPhCCPhO-

C14H9O  mw:193.066 Anion CAS: Z-2633034-52-1 fg:33 cnt:11605

----

20YUA/LIU2   Datum: EA=2.6161(5) eV LPEI p:9

There is a dipole-bound state 43 meV below threshold.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yccyo.zaf]

CBS-QB3    |30.0   |338.1|330.9| 2.639|57.6   |90.9   |24.0|85.4 

G3MP2B3    |22.4   |338.2|331.0| 2.946|51.4   |90.3   |23.9|91.0 

G4MP2      |24.5   |338.2|331.0| 2.698|53.4   |86.7   |24.3|85.4 

M062X/Def2T|20.5   |336.7|329.8| 2.683|48.4   |82.4   |23.2|86.0 

B3/6-311++G|64.2   |333.5|326.4| 2.643|97.9   |125.1  |23.8|79.4 

++++++++++++++++++++++++++++++++

2-anthroxide- | anthracene-2-O-

C14H9O  mw:193.065 Anion CAS: Z-22718-01-0 fg:33 cnt:11926

HOF(A.)=  44.0/3.2               | BDE(A-H)= 86.0/3.0 Est2           

HOF(AH)=  10.1/2.0 GpAd 93SP     |

----

25KAN/BRE2   Datum: EA=2.400(1) eV LPEI | HOF(A-)=-11.3/3.2 Acid p:8

DacidH(AH)= 344.3/2.5 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2-anthro.zaf]

CBS-QB3    |-12.4  |339.0|331.5| 2.547|14.3   |46.3   |25.0|84.1 

G3MP2B3    |-19.5  |338.9|331.5| 2.947|8.8    |48.5   |25.0|91.8 

G3MP2B3+   |-19.9  |338.9|331.4| 2.962|8.5    |48.4   |25.0|92.1 

G4MP2      |-18.5  |338.9|331.4| 2.677|9.8    |43.3   |25.2|85.6 

M062X/Def2T|-15.7  |338.1|330.7| 2.464|10.9   |41.1   |24.9|82.3 

B3/6-311++G|29.2   |336.1|328.7| 2.424|60.3   |85.0   |25.0|76.9 

++++++++++++++++++++++++++++++++

PhCCPh-.

C14H10  mw:178.079 Anion CAS: Z-34473-61-5 fg:103 cnt:457

HOF(A.)=  96.3/0.5  86CHI/ANN    |

----

81WOJ/FOL    Datum: EA=<0.308(12) eV ECD  p:6

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.2 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phccph.zzf]

CBS-QB3    |96.6   |     |     | 0.185|       |100.6  |    |     

G3MP2B3    |88.7   |     |     | 0.213|       |93.4   |    |     

G3MP2B3+   |88.6   |     |     | 0.209|       |93.2   |    |     

G4MP2      |85.0   |     |     | 0.442|       |94.9   |    |     

M062X/Def2T|84.9   |     |     | 0.312|       |91.8   |    |     

B3/6-311++G|124.6  |     |     | 0.502|       |135.9  |    |     

++++++++++++++++++++++++++++++++

anthracene-.

C14H10  mw:178.079 Anion CAS: Z-34509-92-7 fg:104 cnt:456

HOF(A.)=  54.8/0.7  08ROU/TEM    |

----

18KRE/THU    Datum: EA=0.532(3) eV SEVI | HOF(A-)=42.6/0.7 R-EA p:9

Triplet state is 1.872(3) eV higher.

----

25LIE/VER    Datum: EA=0.53(1) eV PVMI p:8

The triplet neutral state is 1.87(1) eV higher in energy.

----

23JAL/VON    Datum: EA=0.53(1) eV LPES p:8

----

21LIE/MEN    Datum: EA=0.53(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

13KIM/LEE    Datum: EA=0.53(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07AND/MIT    Datum: EA=0.53(2) eV LPES p:8

----

03SON/LEE    Datum: EA=0.54(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97SCH/WEI    Datum: EA=0.530(5) eV LPES p:8

----

93HEI/CHO    Datum: EA=0.598(87) eV [13.8(20) kcal] p:8

.DELTA.eaG(343 K) = -13.2 kcal/mol; .DELTA.eaS = -1.1 eu.

----

98CHE/CAR    Datum: EA=0.69(1) eV ECD  p:5

----

95RUO/KAD    Datum: EA=0.66(6) eV ECD  p:5

Revised data, work of 66BEC/CHE.

----

68LYO/MOR    Datum: EA=0.57(2) eV ECD  p:5

----

66BEC/CHE    Datum: EA=0.556(8) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.520(10) eV ECD  p:3

The stated EA is an upper limit: 89CHE/WEN.

----

62WEN/BEC    Datum: EA=0.42 eV ECD  p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [anthrace.zzf]

CBS-QB3    |42.4   |     |     | 0.651|       |57.1   |    |     

G3MP2B3    |37.6   |     |     | 0.570|       |50.5   |    |     

G3MP2B3+   |37.4   |     |     | 0.570|       |50.3   |    |     

G4MP2      |32.8   |     |     | 0.804|       |51.1   |    |     

M062X/Def2T|37.0   |     |     | 0.635|       |51.3   |    |     

B3/6-311++G|81.4   |     |     | 0.722|       |97.8   |    |     

++++++++++++++++++++++++++++++++

phenanthrene-.

C14H10  mw:178.079 Anion CAS: Z-34510-03-7 fg:104 cnt:458

HOF(A.)=  48.3/0.6  08ROU/TEM    |

----

13LEE/KIM    Datum: EA=0.12(5) eV LPES | HOF(A-)=45.6/1.3  p:8

The stated EA is the Vertical Detachment Energy.

----

22GRU/KOL    Datum: EA=<0.02455 eV CIDC p:7

Electron affinity is >-3 meV: He..phenanthrene-. under CID gives no Phenanthrene-., but CID of phenanthrene..Ca- gives only Ca-, so electron affinity < electron affinity(Ca) = 24.55 meV.

----

06TSC/BOE2   Datum: EA=-0.01(4) eV LPES p:7

Extrapolated from electron affinities of (H2O)n.bullet..bullet.phenanthrene-..
###### the following are "below the line": evaluated as not accurate ####

----

98CHE/CAR    Datum: EA=0.31(1) eV ECD  p:3

----

81WOJ/FOL    Datum: EA=<0.305(5) eV ECD  p:3

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.05 eV, unbound anion.

----

66BEC/CHE    Datum: EA=0.307(7) eV ECD  p:3

----

62WEN/BEC    Datum: EA=0.20 eV ECD  p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phenanth.zzf]

CBS-QB3    |51.3   |     |     | 0.028|       |51.5   |    |     

G3MP2B3    |44.2   |     |     | 0.052|       |45.0   |    |     

G3MP2B3+   |44.1   |     |     | 0.049|       |44.8   |    |     

G4MP2      |39.6   |     |     | 0.276|       |45.6   |    |     

M062X/Def2T|44.3   |     |     | 0.040|       |44.8   |    |     

B3/6-311++G|89.5   |     |     | 0.164|       |93.0   |    |     

++++++++++++++++++++++++++++++++

mCF3-C6H4-CH(Ph)-

C14H10F3  mw:235.074 Anion CAS: A-75198-32-2 fg:75 cnt:1218

HOF(AH)= -121.4/1.0 GpAd 93SP    |

DacidS=18.0/1.0 Stat |  S(A-)=121.4/1.4 Acid |  S(AH)=129.4/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 349.4/2.0 IMRE | HOF(A-)=-132.3/2.3 Acid p:9

DacidH(AH)= 354.8/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mqphxph.zaf]

CBS-QB3    |-132.6 |357.7|351.4|      |-124.6 |       |21.1|     

G3MP2B3    |-137.6 |357.2|350.9| 2.077|-127.6 |-89.7  |21.2|89.9 

G3MP2B3+   |-137.7 |357.1|350.3| 2.084|-127.7 |-89.8  |22.8|90.0 

G4MP2      |-135.6 |357.1|350.8|      |-125.5 |       |21.3|     

M062X/Def2T|-141.4 |354.1|348.0| 1.824|-130.8 |-99.4  |20.7|83.5 

B3/6-311++G|-80.7  |352.8|346.4| 1.811|-66.2  |-39.0  |21.5|79.3 

++++++++++++++++++++++++++++++++

PhNHCOC(CO2CH2CF3)2-

C14H10F6NO5  mw:386.047 Anion CAS: Z-771586-04-0 fg:66 cnt:6507

DacidS=30.0 Calc | 

----

04MIS/MAT    Datum: DacidG= 311.4/2.0 IMRE p:9

DacidH(AH)= 320.3 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [6507kb.zaf]

G3MP2B3    |-557.7 |319.8|311.0|      |-510.3 |       |29.5|     

B3/6-311++G|-469.7 |313.1|304.3| 3.716|-415.5 |-383.9 |29.4|83.7 

++++++++++++++++++++++++++++++++

THF..UO2(CF3COCHCOCF3)2-.

C14H10F12O7U  mw:756.075

Core ion CAS: N-67316-66-9 Solvent: 69244-67-3 fg:24 cnt:362

HOF(solv)= -44.0/0.2  94PED/       
###### the following are "below the line": evaluated as not accurate ####

----

82YOK/QUI    Datum: EA=1.6(2) eV NBIE p:4

++++++++++++++++++++++++++++++++

mCN-C6H4-CH(Ph)-

C14H10N  mw:192.082 Anion CAS: A-93717-55-6 fg:75 cnt:1219

HOF(AH)=  71.6/1.0 GpAd 93SP     |

DacidS=18.0/1.0 Stat |  S(A-)=109.0/1.4 Acid |  S(AH)=117.0/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 346.0/2.0 IMRE | HOF(A-)=57.3/2.3 Acid p:9

DacidH(AH)= 351.4/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mcnphxph.zaf]

CBS-QB3    |62.8   |354.9|348.5|      |73.6   |       |21.4|     

G3MP2B3    |54.1   |354.5|348.0| 2.222|66.8   |105.2  |21.7|90.6 

G3MP2B3+   |53.8   |354.4|348.0| 2.230|66.5   |105.1  |21.6|90.7 

G4MP2      |55.2   |354.4|347.9| 1.984|68.0   |100.9  |21.9|85.0 

M062X/Def2T|54.3   |351.6|344.7| 1.931|67.4   |98.8   |23.2|83.5 

B3/6-311++G|98.8   |350.9|344.3| 1.899|115.1  |142.5  |22.2|79.4 

++++++++++++++++++++++++++++++++

Ph2CCN-

C14H10N  mw:192.082 Anion CAS: Z-18802-83-0 fg:67 cnt:4844

HOF(AH)=  69.8/2.0 GpAd 93SP     |

DacidS=21.1/3.0 Calc |  S(A-)=112.1/4.2 Acid |  S(AH)=117.0/3.0 GpAd 93SP

----

00KOP/KOP    Datum: DacidG= 333.4/2.0 IMRE | HOF(A-)=43.8/3.0 Acid p:9

DacidH(AH)= 339.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2ccn.zaf]

CBS-QB3    |51.8   |340.7|334.5| 2.234|76.9   |103.3  |20.7|78.6 

G3MP2B3    |43.7   |341.2|335.5| 2.478|69.8   |100.9  |19.1|83.2 

G3MP2B3+   |43.5   |341.1|334.8| 2.485|69.6   |100.8  |21.1|83.3 

G4MP2      |44.8   |341.1|334.9| 2.248|70.8   |96.7   |20.7|77.9 

M062X/Def2T|42.9   |336.8|330.4| 2.270|70.8   |95.2   |21.5|76.5 

B3/6-311++G|90.1   |336.5|330.2| 2.179|120.8  |140.3  |21.2|71.6 

++++++++++++++++++++++++++++++++

dibenzo-7-phospha-norbornadiene,P-sulfide-

C14H10PS  mw:241.025 Anion CAS: A-2254160-97-7 fg:56 cnt:9855

----

18YUA/YAN    Datum: EA=2.62(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dbnbd7ps.zaf]

G3MP2B3    |16.8   |332.4|324.4| 2.708|51.5   |79.2   |27.1|79.7 

M062X/Def2T|22.6   |332.7|324.7| 2.522|54.6   |80.6   |27.0|78.2 

B3/6-311++G|90.0   |330.2|322.1| 2.530|127.1  |148.3  |27.0|73.3 

++++++++++++++++++++++++++++++++

9-Me-fluorenide-

C14H11  mw:179.087 Anion CAS: Z-31468-21-0 fg:79 cnt:1207

HOF(A.)=  58.8/2.0 D+AH          | BDE(A-H)= 75.5/2.0 SDEA 92BOR/SAT 

HOF(AH)=  35.4/0.3  94RAK/VER    |

DacidS=26.0/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 343.5/2.0 IMRE | HOF(A-)=20.9/2.1 Acid p:9

DacidH(AH)= 351.3/2.1 G+TS EA(ev)= 1.641

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9rfh.zaf]

CBS-QB3    |25.8   |351.8|343.4|      |39.8   |       |28.0|     

G3MP2B3    |18.7   |351.7|343.9| 1.977|34.2   |64.3   |26.2|82.2 

G3MP2B3+   |18.4   |351.7|342.9| 1.986|33.9   |64.1   |29.6|82.3 

G4MP2      |18.6   |351.2|342.9| 1.784|34.6   |59.8   |27.6|77.2 

M062X/Def2T|20.6   |349.7|341.1| 1.794|35.6   |61.9   |28.9|78.4 

B3/6-311++G|68.0   |350.5|342.1| 1.695|84.7   |107.0  |28.3|74.4 

++++++++++++++++++++++++++++++++

2-Me-fluorenide-

C14H11  mw:179.087 Anion CAS: Z-100858-86-4 fg:79 cnt:1204

HOF(AH)=  34.4/1.0 GpAd 93SP     |

DacidS=26.0/3.0 Stat | 

----

86TAF/    #  Datum: DacidG= 344.8/2.0 IMRE | HOF(A-)=21.3/2.4 Acid p:9

DacidH(AH)= 352.6/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2rfh.zaf]

CBS-QB3    |26.1   |352.4|345.2|      |39.4   |       |24.0|     

G3MP2B3    |18.8   |352.1|345.2| 2.100|33.9   |67.2   |23.1|85.5 

G3MP2B3+   |18.5   |352.1|345.4| 2.106|33.6   |67.1   |22.6|85.6 

G4MP2      |18.6   |351.6|344.8| 1.911|34.2   |62.7   |22.8|80.6 

M062X/Def2T|20.4   |350.8|343.6| 1.918|34.3   |64.6   |24.0|82.4 

B3/6-311++G|67.6   |352.1|345.2| 1.802|82.8   |109.2  |23.0|78.5 

++++++++++++++++++++++++++++++++

N-Me-acridone-.

C14H11NO  mw:209.085 Anion CAS: Z-34552-95-9 fg:113 cnt:11470

----

21MEI/KOS    Datum: EA=0.540(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acridonr.zzf]

CBS-QB3    |1.3    |     |     | 0.599|       |15.0   |    |     

G3MP2B3    |-1.1   |     |     | 0.539|       |11.1   |    |     

G4MP2      |-6.0   |     |     | 0.823|       |12.8   |    |     

M062X/Def2T|-5.0   |     |     | 0.558|       |7.7    |    |     

B3/6-311++G|46.5   |     |     | 0.710|       |62.6   |    |     

++++++++++++++++++++++++++++++++

pCOPh-C6H4CH2-

C14H11O  mw:195.082 Anion CAS: Z-72409-66-6 fg:74 cnt:818

HOF(AH)=   6.6/1.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat |  S(A-)=112.1/2.2 Acid |  S(AH)=115.7/1.0 GpAd 93SP

----

87TAF/TOP #  Datum: DacidG= 353.5/2.0 IMRE | HOF(A-)=1.1/2.3 Acid p:9

DacidH(AH)= 360.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phcophj.zaf]

CBS-QB3    |1.4    |360.4|354.2|      |6.8    |       |20.7|     

G3MP2B3    |-6.4   |359.1|352.6| 2.074|1.6    |41.4   |22.1|91.9 

G3MP2B3+   |-7.0   |358.9|352.3| 2.087|1.3    |41.1   |22.2|91.9 

G4MP2      |-5.1   |359.3|353.5| 1.831|2.8    |37.2   |19.5|86.5 

M062X/Def2T|-5.0   |358.5|351.4| 1.886|1.2    |38.5   |23.7|89.4 

B3/6-311++G|40.9   |357.4|351.1| 1.906|50.8   |84.8   |21.2|86.1 

++++++++++++++++++++++++++++++++

9-OMe-fluorenide-

C14H11O  mw:195.082 Anion CAS: Z-71805-70-4 fg:79 cnt:2501 BDE(A-H)= 73.0/2.0 SDEA 92BOR/SAT 

DacidS=26.0/1.0 Stat | 

----

91TAF/       Datum: DacidG= 343.3/2.0 IMRE p:9

DacidH(AH)= 351.1/2.0 G+TS EA(ev)= 1.542

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9orfh.zaf]

CBS-QB3    |-2.1   |348.6|340.8|      |15.1   |       |26.0|     

G3MP2B3    |-7.4   |348.7|341.3| 1.916|11.1   |36.6   |24.7|77.6 

G3MP2B3+   |-7.6   |348.6|340.6| 1.924|11.0   |36.5   |26.8|77.7 

G4MP2      |-6.6   |348.6|340.8| 1.695|12.0   |32.3   |26.3|72.4 

M062X/Def2T|-7.5   |346.8|339.0| 1.687|10.4   |31.2   |25.9|72.9 

B3/6-311++G|45.5   |347.8|339.9| 1.642|64.9   |83.1   |26.6|70.3 

++++++++++++++++++++++++++++++++

9-SO2Me-fluorenide-

C14H11O2S  mw:243.049 Anion CAS: Z-71805-70-4 fg:79 cnt:1213

HOF(AH)= -33.6/3.0 Est1          |

DacidS=26.0/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 323.0/2.0 IMRE | HOF(A-)=-68.5/3.7 Acid p:9

DacidH(AH)= 330.8/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9rso2fh.zaf]

CBS-QB3    |-66.5  |329.0|321.4|      |-29.7  |       |25.4|     

G3MP2B3    |-68.0  |329.5|322.3| 3.058|-30.3  |2.6    |24.1|85.0 

G3MP2B3+   |-67.9  |329.5|322.0| 3.060|-30.2  |2.7    |25.2|85.0 

G4MP2      |-70.6  |329.2|321.5| 2.787|-32.7  |-6.3   |25.8|78.5 

M062X/Def2T|-63.4  |327.8|319.9| 2.885|-26.6  |3.2    |26.4|81.9 

B3/6-311++G|28.5   |329.2|321.7| 2.760|66.6   |92.3   |25.1|77.7 

++++++++++++++++++++++++++++++++

Ph2C=CH2-.

C14H12  mw:180.094 Anion CAS: Z-34473-87-5 fg:103 cnt:461

HOF(A.)=  58.7/1.1  94PED/       |
###### the following are "below the line": evaluated as not accurate ####

----

81WOJ/FOL    Datum: EA=<0.363(10) eV ECD  p:2

The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. -0.05 eV, unbound anion.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2cj.zzf]

CBS-QB3    |63.8   |     |     |-0.090|       |61.5   |    |     

G3MP2B3    |55.5   |     |     |-0.030|       |54.6   |    |     

G3MP2B3+   |55.5   |     |     |-0.040|       |54.4   |    |     

G4MP2      |50.9   |     |     | 0.205|       |55.4   |    |     

M062X/Def2T|56.0   |     |     | 0.003|       |55.8   |    |     

B3/6-311++G|98.3   |     |     | 0.209|       |102.9  |    |     

++++++++++++++++++++++++++++++++

PhCH=CHPh-.

C14H12  mw:180.094 Anion CAS: Z-34467-73-7 fg:103 cnt:462

HOF(A.)=  56.4/0.3  94PED/       |

----

11VOG/SIE    Datum: EA=0.39(2) eV LPES | HOF(A-)=47.4/0.6 R-EA p:9

----

95RUO/KAD    Datum: EA=0.35(5) eV ECD  p:5

----

81WOJ/FOL    Datum: EA=<0.381(7) eV ECD  p:5

(E) isomer. The stated EA is an upper limit: 89CHE/WEN. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.4 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phxxph.zzf]

CBS-QB3    |53.2   |     |     | 0.351|       |61.2   |    |     

G3MP2B3    |45.3   |     |     | 0.401|       |54.4   |    |     

G3MP2B3+   |45.2   |     |     | 0.396|       |54.3   |    |     

G4MP2      |40.6   |     |     | 0.634|       |55.0   |    |     

M062X/Def2T|43.7   |     |     | 0.468|       |54.3   |    |     

B3/6-311++G|84.7   |     |     | 0.612|       |98.6   |    |     

++++++++++++++++++++++++++++++++

5-vinylidene-(2,3-dimethylimidazol-4-one))-3-indolide- | cyan fluorescent chromophore

C14H12N3O  mw:238.099 Anion CAS: A-211875-56-8 fg:51 cnt:8518

----

19PAR/BEN    Datum: EA=2.75(2) eV LVMI p:9

The stated EA is the Vertical Detachment Energy.

----

12MOO/SAN    Datum: EA=2.88(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cfp.zaf]

G3MP2B3    |-10.9  |     |     | 2.921|       |56.5   |    |     

B3/6-311++G|36.5   |     |     | 2.600|       |99.9   |    |     

++++++++++++++++++++++++++++++++

(7-aza-indole)2-.

C14H12N4  mw:236.107 Anion CAS: N-25247-73-8 fg:305 cnt:5124

HOF(solv)=  51.0/3.0 neut 88LIE/   

----

99NAK/NEG    Datum: EA=0.88(12) eV LPES p:8

++++++++++++++++++++++++++++++++

pMe-benzophenone-.

C14H12O  mw:196.089 Anion CAS: Z-59228-14-7 fg:111 cnt:9894

----

81CHE/WEN    Datum: EA=0.64(10) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prphcoph.zzf]

CBS-QB3    |-5.2   |     |     | 0.521|       |6.8    |    |     

G3MP2B3    |-8.6   |     |     | 0.446|       |1.6    |    |     

M062X/Def2T|-12.6  |     |     | 0.603|       |1.3    |    |     

B3/6-311++G|33.1   |     |     | 0.773|       |50.8   |    |     

++++++++++++++++++++++++++++++++

H2O..anthracene-.

C14H12O  mw:196.089

Core ion CAS: Z-34509-92-7 Solvent: 7732-18-5 fg:304 cnt:4303

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

25LIE/VER    Datum: EA=0.75(1) eV PVMI p:8

The triplet neutral state is 1.89(1) eV higher in energy.

----

21LIE/MEN    Datum: EA=0.81(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97SCH/WEI    Datum: EA=0.770(5) eV LPES p:8

++++++++++++++++++++++++++++++++

H2O..phenanthrene-.

C14H12O  mw:196.089

Core ion CAS: Z-34510-03-7 Solvent: 7732-18-5 fg:304 cnt:8755

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15LEE/SON    Datum: EA=0.30(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

pOMe-benzophenone-.

C14H12O2  mw:212.084 Anion CAS: Z-60466-08-2 fg:111 cnt:9892

HOF(A.)= -22.8/2.0 GpAd 93SP     |

----

81CHE/WEN    Datum: EA=0.56(10) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [porpcoph.zz0]

CBS-QB3    |-34.3  |     |     | 0.445|       |-24.3  |    |     

M062X/Def2T|-42.6  |     |     | 0.563|       |-28.6  |    |     

B3/6-311++G|9.0    |     |     | 0.685|       |24.5   |    |     

++++++++++++++++++++++++++++++++

MeOH..fluorenone-.

C14H12O2  mw:212.084

Core ion CAS: Z-3101-67-5 Solvent: 67-56-1 fg:311 cnt:8734

HOF(solv)= -48.1/0.1 neut 94PED/   

----

15MAE/YAG    Datum: EA=1.85(4) eV LPES p:9

DaffH(AH)=  9.0/1.3 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [fluorhor.zcf]

G3MP2B3    |-71.3  | 13.5|  4.0| 31.8|-47.8  |-10.0  | 1.479

M062X/Def2T|-71.8  | 14.7|  5.1| 32.2|-46.6  |-10.4  | 1.538

B3/6-311++G|-22.5  | 12.2|  3.8| 28.2|-43.7  |33.5   | 1.600

++++++++++++++++++++++++++++++++

(Me-benzoquinone)2-.

C14H12O4  mw:244.074

Core ion CAS: Z-3998-67-2 Solvent: 553-97-9 fg:313 cnt:9026

HOF(solv)= -37.1/2.0 Est1 88LIE/   

----

17BUL/VER    Datum: EA=2.1(1) eV LPES p:8

DaffH(AH)=  5.7/2.6 dEA

Vertical Detachment Energy:2.5(2) eV.

++++++++++++++++++++++++++++++++

(2,5-DiOH-benzoic acid)2-. (DHB dimer)

C14H12O8  mw:308.054

Core ion CAS: Z-388609-65-2 Solvent: 490-79-9 fg:312 cnt:10044

HOF(solv)=-155.6/3.0  93SP         

----

07LIP/EUS    Datum: EA=1.72(5) eV LPES p:8

DaffH(AH)=  30.0/1.6 dEA

Vertical Detachment Energy:2.15(2) eV.

++++++++++++++++++++++++++++++++

(H2O)2..anthracene-.

C14H14O2  mw:214.099 fg:304 cnt:11942

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

25LIE/VER    Datum: EA=0.99(2) eV PVMI p:8

The triplet neutral state is 1.88(1) eV higher in energy.

----

21LIE/MEN    Datum: EA=1.00(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MeOH..Ph2CO-.

C14H14O2  mw:214.100

Core ion CAS: Z-16592-08-8 Solvent: 67-56-1 fg:311 cnt:6964

HOF(solv)= -48.1/0.1 neut 94PED/   

----

07YAG/MAE    Datum: EA=1.60(4) eV LPES p:8

DaffH(AH)=  22.6/2.2 dEA

The stated EA is the Vertical Detachment Energy.

----

08MAE/YAG    Datum: EA=1.67(4) eV LPES p:5

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ph2cohor.zcf]

G3MP2B3    |-63.8  | 13.6|  4.6| 30.4|-47.8  |-2.3   | 0.872

M062X/Def2T|-68.0  | 15.0|  5.6| 31.5|-46.6  |-6.4   | 1.054

B3/6-311++G|-20.1  | 12.2|  4.1| 27.4|-43.7  |35.8   | 1.167

++++++++++++++++++++++++++++++++

pyrromethene 556= | Pentamethyl-BODIPY-disulfonate

C14H15BF2N2O6S2  mw:420.044 Anion CAS: Z-134147-13-0 fg:24 cnt:8218

----

12HOR/CHA    Datum: EA=1.6(2) eV LPES p:8

Borate(2-), [5-[1-(3,5-dimethyl-4-sulfo-2H-pyrrol-2-ylidene-kN)ethyl]-2,4-dimethyl-1H-pyrrole-3-sulfonato(3-)-kN1]difluoro-. See also 13HOR/CHA: Reverse Coulomb Barrier: ca.1.6 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bodipso3.zdf]

G3MP2B3    |-494.8 |     |     | 1.928|       |-450.1 |    |     

M062X/Def2T|-493.4 |     |     | 1.846|       |-450.8 |    |     

B3/6-311++G|-309.6 |     |     | 1.817|       |-267.6 |    |     

++++++++++++++++++++++++++++++++

Z-4-vinylidene-(4(2,3-dimethyl-5-imidazolone))-3,5-diOMe-phenoxide-

C14H15N2O4  mw:275.104 Anion CAS: A-1241390-25-9 fg:33 cnt:11444

----

21WOO/HEN    Datum: EA=2.70(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hbdior2z.zaf]

G3MP2B3    |-139.1 |338.0|330.8| 2.626|-109.9 |-78.5  |24.2|83.6 

M062X/Def2T|-146.5 |     |     | 2.450|       |-89.9  |    |     

B3/6-311++G|-82.6  |     |     | 2.471|       |-25.6  |    |     

++++++++++++++++++++++++++++++++

PhCH2OH..PhCH2O-

C14H15O2  mw:215.108

Core ion CAS: Z-45581-66-6 Solvent: 100-51-6 fg:230 cnt:1563

HOF(solv)= -24.0/0.3 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 20.7/1.6 TDAs | HOF(A-)=-73.3/3.3 AfIN p:8

DaffH(X..Y-)= 29.8/2.5 TDAs

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bzo2h.zcf]

G3MP2B3    |-74.8  | 29.7| 19.6| 33.8|-23.4  |-21.7  

G3MP2B3+   |-74.5  | 28.9| 21.0| 26.5|-23.6  |-22.1  

G4MP2      |-73.4  | 29.3| 19.5| 32.8|-22.8  |-21.3  

M062X/Def2T|-76.4  | 35.5| 24.3| 37.5|-22.0  |-18.9  

B3/6-311++G|-26.0  | 27.3| 19.4| 26.5|1.5    |-0.1   

++++++++++++++++++++++++++++++++

(H2O)3..anthracene-.

C14H16O3  mw:232.110 fg:304 cnt:11943

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

25LIE/VER    Datum: EA=1.16(1) eV PVMI p:8

The triplet neutral state is 1.88(1) eV higher in energy.

----

21LIE/MEN    Datum: EA=1.25(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(toluene)2..Sc-

C14H16Sc  mw:229.082 Anion CAS: Z-332855-20-6 fg:24 cnt:5062

HOF(solv)=  12.1/0.1 neut 94PED/   

----

01JUD/NAK    Datum: EA=0.54(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)4..anthracene-.

C14H18O4  mw:250.121 fg:304 cnt:11968

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=1.43(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

2,6-ditBu-p-benzoquinone-.

C14H20O2  mw:220.147 Anion CAS: Z-18802-80-7 fg:113 cnt:1676

HOF(A.)= -80.0/3.0 Est1          |

----

88HEI/CHO    Datum: EA=1.86(6) eV TDEq [43.0(14) kcal] | HOF(A-)=-123.0/3.3 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [26tbubq.zzf]

CBS-QB3    |-126.3 |     |     | 1.989|       |-80.2  |    |     

G3MP2B3    |-129.9 |     |     | 1.979|       |-84.0  |    |     

G3MP2B3+   |-130.6 |     |     | 1.995|       |-84.5  |    |     

G4MP2      |-135.2 |     |     | 2.274|       |-82.5  |    |     

M062X/Def2T|-123.2 |     |     | 2.023|       |-76.4  |    |     

B3/6-311++G|-66.4  |     |     | 2.128|       |-17.1  |    |     

++++++++++++++++++++++++++++++++

3,5-ditBu-o-benzoquinone-.

C14H20O2  mw:220.147 Anion CAS: Z-34515-66-7 fg:113 cnt:1873

----

88HEI/CHO    Datum: EA=1.80(6) eV IMRE [41.6(14) kcal] p:8

Equilibria not as good as others in study.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [35tbuobq.zzf]

CBS-QB3    |-118.7 |     |     | 2.061|       |-71.0  |    |     

G3MP2B3    |-120.5 |     |     | 1.961|       |-75.0  |    |     

M062X/Def2T|-115.5 |     |     | 2.090|       |-67.1  |    |     

B3/6-311++G|-59.0  |     |     | 2.171|       |-8.8   |    |     

++++++++++++++++++++++++++++++++

(H2O)5..anthracene-.

C14H20O5  mw:268.131 fg:304 cnt:11969

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21LIE/MEN    Datum: EA=1.57(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCN)7..Br-

C14H21BrN7  mw:366.105 fg:483 cnt:3921

HOF(A.)= 148.4/1.4               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 0.8/1.3 TDAs | HOF(A-)=8.9/1.1 AfIN p:8

DaffH(X..Y-)= 7.7/0.3 TDAs

----

96MAR/PER    Datum: EA=5.844(25) eV LPES | HOF(A-)=13.6/1.3 AfIN p:7

DaffH(AH)=  3.0/0.8 dEA

++++++++++++++++++++++++++++++++

(MeCN)7..Cl-

C14H21ClN7  mw:322.155 fg:482 cnt:3914

HOF(A.)= 146.6/1.6               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 0.2/1.4 TDAs | HOF(A-)=46.9/1.4 AfIN p:8

DaffH(X..Y-)= 9.4/0.3 TDAs

----

96MAR/PER    Datum: EA=6.443(25) eV LPES | HOF(A-)=52.4/1.5 AfIN p:7

DaffH(AH)=  3.9/0.8 dEA

++++++++++++++++++++++++++++++++

(MeCN)7..F-

C14H21FN7  mw:306.185 fg:481 cnt:3908

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= 0.1 TDAs | HOF(A-)=-33.2/2.9 AfIN p:8

DaffH(X..Y-)= 8.5 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

(MeCN)7..I-

C14H21IN7  mw:414.091 fg:484 cnt:4245

HOF(A.)= 154.9/2.4               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.269(25) eV LPES | HOF(A-)=33.4/2.4 AfIN p:7

DaffH(AH)=  3.7/0.8 dEA

++++++++++++++++++++++++++++++++

HO2C(CH2)5CO2H..HO2C(CH2)5CO2-

C14H23O8  mw:319.140

Core ion CAS: Z-29669-81-6 Solvent: 111-16-0 fg:237 cnt:8857

HOF(solv)=-211.5/1.0 GpAd 93SP     

----

16HOU/VAL    Datum: EA=6.15(10) eV LPES p:8

++++++++++++++++++++++++++++++++

O2C(CH2)12CO2=

C14H24O4  mw:256.169 Anion CAS: Z-99318-91-9 fg:37 cnt:10331

HOF(A.)= -233.6/4.9              | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -294.5/4.3 hfa 16HOU/VAL|

----

08WAN/XIN    Datum: EA=2.503(10) eV LPES | HOF(A-)=-291.4/4.9 Acid p:8

DacidH(AH)= 368.9/2.5 D-EA

----

04MIN/MUC    Datum: EA=2.25(24) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj12.zdf]

M062X/Def2T|-259.9 |389.6|375.1| 2.374|-284.9 |-202.8 |48.9|134.2

++++++++++++++++++++++++++++++++

HO2C(CH2)12CO2-

C14H25O4  mw:257.176 Anion CAS: Z-114746-11-1 fg:37 cnt:8870

HOF(A.)= -185.0/4.5              | BDE(A-H)= 113.0/3.0 Est2          

HOF(AH)= -245.9/2.0 GpAd 93SP    |

----

16HOU/VAL    Datum: EA=4.75(10) eV LPES | HOF(A-)=-294.5/3.9 Acid p:8

DacidH(AH)= 317.1/3.4 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcj12-c.zaf]

G3MP2B3    |-286.0 |335.7|326.4| 3.351|-254.6 |-206.7 |31.2|99.9 

G3MP2B3+   |-286.5 |335.7|326.4| 3.385|-254.9 |-206.3 |31.3|100.7

M062X/Def2T|-284.9 |333.6|324.8| 4.317|-253.8 |-185.1 |29.7|120.8

B3/6-311++G|-220.9 |332.6|323.3| 3.208|-186.2 |-144.9 |31.2|93.4 

++++++++++++++++++++++++++++++++

H2..O2C(CH2)12CO2=

C14H26O4  mw:258.184

Core ion CAS: Z-99318-91-9 Solvent: 1333-74-0 fg:237 cnt:10548

HOF(solv)=0.0 Defn

----

08WAN/XIN    Datum: EA=2.515(10) eV LPES p:8

++++++++++++++++++++++++++++++++

H2O..O2C(CH2)12CO2=

C14H26O5  mw:274.179 fg:237 cnt:10332

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=2.39(23) eV LPES p:7

++++++++++++++++++++++++++++++++

(H2)2..O2C(CH2)12CO2=

C14H28O4  mw:260.200 fg:237 cnt:10549

HOF(solv)=0.0 Defn

----

08WAN/XIN    Datum: EA=2.568(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)2..O2C(CH2)12CO2=

C14H28O6  mw:292.190 fg:237 cnt:10333

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.00(18) eV LPES p:7

DaffH(AH)=  14.1/6.7 dEA

++++++++++++++++++++++++++++++++

(H2)3..O2C(CH2)12CO2=

C14H30O4  mw:262.216 fg:237 cnt:10550

HOF(solv)=0.0 Defn

----

08WAN/XIN    Datum: EA=2.616(10) eV LPES p:8

DaffH(AH)=  1.1/0.3 dEA

++++++++++++++++++++++++++++++++

(H2O)3..O2C(CH2)12CO2=

C14H30O7  mw:310.200 fg:237 cnt:10334

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.12(17) eV LPES p:7

DaffH(AH)=  2.8/5.7 dEA

++++++++++++++++++++++++++++++++

(H2)4..O2C(CH2)12CO2=

C14H32O4  mw:264.231 fg:237 cnt:10551

HOF(solv)=0.0 Defn

----

08WAN/XIN    Datum: EA=2.636(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)4..O2C(CH2)12CO2=

C14H32O8  mw:328.211 fg:237 cnt:10335

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.56(14) eV LPES p:7

DaffH(AH)=  10.1/5.1 dEA

++++++++++++++++++++++++++++++++

(H2)5..O2C(CH2)12CO2=

C14H34O4  mw:266.247 fg:237 cnt:10552

HOF(solv)=0.0 Defn

----

08WAN/XIN    Datum: EA=2.675(10) eV LPES p:8

DaffH(AH)=  0.9/0.3 dEA

++++++++++++++++++++++++++++++++

(H2O)5..O2C(CH2)12CO2=

C14H34O9  mw:346.221 fg:237 cnt:10336

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.62(13) eV LPES p:7

DaffH(AH)=  1.4/4.4 dEA

++++++++++++++++++++++++++++++++

(H2)6..O2C(CH2)12CO2=

C14H36O4  mw:268.262 fg:237 cnt:10553

HOF(solv)=0.0 Defn

----

08WAN/XIN    Datum: EA=2.704(10) eV LPES p:8

DaffH(AH)=  0.7/0.3 dEA

++++++++++++++++++++++++++++++++

(H2O)6..O2C(CH2)12CO2=

C14H36O10  mw:364.232 fg:237 cnt:10337

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=3.93(11) eV LPES p:7

DaffH(AH)=  7.1/3.9 dEA

++++++++++++++++++++++++++++++++

(H2O)7..O2C(CH2)12CO2=

C14H38O11  mw:382.243 fg:237 cnt:10338

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.00(11) eV LPES p:7

DaffH(AH)=  1.6/3.6 dEA

++++++++++++++++++++++++++++++++

(H2O)8..O2C(CH2)12CO2=

C14H40O12  mw:400.253 fg:237 cnt:10339

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.27(9) eV LPES p:7

DaffH(AH)=  6.2/3.3 dEA

++++++++++++++++++++++++++++++++

(EtOH)7..Cl-

C14H42ClO7  mw:357.262 fg:482 cnt:3516

HOF(solv)= -56.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.7/1.0 TDAs | HOF(A-)=-485.0/2.2 AfIN p:8

DaffH(X..Y-)= 9.8/1.0 TDAs

++++++++++++++++++++++++++++++++

(HCONH2)14-.

C14H42N14O14  mw:630.301

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11706

----

06MAE/NEG    Datum: EA=2.90 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated covalent anion; a solvated electron form has Vertical Detachment Energy=1.09 eV.

++++++++++++++++++++++++++++++++

(H2O)9..O2C(CH2)12CO2=

C14H42O13  mw:418.264 fg:237 cnt:10340

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.32(9) eV LPES p:7

DaffH(AH)=  1.2/2.9 dEA

++++++++++++++++++++++++++++++++

(H2O)10..O2C(CH2)12CO2=

C14H44O14  mw:436.274 fg:237 cnt:10341

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.50(7) eV LPES p:7

DaffH(AH)=  4.2/2.6 dEA

++++++++++++++++++++++++++++++++

(H2O)11..O2C(CH2)12CO2=

C14H46O15  mw:454.285 fg:237 cnt:10342

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.60(7) eV LPES p:7

DaffH(AH)=  2.3/2.3 dEA

++++++++++++++++++++++++++++++++

(H2O)12..O2C(CH2)12CO2=

C14H48O16  mw:472.295 fg:237 cnt:10343

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.68(6) eV LPES p:7

DaffH(AH)=  1.8/2.1 dEA

++++++++++++++++++++++++++++++++

(H2O)13..O2C(CH2)12CO2=

C14H50O17  mw:490.306 fg:237 cnt:10344

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.74(6) eV LPES p:7

DaffH(AH)=  1.4/2.0 dEA

++++++++++++++++++++++++++++++++

(H2O)14..O2C(CH2)12CO2=

C14H52O18  mw:508.316 fg:237 cnt:10345

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.79(6) eV LPES p:7

DaffH(AH)=  1.2/2.0 dEA

++++++++++++++++++++++++++++++++

(H2O)15..O2C(CH2)12CO2=

C14H54O19  mw:526.327 fg:237 cnt:10346

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.84(6) eV LPES p:7

DaffH(AH)=  1.2/2.0 dEA

++++++++++++++++++++++++++++++++

(H2O)16..O2C(CH2)12CO2=

C14H56O20  mw:544.338 fg:237 cnt:10347

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.90(5) eV LPES p:7

DaffH(AH)=  1.4/1.8 dEA

++++++++++++++++++++++++++++++++

(H2O)17..O2C(CH2)12CO2=

C14H58O21  mw:562.348 fg:237 cnt:10348

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=4.94(5) eV LPES p:7

DaffH(AH)=  0.9/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)18..O2C(CH2)12CO2=

C14H60O22  mw:580.359 fg:237 cnt:10349

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04MIN/MUC    Datum: EA=5.00(5) eV LPES p:7

DaffH(AH)=  1.4/1.6 dEA

++++++++++++++++++++++++++++++++

C15-

C15  mw:180.001 Anion CAS: Z-149983-25-5 fg:2 cnt:2247

----

05ACH/KOH    Datum: EA=3.20(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=3.20(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

----

99KOH/SUZ    Datum: EA=4.18(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

98KOH/SUZ    Datum: EA=4.20(22) eV LPES p:7

The stated EA is the Vertical Detachment Energy. linear isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c15-cz.zzf]

G3MP2B3    |421.0  |     |     | 2.740|       |484.0  |    |     

++++++++++++++++++++++++++++++++

pCF3-C6F4C(C6F5)CN-

C15F12N  mw:421.984 Anion CAS: Z-699528-89-7 fg:67 cnt:2940

----

94KOP/TAF    Datum: DacidG= 307.5/2.0 IMRE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qfycfycn.zaf]

G3MP2B3    |-520.6 |314.4|306.6|      |-467.9 |       |26.3|     

B3/6-311++G|-426.4 |306.1|298.6| 3.701|-365.3 |-341.1 |25.2|76.2 

++++++++++++++++++++++++++++++++

K13(NCS)15=

C15K13N15S15  mw:1376.16 fg:24 cnt:10814

----

15DEN/KON2   Datum: EA=5.20(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC15-.

C15La  mw:318.907 Anion CAS: N-167314-82-1 fg:19 cnt:5021

----

00KOH/SUZ    Datum: EA=4.00(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ru6C(CO)14=

C15O14Ru6  mw:1015.36 fg:22 cnt:5855

----

02BUT/JOH    Datum: EA=0.85(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Ru6(CO)15=

C15O15Ru6  mw:1031.35 fg:22 cnt:5864

----

02BUT/JOH    Datum: EA=0.95(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(CO2)15-.

C15O30  mw:659.848 Anion CAS: N-1042966-51-7 fg:100 cnt:11764

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=4.64(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

++++++++++++++++++++++++++++++++

ScC15-.

C15Sc  mw:224.956 fg:19 cnt:5050

----

00KOH/SUZ    Datum: EA=3.65(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ti9C15-

C15Ti9  mw:611.532 Anion CAS: N-268543-39-1 fg:19 cnt:10525

----

98WAN/WAN    Datum: EA=1.8(2) eV LPES p:8

++++++++++++++++++++++++++++++++

YC15-.

C15Y  mw:268.906 fg:19 cnt:5037

----

00KOH/SUZ    Datum: EA=4.00(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

pCF3-C6F4CH=C(C6F5)O-

C15HF12O  mw:424.984 Anion CAS: Z-687974-87-4 fg:64 cnt:4846

HOF(AH)= -539.4/2.0 GpAd 93SP    |

----

00KOP/KOP    Datum: DacidG= 311.0/2.0 IMRE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qfyxcofy.zaf]

G3MP2B3    |-578.1 |324.2|316.4|      |-535.1 |       |26.2|     

B3/6-311++G|-486.7 |315.9|308.4| 3.806|-435.4 |-401.0 |25.1|86.4 

++++++++++++++++++++++++++++++++

Cr(CF3COCHCOCF3)3-.

C15H3CrF18O6  mw:672.905 Anion CAS: Z-71974-83-9 fg:24 cnt:2759

----

90SHA/EYL    Datum: EA=2.9(1) eV IMRB [67.(3) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K). Between Cl4-quinone, Ti(CF3COCHCOCF3)3.

++++++++++++++++++++++++++++++++

pMe-C6F4C(C6F5)CN-

C15H3F9N  mw:368.013 Anion CAS: Z-750514-55-7 fg:67 cnt:4841

HOF(AH)= -323.0/2.0 GpAd 93SP    |

----

00KOP/KOP    Datum: DacidG= 316.1/2.0 IMRE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rpf2ccn.zaf]

G3MP2B3    |-365.8 |324.4|317.1|      |-323.0 |       |24.4|     

B3/6-311++G|-286.0 |317.3|309.9| 3.200|-236.0 |-212.2 |24.8|75.9 

++++++++++++++++++++++++++++++++

1,2,3,5,7-(CF3)5-azulene-.

C15H3F15  mw:468.000 Anion CAS: N-1433498-20-4 fg:104 cnt:9763

----

13KUV/CAS    Datum: EA=2.890(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ga(CF3COCHCOCF3)3-.

C15H3F18GaO6  mw:689.890 Anion CAS: Z-134706-76-6 fg:24 cnt:2760

----

90SHA/EYL    Datum: EA=2.62(2) eV IMRE [60.4(5) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K).

++++++++++++++++++++++++++++++++

Sc(CF3COCHCOCF3)3-.

C15H3F18O6Sc  mw:665.921 Anion CAS: N-18990-42-6 fg:24 cnt:2756

----

90SHA/EYL    Datum: EA=2.8(1) eV IMRB [64.(3) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K). Between fluoranil, Cr(CF3COCHCOCF3)3.

++++++++++++++++++++++++++++++++

Ti(CF3COCHCOCF3)3-.

C15H3F18O6Ti  mw:668.913 Anion CAS: N-22854-59-7 fg:24 cnt:2757

----

90SHA/EYL    Datum: EA=3.0(1) eV IMRB [69.(3) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K). Between Cr(CF3COCHCOCF3)3, V(CF3COCHCOCF3)3.

++++++++++++++++++++++++++++++++

V(CF3COCHCOCF3)3-.

C15H3F18O6V  mw:671.909 Anion CAS: N-15695-77-9 fg:24 cnt:2758

----

90SHA/EYL    Datum: EA=3.2(1) eV IMRE [73.(2) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K).

++++++++++++++++++++++++++++++++

pCF3-C6F4C(Ph)CN-

C15H5F7N  mw:332.032 Anion CAS: Z-789433-71-2 fg:67 cnt:4838

HOF(AH)= -265.0/2.0 GpAd 93SP    |

DacidS=17.0/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 315.7/2.0 IMRE | HOF(A-)=-309.9/3.0 Acid p:9

DacidH(AH)= 320.8/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qpfphccn.zaf]

G3MP2B3    |-300.4 |326.4|319.3| 3.317|-259.7 |-224.0 |23.9|87.8 

G4MP2      |-294.3 |325.9|318.7|      |-252.9 |       |24.2|     

M062X/Def2T|-311.9 |320.8|313.6| 3.091|-268.0 |-240.7 |24.0|79.4 

B3/6-311++G|-223.4 |318.8|311.9| 3.068|-175.0 |-152.7 |23.3|74.4 

++++++++++++++++++++++++++++++++

pMe-C6F4C(Ph)CN-

C15H8F4N  mw:278.060 Anion CAS: Z-775522-88-8 fg:67 cnt:4836

HOF(AH)= -112.5/2.0 GpAd 93SP    |

DacidS=23.0/3.0 Calc | 

----

00KOP/KOP    Datum: DacidG= 328.2/2.0 IMRE | HOF(A-)=-143.1/3.0 Acid p:9

DacidH(AH)= 335.1/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rf4cphcn.zaf]

G3MP2B3    |-145.4 |335.9|328.9| 2.885|-114.1 |-78.9  |23.4|87.3 

G4MP2      |-140.6 |335.6|328.7|      |-109.0 |       |23.1|     

M062X/Def2T|-152.5 |331.1|324.6| 2.636|-119.0 |-91.8  |21.9|79.3 

B3/6-311++G|-82.0  |330.1|323.3| 2.571|-44.9  |-22.7  |23.1|74.3 

++++++++++++++++++++++++++++++++

9-CN-anthracene-.

C15H9N  mw:203.074 Anion CAS: Z-34478-08-5 fg:108 cnt:1666

HOF(A.)=  87.5/1.0 GpAd 93SP     |

----

93HEI/CHO    Datum: EA=1.27(9) eV TDEq [29.3(20) kcal] | HOF(A-)=58.2/2.2 R-EA p:9

.DELTA.eaG(423 K)= -28.2 kcal/mol   .DELTA.eaS=-1.6.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9cnanth.zzf]

CBS-QB3    |60.0   |     |     | 1.207|       |87.7   |    |     

G3MP2B3    |52.8   |     |     | 1.195|       |80.2   |    |     

G4MP2      |47.9   |     |     | 1.457|       |81.3   |    |     

M062X/Def2T|49.9   |     |     | 1.355|       |81.0   |    |     

B3/6-311++G|100.7  |     |     | 1.314|       |133.5  |    |     

++++++++++++++++++++++++++++++++

N-acridone-CH2CO2-

C15H10NO3  mw:252.067 Anion CAS: Z-113583-39-4 fg:65 cnt:11657

----

99MUF/VAS2   Datum: DacidH(AH)= 325.6/1.0 EIAE p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [acridoyy.zaf]

CBS-QB3    |-113.7 |325.2|319.4|      |-73.2  |       |19.6|     

G3MP2B3    |-116.7 |326.0|319.4| 3.146|-75.5  |-42.9  |22.0|84.8 

G4MP2      |-113.9 |326.3|319.8|      |-73.0  |       |21.6|     

M062X/Def2T|-115.6 |326.2|319.1| 2.992|-77.1  |-45.9  |23.8|83.3 

B3/6-311++G|-54.2  |324.4|317.9| 2.918|-11.2  |14.6   |21.6|78.0 

++++++++++++++++++++++++++++++++

9-phenanthraldehyde-.

C15H10O  mw:206.074 Anion CAS: N-4707-71-5 fg:109 cnt:481

HOF(A.)=  21.3/1.0 GpAd 93SP     | | S(A.)=111.5/1.0  93SP

----

75WEN/KAO    Datum: EA=0.724(10) eV ECD  | HOF(A-)=4.6/1.0 R-EA p:5

Composite computational methods(18BAR/) indicate an electron affinity of 0.7 eV.
###### the following are "below the line": evaluated as not accurate ####

----

67WEN/CHE    Datum: EA=0.655(142) eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9chophen.zzf]

CBS-QB3    |6.3    |     |     | 0.814|       |25.0   |    |     

G3MP2B3    |3.6    |     |     | 0.675|       |19.1   |    |     

M062X/Def2T|-3.7   |     |     | 0.989|       |19.0   |    |     

B3/6-311++G|47.8   |     |     | 1.132|       |73.8   |    |     

++++++++++++++++++++++++++++++++

9-anthraldehyde-.

C15H10O  mw:206.074 Anion CAS: Z-79906-04-0 fg:109 cnt:480

HOF(A.)=  23.5/1.0 GpAd 93SP     | | S(A.)=110.1/1.0  93SP

----

93HEI/CHO    Datum: EA=1.31(9) eV TDEq [30.2(20) kcal] | HOF(A-)=-6.7/2.2 R-EA p:9

.DELTA.eaG(423 K)= -29.0 kcal/mol   .DELTA.eaS=-2.7.
###### the following are "below the line": evaluated as not accurate ####

----

67WEN/CHE    Datum: EA=1.02(13) eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9choanth.zzf]

G3MP2B3    |1.7    |     |     | 1.100|       |27.0   |    |     

G3MP2B3+   |1.7    |     |     | 1.086|       |26.7   |    |     

G4MP2      |-3.6   |     |     | 1.374|       |28.1   |    |     

M062X/Def2T|-4.1   |     |     | 1.382|       |27.7   |    |     

B3/6-311++G|47.0   |     |     | 1.489|       |81.3   |    |     

++++++++++++++++++++++++++++++++

9-anthryl-CH2-

C15H11  mw:191.087 Anion CAS: Z-122128-04-5 fg:74 cnt:2425

HOF(A.)=  73.9/1.8 D+AH          | BDE(A-H)= 81.8/1.5  82MCM/GOL     

HOF(AH)=  44.2/1.0 GpAd 93SP     |

DacidS=23.8/2.0 Stat |  S(A-)=100.8/2.2 Acid |  S(AH)=103.0/1.0 GpAd 93SP

----

90BAR/GRI    Datum: DacidG= 355.1/2.3 IMRE | HOF(A-)=40.7/2.6 Acid p:9

DacidH(AH)= 362.2/2.4 G+TS EA(ev)= 1.440

Tautomer 9-methylene-10,10-dihydroanthracene: .DELTA.acidG=349.0/3.0 kcal/mol, .DELTA.acidS=27.0, .DELTA.acidH=357.1. Bond Dissociation Energy: 93ZHA/BOR.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9janth.zaf]

CBS-QB3    |48.9   |362.8|356.0| 1.571|51.9   |85.1   |22.8|85.3 

G3MP2B3    |39.5   |361.5|354.4| 2.022|45.2   |86.0   |23.8|93.0 

G3MP2B3+   |39.2   |361.5|354.6| 2.038|44.9   |86.2   |23.1|93.4 

G4MP2      |39.8   |361.2|354.6| 1.771|45.7   |80.5   |22.4|87.0 

M062X/Def2T|41.6   |359.6|352.3| 1.602|46.7   |78.5   |24.3|83.9 

B3/6-311++G|91.6   |360.6|353.4| 1.531|98.4   |126.9  |24.1|80.6 

++++++++++++++++++++++++++++++++

2-Me-anthracene-.

C15H12  mw:192.094 Anion CAS: Z-36244-51-6 fg:103 cnt:7428

HOF(A.)=  44.2/1.0 GpAd 93SP     |

----

07AND/MIT    Datum: EA=0.47(2) eV LPES | HOF(A-)=33.4/1.1  p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2ranth.zzf]

CBS-QB3    |35.5   |     |     | 0.602|       |49.0   |    |     

G3MP2B3    |31.0   |     |     | 0.503|       |42.2   |    |     

G3MP2B3+   |30.3   |     |     | 0.520|       |42.0   |    |     

M062X/Def2T|30.5   |     |     | 0.569|       |43.4   |    |     

B3/6-311++G|78.6   |     |     | 0.671|       |93.8   |    |     

++++++++++++++++++++++++++++++++

1-Me-anthracene-.

C15H12  mw:192.094 Anion CAS: Z-34508-06-0 fg:104 cnt:3193

HOF(A.)=  44.2/1.0 GpAd 93SP     | | S(A.)=104.4/1.0  93SP

----

07AND/MIT    Datum: EA=0.52(2) eV LPES | HOF(A-)=32.2/1.1  p:8

The stated EA is the Vertical Detachment Energy.

----

95CHE/COO    Datum: EA=0.55(10) eV CIDC p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [1ranth.zzf]

CBS-QB3    |34.0   |     |     | 0.666|       |49.1   |    |     

G3MP2B3    |27.7   |     |     | 0.647|       |42.4   |    |     

G3MP2B3+   |27.0   |     |     | 0.667|       |42.1   |    |     

G4MP2      |22.9   |     |     | 0.877|       |42.9   |    |     

M062X/Def2T|29.7   |     |     | 0.621|       |43.7   |    |     

B3/6-311++G|78.7   |     |     | 0.710|       |94.8   |    |     

++++++++++++++++++++++++++++++++

9-Me-anthracene-.

C15H12  mw:192.094 Anion CAS: Z-34512-40-8 fg:104 cnt:7668

HOF(A.)=  44.2/2.0 GpAd 93SP     | S(A-)=103.1  93SP |  S(AH)=

----

07AND/MIT    Datum: EA=0.59(2) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9ranth.zzf]

CBS-QB3    |36.2   |     |     | 0.691|       |51.9   |    |     

G3MP2B3    |32.1   |     |     | 0.574|       |45.2   |    |     

G4MP2      |26.7   |     |     | 0.828|       |45.7   |    |     

M062X/Def2T|32.6   |     |     | 0.625|       |46.7   |    |     

B3/6-311++G|81.8   |     |     | 0.732|       |98.4   |    |     

++++++++++++++++++++++++++++++++

pCO2Me-benzophenone-.

C15H12O3  mw:240.079 Anion CAS: N-6158-54-9 fg:111 cnt:4503

HOF(A.)= -71.9/1.0 GpAd 93SP     | | S(A.)=139.2/2.0  93SP

----

99HUH/KAN    Datum: EA=1.11(9) eV IMRE [25.5(20) kcal] | HOF(A-)=-97.4/2.2 R-EA p:8

.DELTA.G(EA) 343K; anchored to .DELTA.G(EA)[PhNO2] in 89CHO/KIS. Including anchor .DELTA.S, the stated EA is ca. 0.4 kcal/mol more bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pebp.zzf]

CBS-QB3    |-98.5  |     |     | 1.089|       |-73.4  |    |     

G3MP2B3    |-100.7 |     |     | 1.058|       |-76.4  |    |     

G3MP2B3+   |-101.4 |     |     | 1.075|       |-76.7  |    |     

G4MP2      |-105.3 |     |     | 1.364|       |-73.9  |    |     

M062X/Def2T|-106.6 |     |     | 1.181|       |-79.4  |    |     

B3/6-311++G|-48.0  |     |     | 1.368|       |-16.6  |    |     

++++++++++++++++++++++++++++++++

9-Et-fluorenide-

C15H13  mw:193.102 Anion CAS: Z-85535-23-5 fg:79 cnt:1209

HOF(AH)=  21.0/3.0 Est1          |

DacidS=26.0/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 343.4/2.0 IMRE | HOF(A-)=6.5/3.7 Acid p:9

DacidH(AH)= 351.2/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9etfh.zaf]

CBS-QB3    |19.9   |349.9|341.7|      |35.7   |       |27.5|     

G3MP2B3    |12.5   |350.0|342.3| 2.025|29.7   |59.1   |25.6|81.5 

G3MP2B3+   |12.2   |349.9|341.9| 2.032|29.5   |59.0   |26.8|81.6 

G4MP2      |12.5   |349.5|341.4| 1.810|30.1   |54.1   |27.1|76.1 

M062X/Def2T|15.4   |348.5|340.5| 1.830|31.6   |57.5   |26.7|78.0 

B3/6-311++G|66.5   |348.7|340.6| 1.742|85.0   |106.6  |27.2|73.7 

++++++++++++++++++++++++++++++++

PhCH2OH..PhCC-

C15H13O  mw:209.097

Core ion CAS: Z-20404-08-4 Solvent: 100-51-6 fg:284 cnt:1559

HOF(solv)= -24.0/0.3 neut 94PED/   

----

84CAL/ROZ #  Datum: DaffG= 17.9/2.0 IMRE | HOF(A-)=27.6/3.1 AfIN p:8

DaffH(X..Y-)= 26.6/2.2 G+TS

Reanchored to average data from 90PAU/KEB and 86MEO/SIE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [bzohccph.zcf]

G3MP2B3    |31.5   | 22.4| 14.6| 26.1|-23.4  |77.3   

G4MP2      |33.4   | 21.8| 12.7| 30.3|-22.8  |77.9   

M062X/Def2T|31.9   | 25.6| 15.5| 34.0|-22.0  |79.6   

B3/6-311++G|123.6  |-21.5|-36.1| 49.0|1.5    |100.6  

++++++++++++++++++++++++++++++++

pNO2C6H4NHCSNHPh..MeCO2-

C15H14N3O4S  mw:332.071

Core ion CAS: Z-71-50-1 Solvent: 7669-49-0 fg:24 cnt:10942

----

16BEL/WAN    Datum: EA=4.45(10) eV LPES p:8

Vertical Detachment Energy:4.88(10) eV.

++++++++++++++++++++++++++++++++

MeOH..anthracene-.

C15H14O  mw:210.104

Core ion CAS: Z-34509-92-7 Solvent: 67-56-1 fg:304 cnt:11939

HOF(solv)= -48.1/0.1 neut 94PED/   

----

25LIE/VER    Datum: EA=0.78(1) eV PVMI p:8

The triplet neutral state is 1.89(1) eV higher in energy.

++++++++++++++++++++++++++++++++

pEt-benzophenone-.

C15H14O  mw:210.105 Anion CAS: Z-80451-54-3 fg:111 cnt:9893

----

81CHE/WEN    Datum: EA=0.64(10) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [petpcoph.zzf]

CBS-QB3    |-10.8  |     |     | 0.554|       |1.9    |    |     

G3MP2B3    |-14.1  |     |     | 0.462|       |-3.6   |    |     

M062X/Def2T|-17.4  |     |     | 0.622|       |-3.2   |    |     

B3/6-311++G|31.7   |     |     | 0.798|       |50.0   |    |     

++++++++++++++++++++++++++++++++

(Pyridine)3..Co-

C15H15CoN3  mw:296.060 fg:24 cnt:10214

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

06EDM/KAN    Datum: EA=1.0(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(Pyridine)3..Co2-

C15H15Co2N3  mw:354.994 fg:24 cnt:10215

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

06EDM/KAN    Datum: EA=1.1(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(Pyridine)3..Co3-

C15H15Co3N3  mw:413.927 fg:24 cnt:10216

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

06EDM/KAN    Datum: EA=1.5(1) eV LPES p:8

Vertical Detachment Energy:1.7(6) eV.

++++++++++++++++++++++++++++++++

(CH2=CHCN)5-.

C15H15N5  mw:265.133 fg:302 cnt:9602

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

95FUK/TSU    Datum: EA=1.50(5) eV LPES p:8

DaffH(AH)=  4.6/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CH2=CHCN)5..Na-

C15H15N5Na  mw:288.123 fg:201 cnt:9610

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

03OHS/MIS    Datum: EA=2.50(5) eV LPES p:8

DaffH(AH)=  9.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

5,5-diMe-1,3-cyclohexanedione-2-CONHPh-2-ide-

C15H16NO3  mw:258.114 Anion CAS: Z-687980-48-9 fg:65 cnt:6526

DacidS=26.0 Calc | 

----

04MIS/MAT    Datum: DacidG= 326.1/2.0 IMRE p:9

DacidH(AH)= 333.9 G+TS

Composite computational methods (18BAR/) indicate the enol form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chxdicon.zaf]

G3MP2B3    |-155.7 |334.0|325.1| 3.710|-122.5 |-69.9  |30.1|104.7

G4MP2      |-153.4 |333.9|324.8|      |-120.1 |       |30.3|     

M062X/Def2T|-156.3 |330.7|321.8| 3.666|-122.3 |-71.5  |29.9|102.9

B3/6-311++G|-92.5  |333.2|324.4| 3.604|-58.3  |-9.1   |29.3|101.3

++++++++++++++++++++++++++++++++

(MeOH)2..fluorenone-.

C15H16O3  mw:244.110 fg:311 cnt:8735

HOF(solv)= -48.1/0.1 neut 94PED/   

----

15MAE/YAG    Datum: EA=2.22(4) eV LPES p:9

DaffH(AH)=  8.5/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)2..Ph2CO-.

C15H18O3  mw:246.126 fg:311 cnt:6965

HOF(solv)= -48.1/0.1 neut 94PED/   

----

07YAG/MAE    Datum: EA=1.77(4) eV LPES p:8

DaffH(AH)=  3.9/1.3 dEA

The stated EA is the Vertical Detachment Energy.

----

08MAE/YAG    Datum: EA=2.04(4) eV LPES p:5

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Co(MeCOCHCOMe)3-.

C15H21CoO6  mw:356.068 Anion CAS: Z-47177-25-3 fg:24 cnt:2754

----

90SHA/EYL    Datum: EA=2.0(1) eV IMRB [47.(2) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K). Between 2-Ph-benzoquinone, 3-CN-1,3-diNO2benzene.

++++++++++++++++++++++++++++++++

Cr(MeCOCHCOMe)3-.

C15H21CrO6  mw:349.075 Anion CAS: Z-68986-53-8 fg:24 cnt:2761

----

90SHA/EYL    Datum: EA=0.87(4) eV [20.(1) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K). Between 2,3-diMe-nitrobenzene, pNO2-toluene.

++++++++++++++++++++++++++++++++

(tBuO2C)2CHCH2C(SO2CF3)2-

C15H21F6O8S2  mw:507.059 fg:72 cnt:8929

----

15ZHA/SON    Datum: DacidG= 300.4/2.0 IMRE p:9

++++++++++++++++++++++++++++++++

Fe(MeCOCHCOMe)3-.

C15H21FeO6  mw:353.069 Anion CAS: Z-21534-23-6 fg:24 cnt:2753

HOF(A.)= -297.2/1.4  77PED/RYL   |

----

90SHA/EYL    Datum: EA=1.86(2) eV IMRE [43.0(5) kcal] | HOF(A-)=-340.2/1.5 R-EA p:7

The stated EA is actually -.DELTA.eaG(350 K).

++++++++++++++++++++++++++++++++

Mn(MeCOCHCOMe)3-.

C15H21MnO6  mw:352.072 Anion CAS: Z-71974-81-7 fg:24 cnt:2752

HOF(A.)= -309.6/1.5  77PED/RYL   |

----

90SHA/EYL    Datum: EA=2.6(1) eV IMRB [59.(3) kcal] | HOF(A-)=-368.6/3.4 R-EA p:7

The stated EA is actually -.DELTA.eaG(350 K). Between 2,5-diCl-quinone, fluoranil.

++++++++++++++++++++++++++++++++

Ru(MeCOCHCOMe)3-.

C15H21O6Ru  mw:399.039 Anion CAS: Z-66560-52-9 fg:24 cnt:2755

----

90SHA/EYL    Datum: EA=1.67(2) eV IMRE [38.6(5) kcal] p:8

The stated EA is actually -.DELTA.eaG(350 K).

----

94SHA/ALA    Datum: EA=1.76(7) eV IMRB [40.5(15) kcal] p:7

Revised version of 90SHA/EYL. The stated EA is actually .DELTA.G(attachment) at 350K.

++++++++++++++++++++++++++++++++

V(MeCOCHCOMe)3-.

C15H21O6V  mw:348.078 Anion CAS: Z-136276-29-4 fg:24 cnt:2750

----

90SHA/EYL    Datum: EA=1.08(2) eV IMRE [24.9(5) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K).

++++++++++++++++++++++++++++++++

artemisinin-.

C15H22O5  mw:282.147 Anion CAS: Z-214068-82-3 fg:102 cnt:9371

----

07SEY/GIL    Datum: EA=1.400(35) eV LPES p:8

Vertical Detachment Energy:2.5(1) eV.

++++++++++++++++++++++++++++++++

H2N-(CHMeCONH)4-CH(CONH2)CH2S- [Ala4CysNH2]

C15H27N6O5S  mw:403.177 Anion CAS: A-1190830-97-7 fg:54 cnt:7843

HOF(AH)= -234.0 GpAd 93SP        |

DacidS=19.1 CIDC 09REN/TAN | 

----

09REN/TAN    Datum: DacidH(AH)= 325.9/2.0 CIDC | HOF(A-)=-273.8/2.0 Acid p:8

DacidG(AH)= 320.2/2.0 H-TS

Acid:H2N-(Ala)4-Cysteinamide).

++++++++++++++++++++++++++++++++

H2N-(COCHMeNH)4-COCH(NH2)CH2S- [[CysAla4NH2]

C15H27N6O5S  mw:403.177 Anion CAS: A-930298-42-3 fg:54 cnt:7845

HOF(AH)= -234.0 GpAd 93SP        |

DacidS=12.8 CIDC 09REN/TAN | 

----

09REN/TAN    Datum: DacidH(AH)= 319.2/4.0 CIDC | HOF(A-)=-280.5/4.0 Acid p:8

DacidG(AH)= 315.4/4.0 H-TS

Acid:H2N-Cys-(Ala)3-CHMeCONH2.

++++++++++++++++++++++++++++++++

(Me2CO)5-.

C15H30O5  mw:290.210 fg:300 cnt:6792

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.05(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(iPrOH)5..Cl-

C15H40ClO5  mw:335.257 fg:482 cnt:3523

HOF(solv)= -65.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 2.4/1.0 TDAs | HOF(A-)=-400.2/1.6 AfIN p:8

DaffH(X..Y-)= 11.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(nPrOH)5..Cl-

C15H40ClO5  mw:335.257 fg:482 cnt:3530

HOF(solv)= -61.0/0.3 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 2.7/1.0 TDAs | HOF(A-)=-381.1/2.4 AfIN p:8

DaffH(X..Y-)= 12.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(HCONH2)15-.

C15H45N15O15  mw:675.323

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11707

----

06MAE/NEG    Datum: EA=1.15 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated electron form.

++++++++++++++++++++++++++++++++

C16-

C16  mw:192.001 Anion CAS: Z-119128-44-8 fg:2 cnt:2248

----

05ACH/KOH    Datum: EA=2.45(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=2.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

----

98KOH/SUZ    Datum: EA=4.70(17) eV LPES p:7

The stated EA is the Vertical Detachment Energy. linear isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c16-c.zzf]

G3MP2B3    |463.4  |316.8|309.4| 1.309|513.8  |493.4  |24.8|31.7 

++++++++++++++++++++++++++++++++

(pCF3-C6F4)2CCN-

C16F14N  mw:471.981 Anion CAS: Z-690201-61-7 fg:67 cnt:2949

----

94KOP/TAF    Datum: DacidG= 302.1/2.0 IMRE p:8

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pqpf2ccn.zaf]

G3MP2B3    |-642.7 |309.4|301.6|      |-585.0 |       |26.2|     

M062X/Def2T|-664.0 |303.5|296.4| 0.197|-602.8 |-572.0 |23.9|82.9 

B3/6-311++G|-532.9 |300.6|293.4| 4.040|-466.2 |-441.7 |24.4|76.6 

++++++++++++++++++++++++++++++++

K14(NCS)16=

C16K14N16S16  mw:1473.10 fg:24 cnt:10815

----

15DEN/KON2   Datum: EA=5.10(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LaC16-.

C16La  mw:330.907 Anion CAS: N-167314-83-2 fg:19 cnt:5022

----

00KOH/SUZ    Datum: EA=3.00(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ru6C(CO)15=

C16O15Ru6  mw:1043.35 Anion CAS: N-1260180-87-7 fg:22 cnt:5856

----

02BUT/JOH    Datum: EA=1.05(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Ru6(CO)16=

C16O16Ru6  mw:1059.35 fg:22 cnt:5865

----

02BUT/JOH    Datum: EA=0.95(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(CO2)16-.

C16O32  mw:703.838 Anion CAS: N-917380-93-9 fg:100 cnt:11765

HOF(solv)= -94.0/0.1 neut 24GON/WAN

----

97TSU/JOH    Datum: EA=4.69(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors suggest that the core ion is C2O4- for n=3-5; CO2- for n=7-13; and C2O4- for n=14-16.

++++++++++++++++++++++++++++++++

ScC16-.

C16Sc  mw:236.956 fg:19 cnt:5051

----

00KOH/SUZ    Datum: EA=3.06(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC16-.

C16Y  mw:280.906 fg:19 cnt:5038

----

00KOH/SUZ    Datum: EA=3.00(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

pyrene-1-(SO3Na)-3,6,8-(SO3)3---

C16H6NaO12S4  mw:540.865 fg:40 cnt:9034

----

09WAN/SER2   Datum: EA=-0.1(1) eV LPES p:8

Vertical Detachment Energy:-0.1(1) eV. Estimated reverse Coulomb barrier 3.0 eV. The stated EA is from an extrapolation.

++++++++++++++++++++++++++++++++

pyrene-1,3,6,8-(SO3)4.(3-)

C16H6O12S4  mw:517.875 Anion CAS: A-81813-24-3 fg:40 cnt:9032

----

09WAN/SER2   Datum: EA=0.50(5) eV LPES p:8

Vertical Detachment Energy:0.60(5) eV. Estimates reverse Coulomb barrier 3.0 eV.

++++++++++++++++++++++++++++++++

1-hydroxy-3,6,8-pyrene-trisulfonate(-3)

C16H7O10S3  mw:454.922 Anion CAS: Z-57206-23-2 fg:40 cnt:6988

----

08YAN/XIN    Datum: EA=-0.66(5) eV LPES p:8

Coulomb barrier ca. 3.3 eV. Vertical Detachment Energy estimated as -0.62 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyreso33.ztn]

B3/6-311++G|-133.0 |     |     |-0.806|       |-151.5 |    |     

++++++++++++++++++++++++++++++++

pyrene-1-(SO3H)-3,6,8-(SO3)3---

C16H7O12S4  mw:518.883 Anion CAS: Z-1167574-60-8 fg:40 cnt:9033

----

09WAN/SER2   Datum: EA==0.0(1) eV LPES p:8

Vertical Detachment Energy:0.0(1) eV. Estimated reverse Coulomb barrier 3.0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyreso34.ztn]

B3/6-311++G|-165.2 |     |     |-0.051|       |-166.2 |    |     

++++++++++++++++++++++++++++++++

Fe(S2-o-xyl)2Na-

C16H8FeNaS2  mw:342.932 Anion CAS: Z-57456-64-1 fg:24 cnt:8546

----

03YAN/WAN2   Datum: EA=2.30(5) eV LPES p:8

Vertical Detachment Energy:2.60(5) eV; S2-o-xyl = o-xylene-alpha,alpha'-dithiolate. See also 00WAN/WAN6.

++++++++++++++++++++++++++++++++

Fe(S2-o-xyl)2-

C16H8FeS2  mw:319.942 Anion CAS: Z-57456-64-1 fg:24 cnt:8547

----

03YAN/WAN2   Datum: EA=3.49(5) eV LPES p:8

Vertical Detachment Energy:3.90(8) eV; S2-o-xyl = o-xylene-alpha,alpha'-dithiolate.

++++++++++++++++++++++++++++++++

5,5'-indigo-disulfonate= | 2,2-(bis-2,3-dhydro-oxoindolylidene)-5,5'-disulfonate= "indigo carmine"

C16H8N2O8S2  mw:419.973 Anion CAS: Z-76434-47-4 fg:40 cnt:11454

----

14CHA/HOR    Datum: EA=2.5(1) eV LPEI p:7

Reverse Coulomb barrier ca. 1.0 eV. See also 12CHA/HOR.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [indigso3.zdf]

G3MP2B3    |-303.6 |342.0|334.8| 3.194|-278.4 |-229.9 |24.2|100.7

B3/6-311++G|-131.3 |343.7|336.2| 2.564|-107.7 |-72.1  |25.1|87.7 

++++++++++++++++++++++++++++++++

1-Br-pyrene-.

C16H9Br  mw:279.989 Anion CAS: Z-189126-39-4 fg:104 cnt:3195

HOF(A.)=  60.6/1.0 GpAd 93SP     | | S(A.)=108.6/1.0  93SP

----

95CHE/COO    Datum: EA=0.72(10) eV CIDC | HOF(A-)=44.0/2.5 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [brpyrene.zzf]

CBS-QB3    |36.3   |     |     | 0.842|       |55.4   |    |     

G3MP2B3    |38.6   |     |     | 0.631|       |52.9   |    |     

M062X/Def2T|35.7   |     |     | 0.785|       |53.5   |    |     

B3/6-311++G|95.3   |     |     | 0.867|       |115.0  |    |     

++++++++++++++++++++++++++++++++

1-pyrenolate-

C16H9O  mw:217.066 Anion CAS: Z-99333-10-5 fg:33 cnt:11339

HOF(AH)=  13.1/3.0 GpAd 93SP     |

----

21QIA/ZHA    Datum: EA=2.4772(4) eV LPES [19980.(3) cm-1] p:9

A dipole-bound anion is seen 280 cm-1 (34.7 meV) below threshold.

----

21BUL/ANS    Datum: EA=2.602(5) eV LPD  p:8

A dipole bound state is observed at 32/6 meV below the electron affinity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyren1ol.zaf]

CBS-QB3    |-18.8  |334.4|327.0| 2.551|12.5   |40.0   |25.0|79.7 

G3MP2B3    |-26.1  |334.2|326.8| 2.994|6.9    |43.0   |25.1|88.2 

G4MP2      |-24.8  |334.2|326.7| 2.712|8.1    |37.7   |25.3|81.7 

M062X/Def2T|-25.3  |333.1|325.6| 2.536|6.3    |33.1   |25.2|79.0 

B3/6-311++G|32.8   |331.5|324.0| 2.460|68.6   |89.6   |25.2|73.0 

++++++++++++++++++++++++++++++++

pyrene-.

C16H10  mw:202.079 Anion CAS: Z-34512-41-9 fg:104 cnt:477

HOF(A.)=  53.9/0.6  08ROU/TEM    |

----

04AND/KOK    Datum: EA=0.406(10) eV LPES | HOF(A-)=44.5/0.6 R-EA p:9

----

09KIM/LEE    Datum: EA=0.45(5) eV LPES p:8

----

21LIE/VER    Datum: EA=0.41(1) eV LPES p:7

----

62WEN/BEC    Datum: EA=0.39 eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

98CHE/CAR    Datum: EA=0.61(1) eV ECD  p:3

----

68LYO/MOR    Datum: EA=0.50(3) eV ECD  p:3

----

66BEC/CHE    Datum: EA=0.591(8) eV ECD  p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pyrene.zzf]

CBS-QB3    |44.4   |     |     | 0.483|       |55.3   |    |     

G3MP2B3    |37.3   |328.5|321.2| 0.509|76.0   |48.8   |24.5|24.9 

G3MP2B3+   |37.1   |328.4|321.1| 0.509|75.9   |48.5   |24.6|24.7 

G4MP2      |32.0   |     |     | 0.767|       |49.4   |    |     

M062X/Def2T|37.8   |333.6|326.2| 0.512|68.9   |49.2   |24.6|32.5 

B3/6-311++G|92.4   |     |     | 0.606|       |106.0  |    |     

++++++++++++++++++++++++++++++++

fluoranthene-.

C16H10  mw:202.079 Anion CAS: Z-34512-55-5 fg:104 cnt:476

HOF(A.)=  69.7/1.0  08ROU/TEM    |

----

18KRE/THU    Datum: EA=0.757(2) eV SEVI | HOF(A-)=52.2/1.0 R-EA p:9

Triplet state is 2.321(2) eV higher.

----

98CHE/CAR    Datum: EA=0.78(2) eV ECD  p:5

----

81CHE/WEN    Datum: EA=>0.63(20) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

69MIC/       Datum: EA=0.63 eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fluorant.zzf]

CBS-QB3    |52.1   |     |     | 0.792|       |70.1   |    |     

G3MP2B3    |45.8   |     |     | 0.756|       |63.0   |    |     

G3MP2B3+   |45.7   |     |     | 0.749|       |62.8   |    |     

G4MP2      |40.4   |     |     | 1.015|       |63.5   |    |     

M062X/Def2T|44.9   |     |     | 0.826|       |63.7   |    |     

B3/6-311++G|99.5   |     |     | 0.898|       |120.0  |    |     

++++++++++++++++++++++++++++++++

Co(pyrene)-.

C16H10Co  mw:261.012 fg:24 cnt:7215

----

08KAN/JEN    Datum: EA=0.93(5) eV LPES p:8

Vertical Detachment Energy:1.11(5) eV.

++++++++++++++++++++++++++++++++

Co2(pyrene)-.

C16H10Co2  mw:319.945 fg:24 cnt:7216

----

08KAN/JEN    Datum: EA=0.95(5) eV LPES p:8

Vertical Detachment Energy:1.06(5) eV.

++++++++++++++++++++++++++++++++

anthracene-9-CH(CF3)O-

C16H10F3O  mw:275.069 Anion CAS: A-65487-67-4 fg:32 cnt:11477

----

22YUA/ZHA2   Datum: EA=2.5234(2) eV LPEI p:8

Dipole bound state at 209/2 cm-1 below threshold.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9cqantho.zaf]

G3MP2B3    |-169.8 |349.7|342.1| 3.055|-152.3 |-99.4  |25.6|105.1

M062X/Def2T|-168.4 |349.8|342.3| 2.871|-153.5 |-102.3 |25.2|103.4

B3/6-311++G|-93.7  |347.1|339.5| 2.904|-73.5  |-26.7  |25.6|98.9 

++++++++++++++++++++++++++++++++

Fe(pyrene)-.

C16H10Fe  mw:258.014 Anion CAS: Z-1351408-02-0 fg:24 cnt:10027

----

11LI_/BOW    Datum: EA=0.91(10) eV LPES p:8

Vertical Detachment Energy:1.09(10) eV.

++++++++++++++++++++++++++++++++

Fe2(pyrene)-.

C16H10Fe2  mw:313.949 Anion CAS: Z-1351408-08-6 fg:24 cnt:10028

----

11LI_/BOW    Datum: EA=1.50(10) eV LPES p:8

Vertical Detachment Energy:1.62(10) eV.

++++++++++++++++++++++++++++++++

indan-1,3-dione-2-CONHPh-2-ide-

C16H10NO3  mw:264.067 Anion CAS: A-70760-64-4 fg:65 cnt:6528

DacidS=26.5 Calc | 

----

04MIS/MAT    Datum: DacidG= 313.3/2.0 IMRE p:9

DacidH(AH)= 321.2 G+TS

Composite computational methods (18BAR/) indicate the keto form of the acid is more stable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [indoncon.zaf]

G3MP2B3    |-108.2 |313.8|307.0| 3.912|-54.8  |-17.9  |22.9|89.0 

G4MP2      |-105.4 |313.8|307.1|      |-52.0  |       |22.7|     

M062X/Def2T|-111.0 |311.6|304.9| 3.874|-58.0  |-21.6  |22.6|88.5 

B3/6-311++G|-47.8  |311.5|304.8| 3.719|8.0    |38.1   |22.5|82.2 

++++++++++++++++++++++++++++++++

tetra(2,2')thiophene-.

C16H10S4  mw:329.967 Anion CAS: Z-129179-57-3 fg:106 cnt:8090

----

19THU/SAG    Datum: EA=0.9187(77) eV [7410.(62) cm-1] p:8

----

11SIE/VOG    Datum: EA=0.94(3) eV LPES p:8

Neutral triplet state up 1.75 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tetthiop.zzf]

G3MP2B3    |88.6   |     |     | 0.785|       |106.4  |    |     

G3MP2B3    |88.6   |     |     | 0.783|       |106.3  |    |     

M062X/Def2T|87.6   |     |     | 1.004|       |110.4  |    |     

B3/6-311++G|180.4  |     |     | 1.271|       |209.3  |    |     

++++++++++++++++++++++++++++++++

Ni(SALEN-H2)-.

C16H12N2NiO2  mw:322.026 Anion CAS: N-34013-30-4 fg:102 cnt:2581

----

91CHE/PAN    Datum: EA=1.37(10) eV IMRE p:8

SALEN-H2: bis(salicylaldehyde[O-])oxime of diaminoethene.

++++++++++++++++++++++++++++++++

9-COMe-anthracene-.

C16H12O  mw:220.089 Anion CAS: Z-137362-86-8 fg:110 cnt:1668

HOF(A.)=  11.5/1.0 GpAd 93SP     | | S(A.)=115.3/1.0  93SP

----

93HEI/CHO    Datum: EA=1.01(9) eV IMRE [23.4(20) kcal] | HOF(A-)=-11.9/2.2 R-EA p:9

.DELTA.eaG(423 K)= -22.3 kcal/mol; .DELTA.eaS(estimated) = -2.7 eu. Mistakenly reported as 9-OMe-anthracene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9acanth.zzf]

CBS-QB3    |-1.4   |     |     | 0.974|       |21.2   |    |     

G3MP2B3    |-4.5   |     |     | 0.843|       |15.1   |    |     

G3MP2B3+   |-4.7   |     |     | 0.832|       |14.6   |    |     

G4MP2      |-10.4  |     |     | 1.133|       |15.9   |    |     

M062X/Def2T|-8.5   |     |     | 1.086|       |16.7   |    |     

B3/6-311++G|47.7   |     |     | 1.212|       |75.9   |    |     

++++++++++++++++++++++++++++++++

H2O..pyrene-.

C16H12O  mw:220.089

Core ion CAS: Z-34512-41-9 Solvent: 7732-18-5 fg:304 cnt:11944

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22LIE/VER    Datum: EA=0.65(3) eV LPES p:8

++++++++++++++++++++++++++++++++

2-Et-9,10-anthraquinone-.

C16H12O2  mw:236.084 Anion CAS: Z-111870-38-3 fg:113 cnt:1678

HOF(A.)= -31.0/3.0 Est1          |

----

88HEI/CHO    Datum: EA=1.56(6) eV IMRE [35.9(14) kcal] | HOF(A-)=-66.9/3.3 R-EA p:9

.DELTA.eaG(423 K) = -34.7 kcal/mol; .DELTA.eaS(estimated) = -2.9 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2etaq.zzf]

CBS-QB3    |-70.2  |     |     | 1.675|       |-31.5  |    |     

G3MP2B3    |-73.3  |     |     | 1.624|       |-35.8  |    |     

G4MP2      |-78.0  |     |     | 1.928|       |-33.5  |    |     

M062X/Def2T|-74.5  |     |     | 1.668|       |-35.9  |    |     

B3/6-311++G|-15.7  |     |     | 1.802|       |25.9   |    |     

++++++++++++++++++++++++++++++++

(2,2'-bis(thiophene))2-.

C16H12S4  mw:331.983 Anion CAS: N-467220-86-6 fg:306 cnt:6642

HOF(solv)=  59.2/0.7 neut 09RIB/SAN

----

05MIT/MAT    Datum: EA=0.35(10) eV LPES p:7

DaffH(AH)=  6.3/2.4 dEA

The stated EA is the Vertical Detachment Energy. Higher clusters to n=100 have Vertical Detachment Energy = -2.68+3.05*n(-1/3).

++++++++++++++++++++++++++++++++

benzene..naphthalene-.

C16H14  mw:206.110

Core ion CAS: Z-34509-91-6 Solvent: 71-43-2 fg:304 cnt:6183

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02SON/LEE2   Datum: EA=0.03(1) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

09LEE/KIM    Datum: EA=0.03(1) eV LPES p:7

DaffH(AH)=  5.3/0.2 dEA

++++++++++++++++++++++++++++++++

9,10-diMe-anthracene-.

C16H14  mw:206.110 Anion CAS: Z-34512-39-5 fg:104 cnt:7669

HOF(A.)=  36.2/2.0 GpAd 93SP     | S(A-)=11.6  93SP |  S(AH)=

----

07AND/MIT    Datum: EA=0.58(1) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2anth.zzf]

CBS-QB3    |31.4   |     |     | 0.690|       |47.2   |    |     

G3MP2B3    |26.5   |     |     | 0.615|       |40.5   |    |     

G3MP2B3+   |26.1   |     |     | 0.623|       |40.2   |    |     

G4MP2      |20.7   |     |     | 0.892|       |41.1   |    |     

M062X/Def2T|28.5   |     |     | 0.655|       |43.3   |    |     

B3/6-311++G|82.5   |     |     | 0.753|       |99.7   |    |     

++++++++++++++++++++++++++++++++

PhCH=CHCH=CHPh-.

C16H14  mw:206.110 Anion CAS: Z-125341-40-4 fg:103 cnt:8120

HOF(A.)=  71.5/2.0 GpAd 93SP     | | S(A.)=121.1/4.0  93SP

----

11VOG/SIE    Datum: EA=0.67(2) eV LPES | HOF(A-)=56.1/2.1 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phvvph.zzf]

CBS-QB3    |60.3   |     |     | 0.643|       |75.0   |    |     

G3MP2B3    |53.3   |     |     | 0.587|       |66.7   |    |     

G3MP2B3+   |53.1   |     |     | 0.584|       |66.4   |    |     

G4MP2      |47.8   |     |     | 0.859|       |67.5   |    |     

M062X/Def2T|48.3   |     |     | 0.825|       |67.2   |    |     

B3/6-311++G|94.5   |     |     | 0.948|       |116.3  |    |     

++++++++++++++++++++++++++++++++

(PhBr)2..pyrazine-.

C16H14Br2N2  mw:391.953 fg:305 cnt:9012

HOF(solv)=  25.2/1.0 neut 94PED/   

----

17ZHA/LIU    Datum: EA=0.32(5) eV LPES p:8

Vertical Detachment Energy:0.69(5) eV.

++++++++++++++++++++++++++++++++

Ni(SALEN)-.

C16H14N2NiO2  mw:324.041 Anion CAS: Z-77023-96-2 fg:102 cnt:2579

----

91CHE/PAN    Datum: EA=1.06(10) eV IMRE p:8

SALEN is bis-salicylaldehyde[O-])dioxime of diaminoethane. (0.05eV > PhNO2).

++++++++++++++++++++++++++++++++

(H2O)2..pyrene-.

C16H14O2  mw:238.099 fg:304 cnt:11945

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22LIE/VER    Datum: EA=0.88(3) eV LPES p:8

++++++++++++++++++++++++++++++++

9-iPr-fluorenide-

C16H15  mw:207.118 Anion CAS: Z-85535-24-6 fg:79 cnt:1208

HOF(AH)=  14.0/3.0 Est1          |

DacidS=26.0/2.0 Stat | 

----

88TAF/BOR    Datum: DacidG= 343.5/2.0 IMRE | HOF(A-)=-0.4/3.7 Acid p:9

DacidH(AH)= 351.3/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9iprfh.zaf]

CBS-QB3    |14.1   |351.5|343.6|      |28.3   |       |26.6|     

G3MP2B3    |6.3    |351.4|344.1| 2.049|22.1   |53.5   |24.5|83.6 

G3MP2B3+   |6.0    |351.3|343.6| 2.057|21.8   |53.4   |26.1|83.7 

G4MP2      |6.2    |350.9|343.2| 1.810|22.4   |47.9   |26.0|77.6 

M062X/Def2T|10.2   |349.8|341.9| 1.873|25.1   |53.2   |26.4|80.2 

B3/6-311++G|66.5   |349.7|341.8| 1.756|84.0   |106.9  |26.4|75.0 

++++++++++++++++++++++++++++++++

CO2..(pyridine)3-.

C16H15N3O2  mw:281.117 fg:305 cnt:5186

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

00HAN/CHU    Datum: EA=1.99(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Ba-

C16H16Ba  mw:346.031 Anion CAS: Z-838884-05-2 fg:24 cnt:7629

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cot2ba.zz0]

M062X/Def2T|34.7   |     |     | 2.672|       |95.2   |    |     

++++++++++++++++++++++++++++++++

(COT)2Ce-

C16H16Ce  mw:348.031 Anion CAS: Z-51705-68-1 fg:24 cnt:7487

----

14HOS/YAD    Datum: EA=2.60(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

98KUR/NEG    Datum: EA=2.42(32) eV LPES p:7

Vertical Detachment Energy:2.45(10) eV.

++++++++++++++++++++++++++++++++

(COT)2Dy-

C16H16Dy  mw:372.055 Anion CAS: Z-1350363-45-9 fg:24 cnt:8665

----

14HOS/YAD    Datum: EA=2.31(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Er-

C16H16Er  mw:374.056 Anion CAS: Z-137168-07-1 fg:24 cnt:7468

----

14HOS/YAD    Datum: EA=2.29(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

99KUR/NEG    Datum: EA=2.06(16) eV LPES p:8

Vertical Detachment Energy:2.36(10) eV.

++++++++++++++++++++++++++++++++

(COT)2Eu-

C16H16Eu  mw:361.047 Anion CAS: Z-216987-39-2 fg:24 cnt:7469

----

14HOS/TAK    Datum: EA=2.10(7) eV LPES p:8

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.2 eV.

----

98KUR/NEG    Datum: EA=2.02(9) eV LPES p:8

Vertical Detachment Energy:2.14(10) eV.

++++++++++++++++++++++++++++++++

(COT)2Eu2-

C16H16Eu2  mw:513.968 Anion CAS: Z-850552-30-6 fg:24 cnt:7619

----

14HOS/TAK    Datum: EA=1.61(9) eV LPES p:8

----

05TAK/HOS    Datum: EA=1.2(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Eu3-

C16H16Eu3  mw:666.889 Anion CAS: Z-1601489-93-3 fg:24 cnt:11828

----

14HOS/TAK    Datum: EA=0.60(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(COT)2Gd-

C16H16Gd  mw:366.050 Anion CAS: Z-784080-22-4 fg:24 cnt:8663

----

14HOS/YAD    Datum: EA=2.33(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Ho-

C16H16Ho  mw:373.056 Anion CAS: Z-216987-41-6 fg:24 cnt:7488

----

14HOS/YAD    Datum: EA=2.31(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

98KUR/NEG    Datum: EA=2.18(18) eV LPES p:8

Vertical Detachment Energy:2.34(10) eV.

++++++++++++++++++++++++++++++++

(COT)2La-

C16H16La  mw:347.032 Anion CAS: Z-60021-17-2 fg:24 cnt:8660

----

14HOS/YAD    Datum: EA=2.61(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Lu-

C16H16Lu  mw:383.067 Anion CAS: Z-775551-13-8 fg:24 cnt:8667

----

14HOS/YAD    Datum: EA=2.28(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Nd-

C16H16Nd  mw:350.033 Anion CAS: Z-60109-99-1 fg:24 cnt:7467

----

14HOS/YAD    Datum: EA=2.59(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

98KUR/NEG    Datum: EA=2.37(25) eV LPES p:8

Vertical Detachment Energy:2.43(10) eV.

++++++++++++++++++++++++++++++++

(H2O)3..pyrene-.

C16H16O3  mw:256.110 fg:304 cnt:11946

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22LIE/VER    Datum: EA=1.01(3) eV LPES p:8

++++++++++++++++++++++++++++++++

(COT)2Pr-

C16H16Pr  mw:349.033 Anion CAS: Z-174967-19-2 fg:24 cnt:8661

----

14HOS/YAD    Datum: EA=2.60(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Sm-

C16H16Sm  mw:360.045 Anion CAS: Z-155562-35-9 fg:24 cnt:8662

----

14HOS/YAD    Datum: EA=2.32(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Tb-

C16H16Tb  mw:367.051 Anion CAS: Z-202826-67-3 fg:24 cnt:8664

----

14HOS/YAD    Datum: EA=2.31(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Tm-

C16H16Tm  mw:377.060 Anion CAS: Z-561056-59-5 fg:24 cnt:8666

----

14HOS/YAD    Datum: EA=2.28(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Y-

C16H16Y  mw:297.032 Anion CAS: Z-730912-35-3 fg:24 cnt:8668

----

14HOS/YAD    Datum: EA=2.40(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)2Yb-

C16H16Yb  mw:382.065 Anion CAS: Z-134286-12-7 fg:24 cnt:7470

----

98KUR/NEG    Datum: EA=1.95(10) eV LPES p:8

Vertical Detachment Energy:2.13(10) eV.

++++++++++++++++++++++++++++++++

(MeOH)2..anthracene-.

C16H18O2  mw:242.131 fg:304 cnt:11940

HOF(solv)= -48.1/0.1 neut 94PED/   

----

25LIE/VER    Datum: EA=0.99(2) eV PVMI p:8

The triplet neutral state is 1.88(2) eV higher in energy.

++++++++++++++++++++++++++++++++

(H2O)4..pyrene-.

C16H18O4  mw:274.121 fg:304 cnt:11947

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22LIE/VER    Datum: EA=1.16(3) eV LPES p:8

++++++++++++++++++++++++++++++++

(MeOH)3..fluorenone-.

C16H20O4  mw:276.137 fg:311 cnt:8736

HOF(solv)= -48.1/0.1 neut 94PED/   

----

15MAE/YAG    Datum: EA=2.40(4) eV LPES p:9

DaffH(AH)=  4.2/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)3..Ph2CO-.

C16H22O4  mw:278.152 fg:311 cnt:6966

HOF(solv)= -48.1/0.1 neut 94PED/   

----

07YAG/MAE    Datum: EA=1.82(4) eV LPES p:8

DaffH(AH)=  1.2/1.3 dEA

The stated EA is the Vertical Detachment Energy.

----

08MAE/YAG    Datum: EA=2.17(4) eV LPES p:5

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCN)8..Br-

C16H24BrN8  mw:407.131 fg:483 cnt:4230

HOF(A.)= 161.7/1.5               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.004(28) eV LPES | HOF(A-)=23.2/1.4 AfIN p:7

DaffH(AH)=  3.7/0.9 dEA

++++++++++++++++++++++++++++++++

(MeCN)8..Cl-

C16H24ClN8  mw:363.182 fg:482 cnt:3915

HOF(A.)= 159.1/1.8               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

88HIR/MIZ2   Datum: DaffG= -0.4 TDAs | HOF(A-)=55.7/1.4 AfIN p:8

DaffH(X..Y-)= 9.2 TDAs

Entropy estimated.

----

96MAR/PER    Datum: EA=6.563(28) eV LPES | HOF(A-)=62.1/1.6 AfIN p:7

DaffH(AH)=  2.8/0.9 dEA

++++++++++++++++++++++++++++++++

(MeCN)8..I-

C16H24IN8  mw:455.117 fg:484 cnt:4246

HOF(A.)= 172.9/2.6               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.399(28) eV LPES | HOF(A-)=48.4/2.5 AfIN p:7

DaffH(AH)=  3.0/0.9 dEA

++++++++++++++++++++++++++++++++

HO2C(CH2)6CO2H..HO2C(CH2)6CO2-

C16H27O8  mw:347.171

Core ion CAS: Z-29669-82-7 Solvent: 505-48-6 fg:237 cnt:8858

HOF(solv)=-216.4/1.0 GpAd 93SP     

----

16HOU/VAL    Datum: EA=6.05(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(THF)4..I-

C16H32IO4  mw:415.135 fg:484 cnt:8383

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=3.97(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(tBuOH)4..Cl-

C16H40ClO4  mw:331.262 fg:482 cnt:3536

HOF(solv)= -74.7/0.2 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 3.3/1.0 TDAs | HOF(A-)=-364.4/1.2 AfIN p:8

DaffH(X..Y-)= 12.7/1.0 TDAs

++++++++++++++++++++++++++++++++

(EtOH)8..Cl-

C16H48ClO8  mw:403.304 fg:482 cnt:3517

HOF(solv)= -56.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.6/1.0 TDAs | HOF(A-)=-550.4/2.4 AfIN p:8

DaffH(X..Y-)= 9.2/1.0 TDAs

++++++++++++++++++++++++++++++++

(HCONH2)16-.

C16H48N16O16  mw:720.344

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11708

----

06MAE/NEG    Datum: EA=1.15 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated electron form.

++++++++++++++++++++++++++++++++

C17-

C17  mw:204.001 Anion CAS: Z-141467-71-2 fg:2 cnt:2249

----

05ACH/KOH    Datum: EA=3.65(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=3.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c17-cz.zzf]

G3MP2B3    |449.9  |     |     | 3.793|       |537.3  |    |     

++++++++++++++++++++++++++++++++

pC2F5-C6F4C(pCF3-C6F4)CN-

C17F16N  mw:521.978 Anion CAS: Z-742007-70-1 fg:67 cnt:4875

HOF(AH)= -692.2/5.0 GpAd 93SP    |

----

00KOP/KOP    Datum: DacidG= 306.3/2.0 IMRE | HOF(A-)=-751.6/5.4 Acid p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qzyf2ccn.zaf]

G3MP2B3    |-745.8 |308.8|301.3|      |-687.4 |       |25.3|     

B3/6-311++G|-620.5 |300.0|292.8| 3.980|-553.3 |-528.7 |24.1|76.6 

++++++++++++++++++++++++++++++++

LaC17-.

C17La  mw:342.907 Anion CAS: N-167314-84-3 fg:19 cnt:5023

----

00KOH/SUZ    Datum: EA=4.00(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ru6C(CO)16=

C17O16Ru6  mw:1071.35 Anion CAS: Z-73361-22-5 fg:22 cnt:5857

----

02BUT/JOH    Datum: EA=1.30(10) eV LPES p:7

++++++++++++++++++++++++++++++++

ScC17-.

C17Sc  mw:248.956 fg:19 cnt:5052

----

00KOH/SUZ    Datum: EA=3.58(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC17-.

C17Y  mw:292.906 fg:19 cnt:5039

----

00KOH/SUZ    Datum: EA=4.11(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(nC8F17SO2)2CH-

C17HF34O4S2  mw:978.877 Anion CAS: Z-54919-37-8 fg:72 cnt:11903

----

25LEE/KAL    Datum: DacidG= 288.0/2.0 IMRE p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [qz7rrz7q.zan]

B3/6-311++G|-1559.7|300.0|293.3| 5.046|-1492.5|-1442.9|22.5|101.7

++++++++++++++++++++++++++++++++

pCO2Et-C6F4C(C6F5)CN-

C17H5F9NO2  mw:426.018 Anion CAS: Z-756759-34-9 fg:67 cnt:4840

HOF(AH)= -368.1/4.0 GpAd 93SP    |

DacidS=24.0/3.0 Stat | 

----

00KOP/KOP    Datum: DacidG= 310.5/2.0 IMRE | HOF(A-)=-416.1/4.6 Acid p:9

DacidH(AH)= 317.7/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [eyf2ccn.zaf]

G3MP2B3    |-449.9 |317.7|310.5|      |-400.4 |       |24.3|     

B3/6-311++G|-356.0 |310.1|303.2| 3.639|-298.8 |-274.8 |23.1|76.1 

++++++++++++++++++++++++++++++++

2-Ph-5-pCl-C6H4-cyclopentadienide-

C17H12Cl  mw:251.063 Anion CAS: Z-80148-85-2 fg:77 cnt:1260

HOF(AH)=  69.8/1.0 GpAd 93SP     |

DacidS=25.0/2.0 Stat |  S(A-)=125.1/2.2 Acid |  S(AH)=126.1/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 328.8/2.0 IMRE | HOF(A-)=40.4/2.3 Acid p:9

DacidH(AH)= 336.3/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pclph2cp.zaf]

CBS-QB3    |36.2   |333.2|326.8|      |68.7   |       |21.4|     

G3MP2B3    |28.8   |333.9|326.8| 2.858|62.1   |94.7   |24.0|84.7 

G3MP2B3+   |28.7   |334.1|326.1| 2.835|61.8   |94.0   |26.8|84.4 

G4MP2      |29.0   |333.7|326.7|      |62.4   |       |23.6|     

M062X/Def2T|27.9   |330.8|323.7| 2.525|61.7   |86.1   |23.8|76.5 

B3/6-311++G|92.8   |332.9|324.6| 2.403|127.1  |148.1  |27.9|73.1 

++++++++++++++++++++++++++++++++

1,4-diPh-cyclopentadienide-

C17H13  mw:217.102 Anion CAS: Z-42730-09-6 fg:77 cnt:844

HOF(A.)=  99.8/1.4 D+AH          | BDE(A-H)= 75.0/1.0 SDEA 91BOR/CHE2

HOF(AH)=  76.9/1.0 GpAd 93SP     |

DacidS=24.0/1.0 Stat |  S(A-)=115.4/1.4 Acid |  S(AH)=117.4/1.0 GpAd 93SP

----

88TAF/BOR    Datum: DacidG= 330.5/2.0 IMRE | HOF(A-)=48.9/2.3 Acid p:9

DacidH(AH)= 337.7/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2cp.zaf]

CBS-QB3    |49.6   |336.8|330.5|      |78.6   |       |21.0|     

G3MP2B3    |40.4   |337.4|330.4| 2.648|70.2   |101.5  |23.5|83.4 

G3MP2B3+   |40.3   |337.6|329.7| 2.652|69.9   |101.5  |26.6|83.6 

G4MP2      |40.7   |337.1|330.2| 2.368|70.7   |95.3   |23.1|76.7 

M062X/Def2T|40.7   |334.4|327.7| 2.361|70.9   |95.2   |22.6|76.3 

B3/6-311++G|98.6   |336.6|328.5| 2.242|129.2  |150.3  |27.1|73.2 

++++++++++++++++++++++++++++++++

[hapto-5-{PhCH2SCH2CMe(CH2S)2}{Fe(CO)2}{Fe(CO)2(CN)}]-

C17H16Fe2NO4S3  mw:505.895 Anion CAS: Z-550316-32-0 fg:22 cnt:10277

----

03YAN/RAZ    Datum: EA=3.30(8) eV LPES p:8

Vertical Detachment Energy:3.86(8) eV.

++++++++++++++++++++++++++++++++

9-iBu-fluorenide-

C17H17  mw:221.134 Anion CAS: Z-153626-42-7 fg:79 cnt:1210

HOF(AH)=  10.0/3.0 Est1          |

DacidS=26.0/2.0 Stat | 

----

86TAF/       Datum: DacidG= 343.0/2.0 IMRE | HOF(A-)=-4.9/3.7 Acid p:9

DacidH(AH)= 350.8/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9ibufh.zaf]

CBS-QB3    |6.3    |348.0|340.1|      |24.1   |       |26.5|     

G3MP2B3    |-1.8   |348.0|340.3| 2.072|17.4   |45.9   |25.9|80.6 

G3MP2B3+   |-2.2   |347.9|339.7| 2.079|17.1   |45.7   |27.4|80.7 

G4MP2      |-1.8   |347.6|339.5| 1.806|17.7   |39.8   |27.2|74.1 

M062X/Def2T|2.1    |346.1|337.4| 1.878|20.7   |45.3   |29.3|76.7 

B3/6-311++G|62.8   |347.3|339.4| 1.775|82.8   |103.7  |26.3|73.0 

++++++++++++++++++++++++++++++++

9-tBu-fluorenide-

C17H17  mw:221.134 Anion CAS: Z-73838-69-4 fg:79 cnt:1206

HOF(A.)=  33.4/5.0 D+AH          | BDE(A-H)= 79.5/3.0  94BAU/GON     

HOF(AH)=   6.0/4.0 Est1          |

DacidS=24.6/2.0 Stat | 

----

88TAF/BOR    Datum: DacidG= 343.6/2.0 IMRE | HOF(A-)=-8.8/4.5 Acid p:9

DacidH(AH)= 350.9/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9tbufh.zaf]

CBS-QB3    |9.7    |353.0|345.4|      |22.4   |       |25.3|     

G3MP2B3    |1.4    |352.8|345.8| 2.094|15.8   |49.7   |23.5|86.0 

G3MP2B3+   |1.1    |352.8|345.3| 2.100|15.5   |49.4   |25.0|86.0 

G4MP2      |1.3    |352.4|345.0| 1.828|16.0   |43.4   |25.1|79.5 

M062X/Def2T|6.9    |351.3|344.1| 1.883|20.3   |50.4   |24.2|82.2 

B3/6-311++G|70.3   |351.5|344.0| 1.783|86.0   |111.3  |25.1|77.4 

++++++++++++++++++++++++++++++++

(MeOH)3..anthracene-.

C17H22O3  mw:274.157 fg:304 cnt:11941

HOF(solv)= -48.1/0.1 neut 94PED/   

----

25LIE/VER    Datum: EA=1.2(1) eV PVMI p:8

The triplet neutral state is 1.88(2) eV higher in energy.

++++++++++++++++++++++++++++++++

(MeOH)4..fluorenone-.

C17H24O5  mw:308.163 fg:311 cnt:8737

HOF(solv)= -48.1/0.1 neut 94PED/   

----

15MAE/YAG    Datum: EA=2.58(4) eV LPES p:9

DaffH(AH)=  4.2/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)4..Ph2CO-.

C17H26O5  mw:310.179 fg:311 cnt:6967

HOF(solv)= -48.1/0.1 neut 94PED/   

----

07YAG/MAE    Datum: EA=1.87(4) eV LPES p:8

DaffH(AH)=  1.2/1.3 dEA

The stated EA is the Vertical Detachment Energy.

----

08MAE/YAG    Datum: EA=2.24(5) eV LPES p:5

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)3(S(CH2)11OH)]=

C17H38Fe4OS8  mw:737.810 Anion CAS: Z-817583-46-3 fg:24 cnt:10357

----

04YAN/NIU    Datum: EA=0.54(6) eV LPES p:8

Vertical Detachment Energy:0.76(6) eV.

++++++++++++++++++++++++++++++++

[Fe4S4(SEt)3(S(CH2)11H)]=

C17H38Fe4S8  mw:721.815 Anion CAS: Z-817583-41-8 fg:24 cnt:10356

----

04YAN/NIU    Datum: EA=0.41(6) eV LPES p:8

Vertical Detachment Energy:0.63(6) eV.

++++++++++++++++++++++++++++++++

(HCONH2)17-.

C17H51N17O17  mw:765.365

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11709

----

06MAE/NEG    Datum: EA=1.19 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated electron form.

++++++++++++++++++++++++++++++++

C18-

C18  mw:216.001 Anion CAS: Z-144710-82-7 fg:2 cnt:2250

----

05ACH/KOH    Datum: EA=2.65(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=2.75(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

----

95HAN/GAN    Datum: EA=2.45(5) eV LPES p:7

Clusters are 'annealed'. Temperature unstated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c18-l.zdf]

G3MP2B3    |463.7  |373.9|370.5| 2.566|457.0  |523.4  |11.5|118.5

G3MP2B3    |470.8  |     |     | 2.527|       |528.2  |    |     

M062X/Def2T|449.6  |     |     | 2.327|       |503.3  |    |     

++++++++++++++++++++++++++++++++

(C6F6)2..C6F6-.

C18F18  mw:557.972 fg:314 cnt:3406

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

93NAK/TAG    Datum: EA=1.28(6) eV LPES p:8

DaffH(AH)=  8.1/2.7 dEA

Vertical Detachment Energy:1.900(30) eV.

++++++++++++++++++++++++++++++++

LaC18-.

C18La  mw:354.907 Anion CAS: N-167314-85-4 fg:19 cnt:5024

----

00KOH/SUZ    Datum: EA=3.49(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

ScC18-.

C18Sc  mw:260.956 fg:19 cnt:5053

----

00KOH/SUZ    Datum: EA=3.51(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC18-.

C18Y  mw:304.906 fg:19 cnt:5040

----

00KOH/SUZ    Datum: EA=4.00(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

2,3,6,7,10,11-hexabromotriphenylene-

C18H6Br6  mw:695.558 Anion CAS: N-82632-80-2 fg:104 cnt:11191

----

20GOR/ASF    Datum: EA=1.12(10) eV kfkr p:7

++++++++++++++++++++++++++++++++

2,3,6,7,10-pentabromotriphenylene-.

C18H7Br5  mw:617.647 Anion CAS: N-2409150-19- fg:104 cnt:11192

----

20GOR/ASF    Datum: EA=1.09(10) eV kfkr p:7

++++++++++++++++++++++++++++++++

dichloro-tetraoxacalix[2]arene[2]triazine..Br- | TAT = dichloro-tetraoxacalix[2]arene[2]triazine

C18H8BrCl2N6O4  mw:520.917

Core ion CAS: Z-24959-67-9 Solvent: 819065-56-0 fg:483 cnt:11740

----

15ZHA/ZHO    Datum: EA=5(5) eV LPES [4.55(5) eV] p:8

DaffH(AH)=  27.4/1.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

dichloro-tetraoxacalix[2]arene[2]triazine..I- | TAT = dichloro-tetraoxacalix[2]arene[2]triazine

C18H8Cl2IN6O4  mw:568.903

Core ion CAS: Z-20461-54-5 Solvent: 819065-56-0 fg:484 cnt:11741

----

15ZHA/ZHO    Datum: EA=4(2) eV LPES [4.00(2) eV] p:8

DaffH(AH)=  21.7/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

dichloro-tetraoxacalix[2]arene[2]triazine..IO3- | TAT = dichloro-tetraoxacalix[2]arene[2]triazine

C18H8Cl2IN6O7  mw:616.888

Core ion CAS: Z-15454-31-6 Solvent: 819065-56-0 fg:206 cnt:11744

----

15ZHA/ZHO    Datum: EA=6(10) eV LPES [5.90(10) eV] p:8

DaffH(AH)=  27.7/2.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

dichloro-tetraoxacalix[2]arene[2]triazine..SO4= | TAT = dichloro-tetraoxacalix[2]arene[2]triazine

C18H8Cl2N6O8S  mw:537.951

Core ion CAS: Z-14808-79-8 Solvent: 819065-56-0 fg:498 cnt:11745

----

15ZHA/ZHO    Datum: EA=2(2) eV LPES [1.7 eV] p:8

DaffH(AH)=  33.2/11.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

dichloro-tetraoxacalix[2]arene[2]triazine..NO3- | TAT = dichloro-tetraoxacalix[2]arene[2]triazine

C18H8Cl2N7O7  mw:503.987

Core ion CAS: Z-14797-55-8 Solvent: 819065-56-0 fg:489 cnt:11743

----

15ZHA/ZHO    Datum: EA=5(10) eV LPES [5.25(10) eV] p:8

DaffH(AH)=  30.5/2.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

dichloro-tetraoxacalix[2]arene[2]triazine..Cl- | TAT = dichloro-tetraoxacalix[2]arene[2]triazine

C18H8Cl3N6O4  mw:476.968

Core ion CAS: Z-16887-00-6 Solvent: 819065-56-0 fg:482 cnt:11739

----

15ZHA/ZHO    Datum: EA=5(5) eV LPES [5.05(5) eV] p:8

DaffH(AH)=  33.1/1.2 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tatcl.zcf]

G3MP2B3    |-102.1 | 28.3| 20.6| 25.8|-17.7  |-56.1  

B3/6-311++G|-2.0   | 10.0| 13.6| 24.5|75.8   |-56.9  

++++++++++++++++++++++++++++++++

benzo[g,h,i]fluoranthene-.

C18H10  mw:226.079 Anion CAS: Z-34510-84-4 fg:104 cnt:9896

----

81CHE/WEN    Datum: EA=0.68(10) eV ECD  p:5

++++++++++++++++++++++++++++++++

1-tetracenide-

C18H11  mw:227.087 Anion CAS: Z-597554-47-7 fg:87 cnt:11437

HOF(AH)=  81.9/1.4 GpAd 08ROU/TEM|

----

21SAG/GAR    Datum: EA=1.5474(25) eV SEVI [12481.(20) cm-1] p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tetrace1.zaf]

CBS-QB3    |101.0  |388.4|379.6| 1.641|78.3   |138.7  |29.7|112.5

G3MP2B3    |90.3   |387.7|378.8| 1.821|69.8   |132.2  |29.9|114.5

G3MP2B3+   |90.1   |387.8|379.0| 1.794|69.5   |131.4  |29.6|114.0

G4MP2      |90.8   |387.5|378.6| 1.588|70.4   |127.3  |29.8|109.0

M062X/Def2T|96.3   |389.3|380.5| 1.519|71.8   |131.3  |29.3|111.6

B3/6-311++G|153.9  |388.5|379.7| 1.625|132.7  |191.3  |29.5|110.7

++++++++++++++++++++++++++++++++

2-tetracenide-

C18H11  mw:227.087 Anion CAS: Z-597554-48-8 fg:87 cnt:11438

HOF(AH)=  81.9/1.4 GpAd 08ROU/TEM|

----

21SAG/GAR    Datum: EA=1.6230(20) eV SEVI [13090.(16) cm-1] p:8

The Stated electron affinity is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tetrace2.zaf]

G3MP2B3    |92.4   |389.8|380.9| 1.675|69.8   |130.9  |29.6|113.2

G3MP2B3+   |91.8   |389.5|380.2| 1.680|69.5   |130.3  |31.3|112.9

M062X/Def2T|97.8   |390.8|381.9| 1.443|71.8   |131.0  |29.7|111.3

B3/6-311++G|155.3  |389.9|380.6| 1.572|132.7  |191.3  |31.1|110.7

++++++++++++++++++++++++++++++++

5-tetracenide-

C18H11  mw:227.087 Anion CAS: Z-597554-49-9 fg:87 cnt:11439

HOF(AH)=  81.9/1.4 GpAd 08ROU/TEM|

----

21SAG/GAR    Datum: EA=1.8458(5) eV SEVI [14887.(4) cm-1] p:8

The Stated electron affinity is the Vertical Detachment Energy. The authors incorrectly name this as 12-tetracenide.

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

15BUL/WES2   Datum: EA=0() eV [ eV] p:8

Vertical Detachment Energy: 2.8(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tetrace5.zaf]

CBS-QB3    |96.8   |384.2|375.5| 1.862|78.3   |139.7  |29.2|113.5

G3MP2B3    |85.7   |383.1|374.4| 1.966|69.8   |131.0  |29.1|113.3

G3MP2B3+   |85.4   |383.1|374.4| 1.958|69.5   |130.6  |29.3|113.2

G4MP2      |86.0   |382.8|374.0| 1.698|70.4   |125.2  |29.3|106.8

M062X/Def2T|91.3   |384.2|375.5| 1.760|71.8   |131.8  |29.1|112.2

B3/6-311++G|149.6  |384.2|375.5| 1.824|132.7  |191.7  |29.1|111.1

++++++++++++++++++++++++++++++++

triphenylene-2-O-

C18H11O  mw:243.082 Anion CAS: A-39748-90-8 fg:33 cnt:11656

HOF(AH)=  22.5/3.0 Est3 08ROU/TEM|

----

24KAN/BRE    Datum: EA=2.629(1) eV LPEI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tripheno.zaf]

CBS-QB3    |-4.1   |338.8|331.3| 2.778|22.9   |59.9   |25.2|89.2 

G3MP2B3    |-12.3  |338.7|331.1| 3.217|16.2   |61.9   |25.5|97.7 

G4MP2      |-11.1  |338.5|330.8| 2.875|17.5   |55.2   |25.8|89.7 

M062X/Def2T|-7.9   |338.3|330.7| 2.665|18.5   |53.5   |25.6|87.2 

B3/6-311++G|55.0   |336.4|328.9| 2.595|85.9   |114.9  |25.2|81.0 

++++++++++++++++++++++++++++++++

tetracene-.

C18H12  mw:228.094 Anion CAS: Z-34512-30-6 fg:104 cnt:492

HOF(A.)=  81.9/1.4 GpAd 08ROU/TEM|

----

22SAG/ANS    Datum: EA=1.0402(9) eV SEVI | HOF(A-)=57.9/1.4 R-EA p:9

----

07MIT/AND    Datum: EA=1.058(5) eV LPES p:9

The .DELTA.fH(tetracene) from 79KUD/KUD2 is deprecated, in favor of extrapolation from other linear acenes and Group Additivity.

----

93CRO/WAN    Datum: EA=1.07(4) eV IMRE [24.6(10) kcal] p:9

.DELTA.eaG(458 K) = -23.9 kcal/mol; .DELTA.eaS(estimated) = -1.5 eu (anthracene, 86CHO/HEI).

----

98CHE/CAR    Datum: EA=1.11(5) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

68LYO/MOR    Datum: EA=0.88(4) eV ECD  p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tetracen.zzf]

CBS-QB3    |50.8   |     |     | 1.201|       |78.3   |    |     

G3MP2B3    |45.2   |     |     | 1.076|       |69.8   |    |     

G3MP2B3+   |44.9   |     |     | 1.076|       |69.5   |    |     

G4MP2      |38.9   |     |     | 1.377|       |70.4   |    |     

M062X/Def2T|44.6   |     |     | 1.189|       |71.8   |    |     

B3/6-311++G|103.9  |     |     | 1.257|       |132.7  |    |     

++++++++++++++++++++++++++++++++

benzo[c]phenanthrene-.

C18H12  mw:228.094 Anion CAS: Z-34475-85-9 fg:104 cnt:489

HOF(A.)=  69.6  08ROU/TEM        |

----

98CHE/CAR    Datum: EA=0.59(1) eV ECD  | HOF(A-)=56.0/0.2 R-EA p:5

----

66BEC/CHE    Datum: EA=0.545(8) eV ECD  p:5

Composite computational methods(18BAR/) indicate an electron affinity of 0.44 eV.
###### the following are "below the line": evaluated as not accurate ####

----

62WEN/BEC    Datum: EA=0.33 eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bcphenan.zzf]

CBS-QB3    |62.5   |     |     | 0.429|       |72.1   |    |     

G3MP2B3    |54.0   |     |     | 0.436|       |63.8   |    |     

G3MP2B3+   |53.6   |     |     | 0.440|       |63.5   |    |     

G4MP2      |47.9   |     |     | 0.729|       |64.5   |    |     

M062X/Def2T|55.8   |     |     | 0.408|       |64.8   |    |     

B3/6-311++G|116.8  |     |     | 0.543|       |129.0  |    |     

++++++++++++++++++++++++++++++++

triphenylene-.

C18H12  mw:228.094 Anion CAS: Z-34512-75-9 fg:104 cnt:493

HOF(A.)=  64.6/1.1  08ROU/TEM    |

----

98CHE/CAR    Datum: EA=0.29(1) eV ECD  | HOF(A-)=57.9/1.1 R-EA p:5

----

66BEC/CHE    Datum: EA=0.285(8) eV ECD  p:5

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.11 to 0.23 eV.
###### the following are "below the line": evaluated as not accurate ####

----

62WEN/BEC    Datum: EA=0.14 eV ECD  p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [triphen.zzf]

CBS-QB3    |64.1   |     |     | 0.115|       |66.0   |    |     

G3MP2B3    |54.9   |     |     | 0.179|       |58.3   |    |     

G3MP2B3+   |54.9   |     |     | 0.172|       |58.1   |    |     

G4MP2      |48.8   |     |     | 0.466|       |58.9   |    |     

M062X/Def2T|56.8   |     |     | 0.102|       |58.7   |    |     

B3/6-311++G|117.9  |     |     | 0.285|       |123.8  |    |     

++++++++++++++++++++++++++++++++

chrysene-.

C18H12  mw:228.094 Anion CAS: Z-34488-57-8 fg:104 cnt:490

HOF(A.)=  64.2/1.1  08ROU/TEM    |

----

06TSC/BOE    Datum: EA=0.32(1) eV LPES | HOF(A-)=56.8/1.1 R-EA p:9

----

62WEN/BEC    Datum: EA=0.33 eV ECD  p:6

----

98CHE/CAR    Datum: EA=0.42(4) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

66BEC/CHE    Datum: EA=0.397(8) eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [chrysene.zzf]

CBS-QB3    |60.2   |     |     | 0.305|       |66.9   |    |     

G3MP2B3    |52.8   |     |     | 0.262|       |58.5   |    |     

M062X/Def2T|51.1   |     |     | 0.360|       |59.1   |    |     

B3/6-311++G|111.7  |     |     | 0.504|       |123.0  |    |     

++++++++++++++++++++++++++++++++

benz[a]anthracene-.

C18H12  mw:228.094 Anion CAS: Z-34512-68-0 fg:104 cnt:488

HOF(A.)=  69.4/1.4  08ROU/TEM    |

----

95CHE/COO    Datum: EA=0.39(10) eV CIDC | HOF(A-)=60.4/2.7 R-EA p:7
###### the following are "below the line": evaluated as not accurate ####

----

98CHE/CAR    Datum: EA=0.73(1) eV ECD  p:4

----

66BEC/CHE    Datum: EA=0.630(8) eV ECD  p:4

----

62WEN/BEC    Datum: EA=0.46 eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [baanthr.zzf]

CBS-QB3    |56.8   |     |     | 0.553|       |69.3   |    |     

G3MP2B3    |50.4   |     |     | 0.472|       |61.0   |    |     

M062X/Def2T|47.0   |     |     | 0.652|       |61.8   |    |     

B3/6-311++G|107.4  |     |     | 0.767|       |124.8  |    |     

++++++++++++++++++++++++++++++++

(p-benzoquinone)3-.

C18H12O6  mw:324.064 fg:313 cnt:10767

HOF(solv)= -29.4/0.8 neut 94PED/   

----

19MEN/WIL    Datum: EA=2.7(1) eV LPES p:8

DaffH(AH)=  11.5/3.3 dEA

Vertical Detachment Energy:3.2(1) eV. A lower electron binding energy peak at 2.37 eV is likely due to dissociation.

++++++++++++++++++++++++++++++++

p-terphenyl-.

C18H14  mw:230.110 Anion CAS: Z-34484-04-3 fg:103 cnt:6813

HOF(A.)=  68.0/0.9  08ROU/TEM    |

----

23SCH/KON    Datum: EA=0.379(50) eV LPES | HOF(A-)=59.2/1.5 R-EA p:8

----

06NAK/AND    Datum: EA=0.39(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pterph.zzf]

CBS-QB3    |63.2   |     |     | 0.237|       |68.3   |    |     

G3MP2B3    |54.7   |     |     | 0.263|       |60.4   |    |     

G3MP2B3+   |54.7   |     |     | 0.250|       |60.1   |    |     

G4MP2      |48.3   |     |     | 0.579|       |61.3   |    |     

M062X/Def2T|53.5   |     |     | 0.308|       |60.2   |    |     

B3/6-311++G|110.9  |     |     | 0.506|       |122.2  |    |     

++++++++++++++++++++++++++++++++

2-Ph-5-p-tolyl-cyclopentadienide-

C18H15  mw:231.118 Anion CAS: Z-80148-82-9 fg:77 cnt:1259

HOF(AH)=  69.0/1.0 GpAd 93SP     |

DacidS=25.0/2.0 Stat |  S(A-)=126.8/2.2 Acid |  S(AH)=127.8/1.0 GpAd 93SP

----

86TAF/    #  Datum: DacidG= 330.1/2.0 IMRE | HOF(A-)=40.9/2.3 Acid p:9

DacidH(AH)= 337.6/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [prph2cp.zaf]

CBS-QB3    |42.8   |337.5|332.0|      |71.0   |       |18.4|     

G3MP2B3    |33.7   |338.4|331.7| 2.632|62.5   |94.4   |22.5|84.0 

G3MP2B3+   |33.5   |338.5|329.8|      |62.2   |       |29.2|     

G4MP2      |33.8   |338.1|331.3|      |62.9   |       |22.9|     

M062X/Def2T|34.4   |335.4|328.4| 2.313|63.7   |87.8   |23.5|76.2 

B3/6-311++G|96.1   |337.7|329.3| 2.181|125.6  |146.3  |28.3|72.8 

++++++++++++++++++++++++++++++++

(nitrobenzene)3-.

C18H15N3O6  mw:369.097 fg:207 cnt:11640

HOF(solv)=  16.1/0.1 neut 94PED/   

----

99DES/PER2   Datum: EA=1.8(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Ph(CH=CH)3Ph-.

C18H16  mw:232.126 Anion CAS: Z-125341-41-5 fg:103 cnt:8121

HOF(A.)=  85.1/2.0 GpAd 93SP     | | S(A.)=133.9/4.0  93SP

----

11SIE/VOG    Datum: EA=0.89(2) eV LPES | HOF(A-)=64.6/2.1 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [phvvvph.zzf]

CBS-QB3    |68.4   |     |     | 0.882|       |88.8   |    |     

G3MP2B3    |62.3   |     |     | 0.734|       |79.2   |    |     

G3MP2B3+   |62.0   |     |     | 0.727|       |78.8   |    |     

G4MP2      |55.7   |     |     | 1.054|       |80.0   |    |     

M062X/Def2T|55.3   |     |     | 1.071|       |80.0   |    |     

B3/6-311++G|105.8  |     |     | 1.224|       |134.0  |    |     

++++++++++++++++++++++++++++++++

[hapto-4-{PhCH2SCH2C(Me)(CH2S)2}{Fe(CO)2(CN)}2]=

C18H16Fe2N2O4S3  mw:531.898 Anion CAS: Z-550316-38-6 fg:22 cnt:10275

----

03YAN/RAZ    Datum: EA=0.35(10) eV LPES p:8

Vertical Detachment Energy:0.95(10) eV.

++++++++++++++++++++++++++++++++

2-tBu-9,10-anthraquinone-.

C18H16O2  mw:264.116 Anion CAS: Z-77898-33-0 fg:113 cnt:1679

HOF(A.)= -41.0/3.0 Est1          |

----

88HEI/CHO    Datum: EA=1.56(6) eV TDEq [35.9(14) kcal] | HOF(A-)=-76.9/3.3 R-EA p:9

.DELTA.eaG(423 K) = -34.7 kcal/mol; .DELTA.eaS(estimated) = -2.9 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2tbuanq.zzf]

G3MP2B3    |-73.4  |     |     | 1.519|       |-38.3  |    |     

G4MP2      |-79.3  |     |     | 1.867|       |-36.1  |    |     

M062X/Def2T|-75.0  |     |     | 1.721|       |-35.2  |    |     

B3/6-311++G|-3.8   |     |     | 1.842|       |38.8   |    |     

++++++++++++++++++++++++++++++++

5-tBu-3-CH2CHTf2-2-OH-C6H2-CH2C(SO2CF3)2-

C18H17F12O9S4  mw:732.957 Anion CAS: A-1360544-14-4 fg:72 cnt:8537

----

13ZHA/BAD    Datum: DacidG= 291.3/2.0 IMRE p:9

++++++++++++++++++++++++++++++++

2-OH-3-CH2CHTf2-5-tBu-C6H2CH2C(SO2CF3)2-

C18H17F12O9S4  mw:732.957 Anion CAS: A-1360544-14-4 fg:72 cnt:8932

----

15ZHA/SON    Datum: DacidG= 291.2/2.0 IMRE p:9

++++++++++++++++++++++++++++++++

2-tBu-anthracene-.

C18H18  mw:234.141 Anion CAS: N-18801-00-8 fg:104 cnt:7670

HOF(A.)=  26.6/2.0 GpAd 93SP     | S(A-)=123.5  93SP |  S(AH)=

----

07AND/MIT    Datum: EA=0.50(6) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [2tbanth.zzf]

CBS-QB3    |21.0   |     |     | 0.698|       |36.9   |    |     

G3MP2B3    |15.5   |     |     | 0.604|       |29.2   |    |     

G4MP2      |8.3    |     |     | 0.937|       |29.6   |    |     

M062X/Def2T|19.6   |     |     | 0.648|       |34.4   |    |     

B3/6-311++G|83.6   |     |     | 0.728|       |100.1  |    |     

++++++++++++++++++++++++++++++++

(benzene)3..Co-

C18H18Co  mw:293.075 fg:24 cnt:5967

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02GER/THO    Datum: EA=1.70(10) eV LPES p:8

DaffH(AH)=  9.0/3.3 dEA

++++++++++++++++++++++++++++++++

(benzene)3..Co3-

C18H18Co3  mw:410.941 fg:24 cnt:5973

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02GER/THO    Datum: EA=1.10(10) eV LPES p:8

DaffH(AH)=  9.7/3.3 dEA

++++++++++++++++++++++++++++++++

(benzene)3..Co4-

C18H18Co4  mw:469.874 fg:24 cnt:5975

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02GER/THO    Datum: EA=1.05(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)3Fe2-

C18H18Fe2  mw:346.011 Anion CAS: Z-1071846-85-9 fg:24 cnt:7200

----

08ZHE/EUS    Datum: EA=0.8(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)3Fe3-

C18H18Fe3  mw:401.946 Anion CAS: Z-1071846-89-3 fg:24 cnt:7201

----

08ZHE/EUS    Datum: EA=1.2(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)3Fe4-

C18H18Fe4  mw:457.881 Anion CAS: Z-1351288-54-4 fg:24 cnt:7202

----

08ZHE/EUS    Datum: EA=1.1(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)3Fe5-

C18H18Fe5  mw:513.816 fg:24 cnt:7203

----

08ZHE/EUS    Datum: EA=1.3(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)3Mn3-

C18H18Mn3  mw:398.956 Anion CAS: N-2009039-19-2 fg:24 cnt:8935

----

16MAS/IWA    Datum: EA=1.11(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CH2=CHCN)6-.

C18H18N6  mw:318.160 fg:302 cnt:9603

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

95FUK/TSU    Datum: EA=1.80(5) eV LPES p:8

DaffH(AH)=  6.9/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CH2=CHCN)6..Na-

C18H18N6Na  mw:341.150 fg:201 cnt:9611

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

03OHS/MIS    Datum: EA=2.60(5) eV LPES p:8

DaffH(AH)=  2.3/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)3Ti2-

C18H18Ti2  mw:330.037 Anion CAS: Z-1308672-71-0 fg:24 cnt:6548

----

05ZHE/NIL    Datum: EA=0.8(1) eV LPES p:9

Vertical Detachment Energy:0.900(75) eV.

++++++++++++++++++++++++++++++++

(benzene)3V2-

C18H18V2  mw:336.029 Anion CAS: Z-725713-55-3 fg:24 cnt:8419

----

12MAS/OHI    Datum: EA=0.35(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)3..V2-

C18H18V2  mw:336.029 fg:202 cnt:11124

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=0.35(5) eV LPES p:8

Vertical Detachment Energy:0.70(4) eV.

++++++++++++++++++++++++++++++++

(benzene)3..V3-

C18H18V3  mw:386.973 fg:202 cnt:11126

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=0.51(2) eV LPES p:8

Vertical Detachment Energy:0.77(4) eV.

++++++++++++++++++++++++++++++++

(benzene)3..V4-

C18H18V4  mw:437.917 fg:202 cnt:11128

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=1.04(4) eV LPES p:8

++++++++++++++++++++++++++++++++

9-tBuCH2-fluorenide-

C18H19  mw:235.149 Anion CAS: Z-85535-25-7 fg:79 cnt:1211

HOF(A.)=  34.4/5.0 D+AH          | BDE(A-H)= 73.5/3.0  94BAU/GON     

HOF(AH)=  13.0/4.0 Est1          |

DacidS=26.0/2.0 Stat | 

----

88TAF/BOR    Datum: DacidG= 339.2/2.0 IMRE | HOF(A-)=-5.7/4.5 Acid p:9

DacidH(AH)= 347.0/2.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9tbujfh.zaf]

CBS-QB3    |-2.3   |343.1|335.3|      |20.3   |       |26.0|     

G3MP2B3    |-10.9  |345.1|338.3| 2.122|11.3   |38.0   |22.5|78.9 

G3MP2B3+   |-11.2  |345.0|337.8| 2.128|11.0   |37.8   |24.2|78.9 

G4MP2      |-11.1  |344.7|337.5|      |11.4   |       |24.1|     

M062X/Def2T|-5.5   |340.8|333.0| 1.922|18.4   |38.8   |26.2|72.5 

B3/6-311++G|61.8   |342.8|335.1| 1.814|86.2   |103.6  |25.9|69.5 

++++++++++++++++++++++++++++++++

(2,3-diOMe-5-Me-p-benzoquinone)2- | coQ0 dimer

C18H20O8  mw:364.116

Core ion CAS: Z-51606-83-8 Solvent: 120-12-7 fg:313 cnt:11932

HOF(solv)=-108.0/3.0 Est3          

----

16BUL/WES    Datum: EA=2.6(1) eV LPEI p:8

Vertical Detachment Energy: 2.87(3) eV.

++++++++++++++++++++++++++++++++

9,11-dehydro-17-beta-estradiolate-

C18H21O2  mw:269.155 Anion CAS: A-791-69-5 fg:33 cnt:8427

HOF(AH)= -82.9/3.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

12BOU/FOU    Datum: DacidH(AH)= 341.5/2.4 CIDC | HOF(A-)=-107.0/3.8 Acid p:7

DacidG(AH)= 334.9/2.5 H-TS

See 09BOU/ZIN for more.

++++++++++++++++++++++++++++++++

17-desoxy-estradiol(M-H)-

C18H23O  mw:255.175 Anion CAS: A-53-63-4 fg:33 cnt:7994

HOF(AH)= -66.7/3.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

09BOU/ZIN    Datum: DacidH(AH)= 343.9/2.4 CIDC | HOF(A-)=-88.5/3.8 Acid p:8

DacidG(AH)= 337.3/2.5 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [17destra.zaf]

G3MP2B3    |-78.3  |348.9|341.5| 2.369|-60.0  |-23.6  |24.8|88.5 

G4MP2      |-77.8  |348.8|341.4|      |-59.4  |       |25.0|     

M062X/Def2T|-69.2  |349.4|342.1| 2.183|-54.0  |-18.8  |24.8|87.3 

B3/6-311++G|8.6    |347.4|339.9| 2.125|28.5   |57.6   |24.9|81.2 

++++++++++++++++++++++++++++++++

17-beta-estradiol(M-H)-

C18H23O2  mw:271.170 Anion CAS: A-50-28-2 fg:33 cnt:7993

HOF(AH)= -106.8/3.0 GpAd 93SP    |

DacidS=22.4/2.0 Stat | 

----

09BOU/ZIN    Datum: DacidH(AH)= 344.7/2.4 CIDC | HOF(A-)=-127.8/3.8 Acid p:8

DacidG(AH)= 338.0/2.5 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bestradi.zaf]

G3MP2B3    |-118.2 |348.8|341.4|      |-99.8  |       |25.0|     

G4MP2      |-114.9 |348.7|340.9|      |-96.4  |       |26.0|     

M062X/Def2T|-106.9 |349.2|341.1|-7.739|-91.4  |-52.5  |26.9|91.0 

B3/6-311++G|-23.2  |349.7|342.5| 2.362|-5.6   |25.9   |24.1|83.6 

++++++++++++++++++++++++++++++++

11-beta-hydroxy-17-beta-estradiol(M-H)-

C18H23O3  mw:287.165 Anion CAS: A-5444-22-4 fg:33 cnt:7995

HOF(AH)= -147.0/3.0 GpAd 93SP    |

DacidS=22.4/2.0 Stat | 

----

09BOU/ZIN    Datum: DacidH(AH)= 338.4/2.4 CIDC | HOF(A-)=-174.3/3.8 Acid p:8

DacidG(AH)= 331.8/2.5 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bestrboh.zaf]

G3MP2B3    |-151.9 |350.8|343.2| 2.260|-135.5 |-99.8  |25.7|87.8 

G4MP2      |-150.3 |350.7|343.0|      |-133.8 |       |25.9|     

M062X/Def2T|-143.0 |351.6|344.0| 2.067|-129.9 |-95.4  |25.6|86.6 

B3/6-311++G|-15.6  |354.7|344.7| 0.505|-3.0   |-6.5   |33.5|48.7 

++++++++++++++++++++++++++++++++

11-alpha-hydroxy-17-beta-estradiol(M-H)-

C18H23O3  mw:287.165 Anion CAS: A-1464-61-5 fg:33 cnt:7996

HOF(AH)= -147.0/3.0 GpAd 93SP    |

DacidS=22.4/2.0 Stat | 

----

09BOU/ZIN    Datum: DacidH(AH)= 345.1/2.4 CIDC | HOF(A-)=-167.6/3.8 Acid p:8

DacidG(AH)= 338.4/2.5 H-TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bestraoh.zaf]

G3MP2B3    |-154.2 |350.6|342.8|      |-137.7 |       |26.4|     

++++++++++++++++++++++++++++++++

(Uridine)2-.

C18H24N4O12  mw:488.140

Core ion CAS: Z-63609-72-3 Solvent: 58-96-8 fg:321 cnt:9694

----

12KO_/STO    Datum: EA=1.2(1) eV LPES p:8

Vertical Detachment Energy:2.0-2.5 eV.

++++++++++++++++++++++++++++++++

2'-deoxycytosine-5'-PO4H-2'-deoxycytosine-5'-PO4H- (dCpCp-)

C18H25N6O13P2  mw:595.096 Anion CAS: A-26467-02-7 fg:95 cnt:10693

----

04YAN/WAN    Datum: EA=5.65(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(2'-deoxycytidine)2-.

C18H26N6O8  mw:454.182

Core ion CAS: Z-64727-75-9 Solvent: 951-77-9 fg:320 cnt:10020

----

13STO/RAK    Datum: EA=1.3(2) eV LPES p:7

Vertical Detachment Energy:between 1.6 and 1.9 eV.

++++++++++++++++++++++++++++++++

(MeCN)9..Br-

C18H27BrN9  mw:448.158 fg:483 cnt:4231

HOF(A.)= 179.7/1.8               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.124(31) eV LPES | HOF(A-)=38.5/1.7 AfIN p:7

DaffH(AH)=  2.8/1.0 dEA

++++++++++++++++++++++++++++++++

(MeCN)9..Cl-

C18H27ClN9  mw:404.208 fg:482 cnt:4219

HOF(A.)= 170.7/1.8               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.753(31) eV LPES | HOF(A-)=69.3/1.7 AfIN p:7

DaffH(AH)=  4.4/1.0 dEA

++++++++++++++++++++++++++++++++

(MeCN)9..I-

C18H27IN9  mw:496.144 fg:484 cnt:4247

HOF(A.)= 190.9/2.8               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.509(31) eV LPES | HOF(A-)=63.9/2.7 AfIN p:7

DaffH(AH)=  2.5/1.0 dEA

++++++++++++++++++++++++++++++++

(MeOH)5..fluorenone-.

C18H28O6  mw:340.189 fg:311 cnt:8738

HOF(solv)= -48.1/0.1 neut 94PED/   

----

15MAE/YAG    Datum: EA=2.73(4) eV LPES p:9

DaffH(AH)=  3.5/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)5..Ph2CO-.

C18H30O6  mw:342.205 fg:311 cnt:6968

HOF(solv)= -48.1/0.1 neut 94PED/   

----

07YAG/MAE    Datum: EA=1.95(4) eV LPES p:8

DaffH(AH)=  1.8/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HO2C(CH2)7CO2H..HO2C(CH2)7CO2-

C18H31O8  mw:375.202

Core ion CAS: Z-48063-93-0 Solvent: 123-99-9 fg:237 cnt:8859

HOF(solv)=-221.0/1.0 GpAd 93SP     

----

16HOU/VAL    Datum: EA=6.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(Me2CO)6-.

C18H36O6  mw:348.252 fg:300 cnt:6793

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.31(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(iPrOH)6..Cl-

C18H48ClO6  mw:395.314 fg:482 cnt:3524

HOF(solv)= -65.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 2.0/1.0 TDAs | HOF(A-)=-476.7/1.9 AfIN p:8

DaffH(X..Y-)= 11.3/1.0 TDAs

++++++++++++++++++++++++++++++++

(nPrOH)6..Cl-

C18H48ClO6  mw:395.314 fg:482 cnt:3531

HOF(solv)= -61.0/0.3 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 2.3/1.0 TDAs | HOF(A-)=-453.7/2.6 AfIN p:8

DaffH(X..Y-)= 11.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(EtOH)9..Cl-

C18H54ClO9  mw:449.346 fg:482 cnt:3518

HOF(solv)= -56.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.5/1.0 TDAs | HOF(A-)=-615.6/2.6 AfIN p:8

DaffH(X..Y-)= 9.0/1.0 TDAs

Estimated entropy; single temperature measurement.

++++++++++++++++++++++++++++++++

(HCONH2)18-.

C18H54N18O18  mw:810.387

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11710

----

06MAE/NEG    Datum: EA=1.20 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated electron form.

++++++++++++++++++++++++++++++++

C19-

C19  mw:228.001 Anion CAS: Z-161627-22-1 fg:2 cnt:2251

----

05ACH/KOH    Datum: EA=3.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=3.52(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c19-cy.zzf]

G3MP2B3    |520.4  |313.1|303.0| 2.671|574.5  |581.9  |34.0|59.5 

++++++++++++++++++++++++++++++++

9-C6F5-octafluorofluorenide-

C19F13  mw:474.980 Anion CAS: A-63264-80-2 fg:79 cnt:2950

----

94KOP/TAF    Datum: DacidG= 301.8/2.0 IMRE p:8

Per 09LEI/RAA, .DELTA.acidG is likely too weak by up to 1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9yff8fh.zaf]

G3MP2B3    |-543.4 |315.9|309.1|      |-492.1 |       |22.9|     

B3/6-311++G|-433.4 |309.9|302.4| 3.458|-375.9 |-353.8 |25.1|74.3 

++++++++++++++++++++++++++++++++

(C6F5)3C-

C19F15  mw:512.977 Anion CAS: Z-946863-39-4 fg:76 cnt:2928

HOF(AH)= -575.7/4.0 Est1         |

DacidS=24.6/3.0 Stat |  S(A-)=198.7/3.2 Acid |  S(AH)=200.1/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 317.6/2.0 IMRE | HOF(A-)=-616.5/4.6 Acid p:9

DacidH(AH)= 324.9/2.2 G+TS

++++++++++++++++++++++++++++++++

Fe4(CO)19-

C19Fe4O19  mw:755.644 fg:22 cnt:2973

----

94NAK/TAG    Datum: EA=3.08(15) eV LPES p:8

Vertical Detachment Energy:3.60(15) eV.

++++++++++++++++++++++++++++++++

LaC19-.

C19La  mw:366.907 Anion CAS: N-167314-86-5 fg:19 cnt:5025

----

00KOH/SUZ    Datum: EA=4.29(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

ScC19-.

C19Sc  mw:272.956 fg:19 cnt:5054

----

00KOH/SUZ    Datum: EA=3.89(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC19-.

C19Y  mw:316.906 fg:19 cnt:5041

----

00KOH/SUZ    Datum: EA=4.17(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(C6F5)2C(Ph)-

C19H5F10  mw:423.024 Anion CAS: A-4707-20-4 fg:76 cnt:4073

HOF(AH)= -362.2/2.0 Est1         |

DacidS=26.7/3.0 Stat |  S(A-)=180.1/3.2 Acid |  S(AH)=179.4/1.0 GpAd 93SP

----

94KOP/TAF    Datum: DacidG= 328.4/2.0 IMRE | HOF(A-)=-391.5/3.0 Acid p:9

DacidH(AH)= 336.4/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pfh2cph.zaf]

G3MP2B3    |-410.3 |322.7|315.3|      |-365.8 |       |24.8|     

M062X/Def2T|-426.7 |317.6|310.3| 2.749|-379.7 |-362.4 |24.6|69.3 

B3/6-311++G|-314.1 |314.2|306.8| 2.873|-261.0 |-250.9 |25.0|62.3 

++++++++++++++++++++++++++++++++

1,3,6,8,10-(CF3)5-anthracene-.

C19H5F15  mw:518.016 Anion CAS: N-1433498-19-1 fg:104 cnt:9761

----

13KUV/CAS    Datum: EA=2.40(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [q5anth.zzf]

G3MP2B3    |-799.3 |     |     | 2.383|       |-744.5 |    |     

B3/6-311++G|-661.5 |     |     | 2.787|       |-597.6 |    |     

++++++++++++++++++++++++++++++++

1,3,6,7,9-(CF3)5-phenanthrene-.

C19H5F15  mw:518.016 Anion CAS: N-1433498-24-8 fg:104 cnt:9770

----

13KUV/CAS    Datum: EA=1.95(1) eV LPES p:8

++++++++++++++++++++++++++++++++

dichloro-tetraoxacalix[2]arene[2]triazine..SCN- | TAT = dichloro-tetraoxacalix[2]arene[2]triazine

C19H8Cl2N7O4S  mw:499.974

Core ion CAS: Z-302-04-5 Solvent: 819065-56-0 fg:256 cnt:11742

----

15ZHA/ZHO    Datum: EA=5(2) eV LPES [4.51(2) eV] p:8

DaffH(AH)=  22.4/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

fluoradenide-

C19H11  mw:239.087 Anion CAS: Z-12569-84-5 fg:79 cnt:822

HOF(A.)=  86.7/3.2 D+AH          | BDE(A-H)= 69.8/3.0 SDEA 89BOR/LYN 

HOF(AH)=  69.0/1.0  81KUD/KUD    |

DacidS=25.5/1.0 Stat | 

----

88TAF/BOR    Datum: DacidG= 324.9/2.0 IMRE | HOF(A-)=35.8/2.3 Acid p:9

DacidH(AH)= 332.5/2.0 G+TS EA(ev)= 2.207

Composite computational methods(18BAR/) indicate .DELTA.fH(fluoradene) is 92 to 96 kcal/mol, in serious disgareement with the experimental value.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fluorade.zaf]

CBS-QB3    |65.7   |331.5|323.6|      |99.9   |       |26.4|     

G3MP2B3    |56.7   |331.9|324.7| 2.573|92.0   |116.0  |24.3|76.1 

G3MP2B3+   |56.4   |331.9|324.2| 2.579|91.8   |115.9  |25.9|76.2 

G4MP2      |57.2   |331.7|323.9|      |92.7   |       |25.9|     

M062X/Def2T|59.2   |329.6|321.9| 2.405|94.3   |114.6  |25.9|72.4 

B3/6-311++G|127.1  |330.8|323.1| 2.280|163.5  |179.7  |26.0|68.2 

++++++++++++++++++++++++++++++++

9-Ph-fluorenide-

C19H13  mw:241.102 Anion CAS: Z-31468-22-1 fg:79 cnt:1212

HOF(A.)=  98.0/3.6 D+AH          | BDE(A-H)= 74.1/2.0 SDEA 92BOR/SAT 

HOF(AH)=  76.0/3.0 Est1          |

DacidS=26.0/2.0 Stat | 

----

88TAF/BOR    Datum: DacidG= 335.5/2.0 IMRE | HOF(A-)=53.6/3.7 Acid p:9

DacidH(AH)= 343.3/2.1 G+TS EA(ev)= 1.928

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [9phfh.zaf]

CBS-QB3    |48.6   |342.3|335.7|      |72.0   |       |22.2|     

G3MP2B3    |39.0   |342.8|336.1| 2.385|63.4   |94.0   |22.1|82.6 

G3MP2B3+   |38.6   |342.6|335.8| 2.396|63.2   |93.8   |22.8|82.7 

G4MP2      |39.6   |342.5|335.9| 2.092|64.3   |87.8   |22.1|75.7 

M062X/Def2T|40.5   |339.7|333.0| 2.122|65.5   |89.4   |22.7|76.0 

B3/6-311++G|107.5  |340.9|334.1| 2.013|134.0  |153.9  |22.5|72.1 

++++++++++++++++++++++++++++++++

Ph3C-

C19H15  mw:243.118 Anion CAS: Z-40006-86-8 fg:76 cnt:823

HOF(A.)=  94.9/1.6 D+AH          | BDE(A-H)= 81.0/1.0 SDEA 91BOR/CHE2

HOF(AH)=  66.0/1.2  08ROU/TEM    |

DacidS=24.6/3.0 Stat |  S(A-)=130.1/3.2 Acid |  S(AH)=131.5/1.0 GpAd 93SP

----

88TAF/BOR    Datum: DacidG= 350.7/2.0 IMRE | HOF(A-)=58.3/2.5 Acid p:9

DacidH(AH)= 358.0/2.2 G+TS EA(ev)= 1.586

----

84BAR/    #  Datum: DacidG= 352.8/2.3 IMRE p:8

DacidH(AH)= 360.1/2.5 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

30BEN/       Datum: EA=2.56 eV IMRE [59.0 kcal] p:2

Solution equilibrium + solvation thermocycle.

----

68GAI/PAG    Datum: EA=0.841(87) eV [19.4(20) kcal] p:1

From hexaphenylethane. The Magnetron method, lacking mass analysis, is not considered relia.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph3c.zaf]

CBS-QB3    |60.7   |358.0|351.6| 1.641|68.4   |98.5   |21.3|82.2 

G3MP2B3    |50.0   |358.0|351.6| 1.906|59.2   |93.9   |21.4|86.8 

G3MP2B3+   |49.8   |358.0|351.8| 1.915|58.9   |93.9   |20.9|87.0 

G4MP2      |50.8   |357.9|351.4| 1.578|60.1   |87.1   |21.8|79.1 

M062X/Def2T|51.4   |354.6|348.6| 1.559|61.5   |87.3   |20.2|77.9 

B3/6-311++G|117.4  |354.9|348.4| 1.485|129.7  |151.5  |21.8|73.9 

++++++++++++++++++++++++++++++++

Ph3CO-

C19H15O  mw:259.113 Anion CAS: Z-118488-56-5 fg:30 cnt:8454

HOF(A.)=  75.9/6.5               | BDE(A-H)= 106.5/3.0 Est2          

HOF(AH)=  21.5/2.0 GpAd 93SP     |

DacidS=24.0/3.0 Stat |  S(A-)=129.1/3.6 Acid |  S(AH)=131.1/2.0 GpAd 93SP

----

13ABB/KOP    Datum: DacidG= 347.7/2.3 IMRE | HOF(A-)=10.7/3.2 Acid p:9

DacidH(AH)= 354.9/2.5 G+TS EA(ev)= 2.829

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph3co.zaf]

CBS-QB3    |18.1   |355.4|348.2|      |28.4   |       |24.2|     

G3MP2B3    |9.2    |356.0|348.7| 2.818|20.4   |74.3   |24.4|105.9

G4MP2      |11.2   |356.3|349.3| 2.466|22.2   |68.2   |23.4|98.1 

M062X/Def2T|14.6   |356.2|348.6| 2.635|23.1   |75.4   |25.3|104.4

B3/6-311++G|85.3   |353.9|346.4| 2.607|98.7   |145.4  |25.4|98.9 

++++++++++++++++++++++++++++++++

Ph3CH..Cl-

C19H16Cl  mw:279.095

Core ion CAS: Z-16887-00-6 Solvent: 519-73-3 fg:482 cnt:1518

HOF(solv)=  66.0/1.2 neut 08ROU/TEM

----

82FRE/IKU    Datum: DaffG= 4.1 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ph3chcl.zcf]

G3MP2B3    |-13.7  | 16.8|  9.9| 23.0|59.2   |-56.1  

M062X/Def2T|-6.7   | 19.8| 12.8| 23.4|61.5   |-48.4  

B3/6-311++G|59.6   |  2.3|  6.9| 21.2|129.7  |-56.9  

++++++++++++++++++++++++++++++++

(4-(dicyanomethylene)-2-Me-6-(4-Me2N-styryl)-4H-pyran-.{DCM}

C19H17N3O  mw:303.138 Anion CAS: N-51325-91-8 fg:102 cnt:11045

----

16ZEN/BER    Datum: EA=1.79(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dcm.zzf]

G3MP2B3    |59.2   |     |     | 1.369|       |90.8   |    |     

M062X/Def2T|48.3   |     |     | 1.608|       |85.5   |    |     

B3/6-311++G|118.5  |     |     | 1.697|       |157.7  |    |     

++++++++++++++++++++++++++++++++

11-beta-CH2Cl-17-beta-estradiolate-

C19H24ClO2  mw:319.147 Anion CAS: A-71794-60-0 fg:33 cnt:8425

HOF(AH)= -119.4/3.0 GpAd 93SP    |

DacidS=22.4/2.0 Stat | 

----

12BOU/FOU    Datum: DacidH(AH)= 341.1/2.4 CIDC | HOF(A-)=-144.0/3.8 Acid p:7

DacidG(AH)= 334.4/2.5 H-TS

See 09BOU/ZIN for more.

++++++++++++++++++++++++++++++++

2'-deoxycytosine-5'-PO4H-2'-deoxyguanosine-5'-PO4H- (dCpGp-)

C19H25N8O13P2  mw:635.102 Anion CAS: A-2402-35-9 fg:95 cnt:10697

----

04YAN/WAN    Datum: EA=4.98(10) eV LPES p:7

++++++++++++++++++++++++++++++++

11-beta-Me-17-beta-estradiolate-

C19H25O2  mw:285.186 Anion CAS: A-23637-93-6 fg:33 cnt:8423

HOF(AH)= -114.0/3.0 GpAd 93SP    |

DacidS=22.4/2.0 Stat | 

----

12BOU/FOU    Datum: DacidH(AH)= 345.1/2.4 CIDC | HOF(A-)=-134.6/3.8 Acid p:7

DacidG(AH)= 338.4/2.5 H-TS

See 09BOU/ZIN for more.

++++++++++++++++++++++++++++++++

(HCONH2)19-.

C19H57N19O19  mw:855.408

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11711

----

06MAE/NEG    Datum: EA=1.24 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated electron form.

++++++++++++++++++++++++++++++++

C20-

C20  mw:240.001 Anion CAS: Z-161627-23-2 fg:2 cnt:2252

----

05ACH/KOH    Datum: EA=2.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=2.70(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

----

00PRI/WEL    Datum: EA=2.44(3) eV LPES p:7

From Graphite source, presumed ring structure.

----

95HAN/GAN    Datum: EA=2.42(5) eV LPES p:7

Clusters are 'annealed'. Temperature unstated.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c20.zzf]

CBS-QB3    |537.6  |     |     | 2.677|       |599.3  |    |     

G3MP2B3    |568.5  |315.8|308.4| 0.631|619.9  |582.9  |24.8|15.1 

M062X/Def2T|510.3  |     |     | 2.706|       |572.5  |    |     

B3/6-311++G|547.5  |     |     | 3.044|       |617.4  |    |     

++++++++++++++++++++++++++++++++

C20{bowl}-.

C20  mw:240.001 Anion CAS: Z-863191-44-0 fg:2 cnt:4947

----

00PRI/WEL    Datum: EA=2.17(3) eV LPES p:7

From brominated corannulene, via EI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c20bowl.zzf]

CBS-QB3    |509.0  |     |     | 1.936|       |553.3  |    |     

G3MP2B3    |494.8  |     |     | 1.953|       |539.4  |    |     

G3MP2B3+   |494.0  |     |     | 1.964|       |539.1  |    |     

M062X/Def2T|514.1  |     |     | 2.048|       |561.2  |    |     

B3/6-311++G|580.8  |     |     | 2.361|       |635.0  |    |     

++++++++++++++++++++++++++++++++

C20{fullerene}-.

C20  mw:240.001 Anion CAS: Z-137037-19-5 fg:2 cnt:4948

----

00PRI/WEL    Datum: EA=2.25(3) eV LPES p:7

From brominated dodecahedrane, via EI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c20f.zzf]

G3MP2B3    |510.8  |     |     | 1.856|       |553.6  |    |     

G3MP2B3+   |510.6  |     |     | 1.854|       |553.3  |    |     

G4MP2      |499.0  |     |     | 2.064|       |546.7  |    |     

M062X/Def2T|540.8  |     |     | 2.332|       |594.2  |    |     

B3/6-311++G|617.5  |     |     | 2.486|       |673.0  |    |     

++++++++++++++++++++++++++++++++

LaC20-.

C20La  mw:378.907 Anion CAS: N-167314-87-6 fg:19 cnt:5026

----

00KOH/SUZ    Datum: EA=3.94(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

YC20-.

C20Y  mw:328.906 fg:19 cnt:5042

----

00KOH/SUZ    Datum: EA=4.02(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Rose Bengal B= | 4,5,6,7-Cl4-2',4',5',7'-I4-fluorescein(CO2-/O-)

C20H2Cl4I4O5  mw:969.485 Anion CAS: Z-2438210-60-5 fg:33 cnt:11068

----

20STO/KJA    Datum: EA=1.1(1) eV LPES p:7

Vertical Detachment Energy:1.3(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bengal.zd0]

M062X/Def2T|-120.0 |     |     | 1.705|       |-80.6  |    |     

++++++++++++++++++++++++++++++++

2,3,6,7,9,10-(CF3)6-anthracene-.

C20H4F18  mw:586.003 Anion CAS: N-1391742-48-5 fg:104 cnt:9762

----

13KUV/CAS    Datum: EA=2.81(2) eV LPES p:8

++++++++++++++++++++++++++++++++

corannulene-.

C20H10  mw:250.079 Anion CAS: Z-34516-99-9 fg:104 cnt:3592

HOF(A.)= 109.6/2.2  08ROU/TEM    |

----

96CHE/COO    Datum: EA=0.50(10) eV CIDC | HOF(A-)=98.1/3.2 R-EA p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [corrann.zzf]

CBS-QB3    |100.5  |     |     | 0.767|       |117.5  |    |     

G3MP2B3    |95.7   |     |     | 0.576|       |108.3  |    |     

G3MP2B3+   |95.6   |     |     | 0.567|       |108.0  |    |     

M062X/Def2T|96.1   |     |     | 0.733|       |112.4  |    |     

B3/6-311++G|168.4  |     |     | 0.860|       |187.5  |    |     

++++++++++++++++++++++++++++++++

Cs bis-disulizole(-3) | Cesium 2,2'-(1,4-phenylene)bis(benzimidazole-4,6-disulfonate)(-3)

C20H10CsN4O12S4  mw:759.826

Core ion CAS: Z-1267945-42-5 Solvent: 18459-37-5 fg:40 cnt:10781

----

13WIN/YAN    Datum: EA=0.8(1) eV PVMI p:7

++++++++++++++++++++++++++++++++

K bi-dissulizole(-3) | Potassium 2,2'-(1,4-phenylene)bis(benzimidazole-4,6-disulfonate)(-3)

C20H10KN4O12S4  mw:664.883

Core ion CAS: Z-1267945-42-5 Solvent: 24203-36-9 fg:40 cnt:10780

----

13WIN/YAN    Datum: EA=0.8(1) eV PVMI p:7

++++++++++++++++++++++++++++++++

Li bis-disulizole(-3) | Lithium 2,2'-(1,4-phenylene)bis(benzimidazole-4,6-disulfonate)(-3)

C20H10LiN4O12S4  mw:632.935

Core ion CAS: Z-1267945-42-5 Solvent: 17341-24-1 fg:40 cnt:10779

----

13WIN/YAN    Datum: EA=0.8(1) eV PVMI p:7

++++++++++++++++++++++++++++++++

Na bis-disulizole(-3) | Sodium 2,2'-(1,4-phenylene)bis(benzimidazole-4,6-disulfonate)(-3)

C20H10N4Na2O12S4  mw:671.899

Core ion CAS: Z-1267945-42-5 Solvent: 17341-25-2 fg:40 cnt:10778

----

13WIN/YAN    Datum: EA=0.8(1) eV PVMI p:7

++++++++++++++++++++++++++++++++

bis(disulizole)(-4) | 1,4-benzene-bis(2-benzimidazole-4,6-disulfonate)

C20H10N4O12S4  mw:625.920 Anion CAS: Z-1267945-42-5 fg:40 cnt:10599

----

10NIN/DAU    Datum: EA=-0.60(20) eV PVMI p:7

Reverse Coulomb barrier ca. 3.3 eV. See also 12DAU/LIU.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2suliz.ztn]

B3/6-311++G|-68.1  |     |     |-1.041|       |-91.9  |    |     

++++++++++++++++++++++++++++++++

fluorescein (M-2H)=

C20H10O5  mw:330.054 Anion CAS: Z-1227613-15-1 fg:0 cnt:11882

----

12HOR/CHA2   Datum: EA=0.5(1) eV LPEI p:7

RCB 2.1 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fluoresc.zdf]

G3MP2B3    |-45.8  |485.0|475.9| 0.242|-163.6 |-40.2  |30.7|175.6

B3/6-311++G|40.3   |483.2|473.9|-0.171|-75.6  |36.4   |31.2|164.2

++++++++++++++++++++++++++++++++

H-bis-disulizole(-3) | Hydrogen 2,2'-(1,4-phenylene)bis(benzimidazole-4,6-disulfonate)(-3)

C20H11N4O9S3  mw:546.970 Anion CAS: Z-1431882-31-3 fg:40 cnt:10782

----

13WIN/YAN    Datum: EA=0.8(1) eV PVMI p:7

++++++++++++++++++++++++++++++++

bis-disulizole -SO3+H(-3) | 2,2'-(1,4-phenylene)(benzimidazole-4,6-disulfonate)(benzimidazole-4-sulfonate)(-3)

C20H11N4O9S3  mw:546.970 Anion CAS: Z-1431985-94-2 fg:40 cnt:10783

----

13WIN/YAN    Datum: EA=0.5(1) eV PVMI p:7

++++++++++++++++++++++++++++++++

benzo[e]pyrene-.

C20H12  mw:252.094 Anion CAS: Z-34505-59-4 fg:104 cnt:498

HOF(A.)=  70.9/1.0 GpAd 93SP     |

----

98CHE/CAR    Datum: EA=0.54(5) eV ECD  | HOF(A-)=58.5/1.5 R-EA p:5

----

66BEC/CHE    Datum: EA=0.534(8) eV ECD  p:5

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.58 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bepyrene.zzf]

CBS-QB3    |57.2   |     |     | 0.535|       |69.2   |    |     

G3MP2B3    |48.3   |     |     | 0.575|       |61.3   |    |     

G3MP2B3+   |48.2   |     |     | 0.567|       |60.9   |    |     

G4MP2      |41.4   |     |     | 0.912|       |62.1   |    |     

M062X/Def2T|50.0   |     |     | 0.544|       |62.0   |    |     

B3/6-311++G|121.1  |     |     | 0.656|       |135.9  |    |     

++++++++++++++++++++++++++++++++

benzo[a]pyrene-.

C20H12  mw:252.094 Anion CAS: Z-34505-58-3 fg:104 cnt:497

HOF(A.)=  69.0/1.0  77STE/GOL    |

----

93CRO/WAN    Datum: EA=0.815(43) eV [18.8(10) kcal] | HOF(A-)=50.2/1.4 R-EA p:8

.DELTA.eaG(420 K) = -18.2 kcal/mol; .DELTA.eaS(estimated) = -1.5 eu (anthracene, 86CHO/HEI).

----

98CHE/CAR    Datum: EA=0.78(2) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

66BEC/CHE    Datum: EA=0.680(8) eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bapyrene.zzf]

CBS-QB3    |55.0   |     |     | 0.784|       |72.8   |    |     

G3MP2B3    |48.2   |     |     | 0.697|       |64.0   |    |     

G3MP2B3+   |48.0   |     |     | 0.692|       |63.7   |    |     

G4MP2      |41.6   |     |     | 1.017|       |64.8   |    |     

M062X/Def2T|45.4   |     |     | 0.876|       |65.3   |    |     

B3/6-311++G|116.0  |     |     | 0.955|       |137.8  |    |     

++++++++++++++++++++++++++++++++

perylene-.

C20H12  mw:252.094 Anion CAS: Z-34505-65-2 fg:104 cnt:3191

HOF(A.)=  76.1/0.9  08ROU/TEM    |

----

97SCH/WEI2   Datum: EA=0.973(5) eV LPES | HOF(A-)=53.6/0.9 R-EA p:9

----

93CRO/WAN    Datum: EA=0.993(43) eV [22.9(10) kcal] p:8

.DELTA.eaG(425 K) = -22.3 kcal/mol; .DELTA.eaS(estimated) = -1.5 eu (anthracene, 86CHO/HEI).

----

98CHE/CAR    Datum: EA=1.00(10) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

95CHE/COO    Datum: EA=0.35(10) eV CIDC p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [perylene.zzf]

CBS-QB3    |54.2   |     |     | 1.024|       |77.6   |    |     

G3MP2B3    |45.4   |     |     | 1.022|       |68.7   |    |     

G3MP2B3+   |45.3   |     |     | 1.007|       |68.4   |    |     

G4MP2      |38.7   |     |     | 1.347|       |69.5   |    |     

M062X/Def2T|46.1   |     |     | 1.040|       |69.9   |    |     

B3/6-311++G|117.0  |     |     | 1.136|       |142.9  |    |     

++++++++++++++++++++++++++++++++

quinque(2,2')thiophene-.

C20H12S5  mw:411.955 Anion CAS: Z-129179-58-4 fg:106 cnt:8091

----

19THU/SAG    Datum: EA=1.125(6) eV SEVI [9070.(50) cm-1] p:8

----

11SIE/VOG    Datum: EA=1.10(3) eV LPES p:8

Neutral triplet state up 1.67 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [5thioph.zzf]

G3MP2B3    |114.2  |     |     | 0.832|       |133.0  |    |     

++++++++++++++++++++++++++++++++

cholanthrene-.

C20H14  mw:254.110 Anion CAS: N-479-23-2 fg:104 cnt:9897

----

81CHE/WEN    Datum: EA=0.80(20) eV ECD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cholanth.zzf]

G3MP2B3    |52.5   |     |     | 0.437|       |62.3   |    |     

M062X/Def2T|51.7   |     |     | 0.637|       |67.5   |    |     

B3/6-311++G|122.1  |     |     | 0.502|       |137.3  |    |     

++++++++++++++++++++++++++++++++

(naphthalene)2-.

C20H16  mw:256.126 Anion CAS: N-62238-84-0 fg:304 cnt:5866

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02SON/HAN    Datum: EA=0.11(3) eV LPES p:8

DaffH(AH)=  7.1/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

09LEE/KIM    Datum: EA=0.12(1) eV LPES p:7

DaffH(AH)=  7.4/0.2 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [naphth2.zcf]

G3MP2B3    |87.1   |-17.9|-32.2| 47.8|32.8   |36.4   | 0.611

M062X/Def2T|93.5   |-24.0|-38.5| 48.6|32.6   |37.0   | 0.809

B3/6-311++G|169.1  |-39.1|-52.6| 45.2|64.4   |65.6   | 10498

++++++++++++++++++++++++++++++++

(azulene)2-.

C20H16  mw:256.126 Anion CAS: N-52397-38-3 fg:304 cnt:7949

HOF(solv)=  69.1/0.8 neut 94PED/   

----

08AND/MIT    Datum: EA=1.17(5) eV LPES p:7

DaffH(AH)=  8.8/1.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(naphthalene)2..NO-

C20H16NO  mw:286.124 fg:492 cnt:5987

HOF(A.)=  51.2/4.0               |

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02LEB/SCH    Datum: EA=1.06(10) eV LPES | HOF(A-)=26.8/3.3 AfIN p:9

DaffH(AH)=  9.2/3.3 dEA

The ion affinity is the difference in electron affinities of lesser solvated species.

++++++++++++++++++++++++++++++++

(Pyridine)4..Co2-

C20H20Co2N4  mw:434.036 fg:24 cnt:10217

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

06EDM/KAN    Datum: EA=1.0(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(mesityl)2C=CHO-

C20H23O  mw:279.175 Anion CAS: Z-139759-83-4 fg:62 cnt:5080

DacidS=23.0/3.0 Stat | 

----

00MIS/MUS    Datum: DacidG= 332.8/2.0 IMRE p:6

DacidH(AH)= 339.7/2.2 G+TS

Enol acidity at 323 K. The authors assume that reprotonation only occurs to form the tautomer introduced; this seems unlikely.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [my2vho.zaf]

G3MP2B3    |-58.7  |340.2|333.8| 2.557|-31.7  |0.6    |21.3|84.4 

M062X/Def2T|-53.0  |335.5|328.7| 2.233|-23.9  |-1.4   |22.8|74.6 

B3/6-311++G|25.3   |337.9|330.5| 1.955|54.8   |76.0   |24.6|73.3 

++++++++++++++++++++++++++++++++

11-beta-CCH-17-beta-estradiolate-

C20H23O2  mw:295.170 Anion CAS: A-166183-99-9 fg:33 cnt:8424

HOF(AH)= -49.0/3.0 GpAd 93SP     |

DacidS=22.4/2.0 Stat | 

----

12BOU/FOU    Datum: DacidH(AH)= 345.6/2.4 CIDC | HOF(A-)=-69.1/3.8 Acid p:7

DacidG(AH)= 338.9/2.5 H-TS

See 09BOU/ZIN for more.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bestrbcc.zaf]

G3MP2B3    |-56.4  |348.6|341.1|      |-37.9  |       |25.4|     

++++++++++++++++++++++++++++++++

2'-deoxyadenosine-5'-PO4H-2'-deoxyadenosine-5'-PO4H- (dApAp-)

C20H25N10O11P2  mw:643.118 Anion CAS: A-16240-63-4 fg:95 cnt:10692

----

04YAN/WAN    Datum: EA=5.72(10) eV LPES p:7

++++++++++++++++++++++++++++++++

2'-deoxyadenosine-5'-PO4H-2'-deoxyguanosine-5'-PO4H- (dApGp-)

C20H25N10O12P2  mw:659.113 Anion CAS: A-38665-19-9 fg:95 cnt:10696

----

04YAN/WAN    Datum: EA=4.87(10) eV LPES p:7

++++++++++++++++++++++++++++++++

2'-deoxyguanosine-5'-PO4H-2'-deoxyadenosine-5'-PO4H- (dGpAp-)

C20H25N10O12P2  mw:659.113 Anion CAS: A-4336-86-1 fg:95 cnt:10698

----

04YAN/WAN    Datum: EA=4.92(10) eV LPES p:7

++++++++++++++++++++++++++++++++

2'-deoxyguanosine-5'-PO4H-2'-deoxyguanosine-5'-PO4H- (dGpGp-)

C20H25N10O13P2  mw:675.108 Anion CAS: A-26467-04-9 fg:95 cnt:10694

----

04YAN/WAN    Datum: EA=5.08(10) eV LPES p:7

++++++++++++++++++++++++++++++++

11-beta-OAc-17-beta-estradiolate-

C20H25O4  mw:329.176 Anion CAS: A-95258-51-8 fg:33 cnt:8426

HOF(AH)= -197.5/3.0 GpAd 93SP    |

DacidS=22.4/2.0 Stat | 

----

12BOU/FOU    Datum: DacidH(AH)= 345.1/2.4 CIDC | HOF(A-)=-218.1/3.8 Acid p:7

DacidG(AH)= 338.4/2.5 H-TS

See 09BOU/ZIN for more.

++++++++++++++++++++++++++++++++

2'-deoxythymidine-5'-PO4H-2'-deoxyguanosine-5'-PO4H- (dTpGp-)

C20H26N7O14P2  mw:650.102 Anion CAS: A-38665-20-2 fg:95 cnt:10699

----

04YAN/WAN    Datum: EA=4.96(10) eV LPES p:7

++++++++++++++++++++++++++++++++

2'-deoxythymidine-5'-PO4H-2'-deoxythymidine-5'-PO4H- (dTpTp-)

C20H27N4O15P2  mw:625.095 Anion CAS: Z-1627137-52-3 fg:95 cnt:10695

----

04YAN/WAN    Datum: EA=5.80(10) eV LPES p:7

++++++++++++++++++++++++++++++++

all-E-retinoate-

C20H27O2  mw:299.202 Anion CAS: Z-121769-92-4 fg:37 cnt:8760

HOF(AH)= -78.1/4.0 GpAd 93SP     |

DacidS=27.3/4.8 CIDC | 

----

15ABB/KOP    Datum: DacidG= 330.3/2.0 CIDC | HOF(A-)=-105.4/4.8 Acid p:8

DacidH(AH)= 338.4/2.6 CIDC

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [retinoat.zaf]

G3MP2B3    |-100.6 |340.8|333.2|      |-74.2  |       |25.4|     

M062X/Def2T|-91.2  |341.3|333.9| 3.596|-67.8  |-5.6   |24.9|114.2

B3/6-311++G|-18.7  |338.8|330.9| 3.276|9.8    |57.1   |26.5|99.4 

++++++++++++++++++++++++++++++++

(thymidine)2-.

C20H28N4O10  mw:484.181

Core ion CAS: Z-55249-84-8 Solvent: 50-89-5 fg:320 cnt:10023

----

12STO/RAK    Datum: EA=1.1(1) eV LPES p:8

Vertical Detachment Energy:2.0(2) eV.

++++++++++++++++++++++++++++++++

2'-dexoyadenosine..thymidine-.

C20H28N7O8  mw:494.200

Core ion CAS: Z-64727-73-7 Solvent: 50-89-5 fg:321 cnt:8872

----

16STO/RAK    Datum: EA=1.1(1) eV LPES p:7

Vertical Detachment Energy:1.8(1) eV.

++++++++++++++++++++++++++++++++

(MeCN)10..Br-

C20H30BrN10  mw:489.184 fg:483 cnt:4232

HOF(A.)= 197.7/2.1               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.274(33) eV LPES | HOF(A-)=53.0/2.0 AfIN p:7

DaffH(AH)=  3.5/1.0 dEA

++++++++++++++++++++++++++++++++

(MeCN)10..Cl-

C20H30ClN10  mw:445.235 fg:482 cnt:4220

HOF(A.)= 188.7/2.1               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.843(33) eV LPES | HOF(A-)=85.3/2.0 AfIN p:7

DaffH(AH)=  2.1/1.0 dEA

++++++++++++++++++++++++++++++++

(MeCN)10..I-

C20H30IN10  mw:537.171 fg:484 cnt:4248

HOF(A.)= 208.9/3.0               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.619(33) eV LPES | HOF(A-)=79.4/2.9 AfIN p:7

DaffH(AH)=  2.5/1.0 dEA

++++++++++++++++++++++++++++++++

(MeCN)10-.

C20H30N10  mw:410.266 fg:100 cnt:8908

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.43(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HO2C(CH2)8CO2H..HO2C(CH2)8CO2-

C20H35O8  mw:403.234

Core ion CAS: Z-48065-91-4 Solvent: 111-20-6 fg:237 cnt:8860

HOF(solv)=-226.3/1.0 GpAd 93SP     

----

16HOU/VAL    Datum: EA=6.15(10) eV LPES p:8

++++++++++++++++++++++++++++++++

PdAu24[CC-C6H3-3,5-diCF3]12=

C20H36Au24F72Pd  mw:6477.27 fg:24 cnt:11803

----

24ITO/HIR    Datum: EA=2.64(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(THF)5..I-

C20H40IO5  mw:487.193 fg:484 cnt:8384

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.13(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(tBuOH)5..Cl-

C20H50ClO5  mw:405.335 fg:482 cnt:3537

HOF(solv)= -74.7/0.2 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 2.2/1.0 TDAs | HOF(A-)=-450.9/1.6 AfIN p:8

DaffH(X..Y-)= 11.9/1.0 TDAs

++++++++++++++++++++++++++++++++

(EtOH)10..Cl-

C20H60ClO10  mw:495.388 fg:482 cnt:3519

HOF(solv)= -56.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.4/1.0 TDAs | HOF(A-)=-680.7/2.8 AfIN p:8

DaffH(X..Y-)= 8.9/1.0 TDAs

Estimated entropy; single temperature measurement.

++++++++++++++++++++++++++++++++

(HCONH2)20-.

C20H60N20O20  mw:900.430

Core ion CAS: Z-108508-38-9 Solvent: 75-12-7 fg:100 cnt:11712

----

06MAE/NEG    Datum: EA=1.25 eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors indicate that this is a solvated electron form.

++++++++++++++++++++++++++++++++

C21-

C21  mw:252.001 Anion CAS: Z-141467-72-3 fg:2 cnt:2253

----

05ACH/KOH    Datum: EA=3.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=3.70(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c21-c.zzf]

G3MP2B3    |545.0  |285.3|277.2| 3.929|626.9  |635.4  |27.3|60.7 

++++++++++++++++++++++++++++++++

K18(NCS)21(-3)

C21K18N21S21  mw:1918.83 fg:24 cnt:10816

----

15DEN/KON2   Datum: EA=3.85(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

1,3,4,6,8-(CF3)5-pyrene-.

C21H5F15  mw:542.016 Anion CAS: N-1433498-25-9 fg:104 cnt:9771

----

13KUV/CAS    Datum: EA=2.44(2) eV LPES p:8

++++++++++++++++++++++++++++++++

1,3,4,6,9-(CF3)5-pyrene-.

C21H5F15  mw:542.016 Anion CAS: N-1433498-26-0 fg:104 cnt:9772

----

13KUV/CAS    Datum: EA=2.38(2) eV LPES p:8

++++++++++++++++++++++++++++++++

1,3-diPh-indenide-

C21H15  mw:267.118 Anion CAS: Z-90907-09-8 fg:78 cnt:824

HOF(AH)=  84.0/5.0 Est3          |

DacidS=21.6/1.0 Stat | 

----

88TAF/BOR    Datum: DacidG= 328.8/2.0 IMRE | HOF(A-)=53.6/5.4 Acid p:9

DacidH(AH)= 335.2/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2inden.zaf]

G3MP2B3    |47.3   |335.1|328.9| 2.565|79.4   |106.5  |20.9|79.2 

G3MP2B3+   |46.9   |335.1|328.3|      |79.1   |       |22.8|     

G4MP2      |48.0   |335.0|328.3|      |80.2   |       |22.3|     

M062X/Def2T|48.8   |331.4|324.8| 2.277|82.0   |101.3  |22.4|71.4 

B3/6-311++G|122.4  |332.3|325.5| 2.170|157.4  |172.4  |22.6|67.1 

++++++++++++++++++++++++++++++++

1,2,3-triphenyl-cyclopropenide-

C21H15  mw:267.118 Anion CAS: Z-87190-01-0 fg:74 cnt:2967

HOF(A.)= 167.4/2.2 D+AH          | BDE(A-H)= 85.0/2.0 SDEA 92BOR/CHE 

HOF(AH)= 134.5/1.0 GpAd 93SP     |

DacidS=24.0/3.0 Stat |  S(A-)=135.9/3.2 Acid |  S(AH)=137.9/1.0 GpAd 93SP

----

86BAR/KES    Datum: DacidG= 377.0/5.0 IMRB | HOF(A-)=153.0/5.2 Acid p:6

DacidH(AH)= 384.2/5.1 G+TS EA(ev)= 0.626

Between H2O and MeOH in acidity. Composite computational methods(18BAR/) indicate a .DELTA.acidG of ca. 381 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph3cpr.zaf]

CBS-QB3    |154.3  |389.6|382.2| 0.854|130.4  |173.8  |24.9|95.5 

G3MP2B3    |142.0  |388.7|381.2| 1.207|120.5  |169.6  |25.4|101.3

G3MP2B3+   |141.6  |388.6|380.6| 1.220|120.2  |169.5  |27.0|101.5

G4MP2      |143.1  |388.6|381.1| 0.843|121.7  |162.3  |24.9|92.7 

M062X/Def2T|141.6  |388.7|381.1| 0.596|117.6  |155.1  |25.6|89.6 

B3/6-311++G|208.7  |383.6|375.6| 0.712|192.4  |224.9  |26.7|84.6 

++++++++++++++++++++++++++++++++

(7-aza-indole)3-.

C21H18N6  mw:354.160 fg:305 cnt:5125

HOF(solv)=  51.0/3.0 neut 88LIE/   

----

99NAK/NEG    Datum: EA=1.20(11) eV LPES p:8

++++++++++++++++++++++++++++++++

(Me-benzoquinone)3-.

C21H18O6  mw:366.111 fg:313 cnt:9027

HOF(solv)= -37.1/2.0 Est1 88LIE/   

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

17BUL/VER2   Datum: EA=0() eV [ eV] p:8

There is a correlation-bound state at ca. 50 meV.

----

17BUL/VER    Datum: EA=2.5(1) eV LPES p:8

DaffH(AH)=  9.2/3.3 dEA

Vertical Detachment Energy:3.3(2) eV.

++++++++++++++++++++++++++++++++

CO2..(pyridine)4-.

C21H20N4O2  mw:360.159 fg:305 cnt:5187

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

00HAN/CHU    Datum: EA=2.23(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CH2=CHCN)7-.

C21H21N7  mw:371.186 fg:302 cnt:9604

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

95FUK/TSU    Datum: EA=1.95(5) eV LPES p:8

DaffH(AH)=  3.5/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(mesityl)2C=C(Me)O-

C21H25O  mw:293.191 Anion CAS: Z-154459-31-1 fg:63 cnt:5081

DacidS=23.0/3.0 Stat | 

----

00MIS/MUS    Datum: DacidG= 335.3/2.0 IMRE p:6

DacidH(AH)= 342.2/2.2 G+TS

Keto acidity at 323 K. The authors assume that reprotonation only occurs to form the tautomer introduced; this seems unlikely.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [my2vro.zaf]

G3MP2B3    |-66.9  |343.0|337.8|      |-42.7  |       |17.6|     

M062X/Def2T|-60.2  |340.1|333.3|      |-35.6  |       |22.7|     

B3/6-311++G|24.1   |341.2|333.9| 2.318|50.1   |72.1   |24.5|74.0 

++++++++++++++++++++++++++++++++

Ru(EtCOCHCOEt)3-.

C21H33O6Ru  mw:483.133 Anion CAS: Z-120803-67-0 fg:24 cnt:2978

----

94SHA/ALA    Datum: EA=1.84(7) eV IMRB [42.4(15) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K).

++++++++++++++++++++++++++++++++

(Me2CO)7-.

C21H42O7  mw:406.294 fg:300 cnt:6794

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.47(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

mer-Co6S8(PEt3)3(CO)3

C21H45Co6O3P3S8  mw:1047.63 fg:22 cnt:9980

----

19LIU/PIN    Datum: EA=1.8(1) eV LPES p:8

Vertical Detachment Energy:2.09(5) eV. Neutral triplet state is 0.58 eV up from the singlet.

++++++++++++++++++++++++++++++++

(iPrOH)7..Cl-

C21H56ClO7  mw:455.372 fg:482 cnt:3525

HOF(solv)= -65.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.7/1.0 TDAs | HOF(A-)=-552.9/2.1 AfIN p:8

DaffH(X..Y-)= 11.1/1.0 TDAs

++++++++++++++++++++++++++++++++

(nPrOH)7..Cl-

C21H56ClO7  mw:455.372 fg:482 cnt:3532

HOF(solv)= -61.0/0.3 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.9/1.0 TDAs | HOF(A-)=-525.7/2.8 AfIN p:8

DaffH(X..Y-)= 11.0/1.0 TDAs

++++++++++++++++++++++++++++++++

C22-

C22  mw:264.001 Anion CAS: Z-161627-24-3 fg:2 cnt:2254

----

95HAN/GAN    Datum: EA=2.55(5) eV LPES p:9

Clusters are 'annealed'. Temperature unstated.

----

05ACH/KOH    Datum: EA=2.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=2.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c22-cz.zzf]

G3MP2B3    |570.7  |     |     | 2.501|       |627.8  |    |     

M062X/Def2T|553.5  |     |     | 2.661|       |614.2  |    |     

++++++++++++++++++++++++++++++++

perfluoropentacene-.

C22F14  mw:529.978 Anion CAS: Z-645401-34-9 fg:114 cnt:11028

----

16MAS/SUG    Datum: EA=2.74(3) eV LPES p:8

Vertical Detachment Energy:2.92(3) eV. Neutral triplet state is 0.72(5) eV up.

++++++++++++++++++++++++++++++++

(heptaF-naphthyl)2CCN-

C22F14N  mw:543.981 Anion CAS: Z-775230-13-2 fg:67 cnt:7556

----

09LEI/RAA    Datum: DacidG= 304.2/2.0 IMRE p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f7np2ccn.zaf]

G3MP2B3    |-535.6 |318.6|310.5|      |-487.0 |       |27.3|     

B3/6-311++G|-408.3 |308.9|300.7| 3.421|-350.0 |-329.5 |27.6|72.5 

++++++++++++++++++++++++++++++++

K19(NCS)22(-3)

C22K19N22S22  mw:2015.77 fg:24 cnt:10817

----

15DEN/KON2   Datum: EA=3.88(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

1,3,4,6,8,9-(CF3)6-pyrene-.

C22H4F18  mw:610.003 Anion CAS: N-1391714-14-9 fg:104 cnt:9773

----

13KUV/CAS    Datum: EA=2.71(2) eV LPES p:8

++++++++++++++++++++++++++++++++

benzo[ghi]perylene-.

C22H12  mw:276.094 Anion CAS: Z-34478-86-9 fg:104 cnt:3192

HOF(A.)=  72.0/3.0  77STE/GOL    |

----

95CHE/COO    Datum: EA=0.42(10) eV CIDC | HOF(A-)=62.3/3.8 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [bperylen.zzf]

CBS-QB3    |54.0   |     |     | 0.793|       |72.0   |    |     

G3MP2B3    |44.0   |     |     | 0.851|       |63.3   |    |     

G3MP2B3+   |43.6   |     |     | 0.841|       |62.8   |    |     

M062X/Def2T|45.7   |     |     | 0.830|       |64.4   |    |     

B3/6-311++G|126.1  |     |     | 0.919|       |147.1  |    |     

++++++++++++++++++++++++++++++++

6,13-pentacenequinone-.

C22H12O2  mw:308.084 Anion CAS: Z-31946-50-6 fg:113 cnt:11027

----

16MAS/SUG    Datum: EA=1.43(13) eV LPES p:8

Vertical Detachment Energy:1.55(2) eV.

++++++++++++++++++++++++++++++++

dibenz[a,j]anthracene-.

C22H14  mw:278.110 Anion CAS: Z-162602-05-3 fg:104 cnt:500

HOF(A.)=  80.0/1.0  77STE/GOL    |

----

98CHE/CAR    Datum: EA=0.68(5) eV ECD  | HOF(A-)=64.3/1.5 R-EA p:5
###### the following are "below the line": evaluated as not accurate ####

----

66BEC/CHE    Datum: EA=0.591(8) eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2ajanth.zzf]

CBS-QB3    |65.3   |     |     | 0.727|       |81.8   |    |     

G3MP2B3    |56.4   |     |     | 0.699|       |72.2   |    |     

M062X/Def2T|57.8   |     |     | 0.686|       |73.1   |    |     

B3/6-311++G|134.3  |     |     | 0.806|       |152.6  |    |     

++++++++++++++++++++++++++++++++

dibenz[a,h]anthracene-.

C22H14  mw:278.110 Anion CAS: Z-34483-87-9 fg:104 cnt:499

HOF(A.)=  78.4/2.6  08ROU/TEM    |

----

98CHE/CAR    Datum: EA=0.69(5) eV ECD  | HOF(A-)=62.5/2.9 R-EA p:5
###### the following are "below the line": evaluated as not accurate ####

----

66BEC/CHE    Datum: EA=0.595(8) eV ECD  p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [b2ahanth.zzf]

CBS-QB3    |65.0   |     |     | 0.725|       |81.4   |    |     

G3MP2B3    |56.5   |     |     | 0.686|       |72.0   |    |     

G3MP2B3+   |56.2   |     |     | 0.690|       |71.8   |    |     

G4MP2      |53.6   |     |     | 0.850|       |72.9   |    |     

M062X/Def2T|57.7   |     |     | 0.673|       |72.9   |    |     

B3/6-311++G|134.0  |     |     | 0.807|       |152.3  |    |     

++++++++++++++++++++++++++++++++

picene-.

C22H14  mw:278.110 Anion CAS: Z-34516-14-8 fg:104 cnt:501

HOF(A.)=  78.0/2.0 GpAd 93SP     | | S(A.)=120.1/1.0  93SP

----

98CHE/CAR    Datum: EA=0.54(1) eV ECD  | HOF(A-)=65.6/2.0 R-EA p:5

----

66BEC/CHE    Datum: EA=0.542(8) eV ECD  p:5

Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.18 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [picene.zzf]

G3MP2B3    |67.7   |     |     | 0.190|       |71.7   |    |     

G3MP2B3+   |67.7   |     |     | 0.179|       |71.4   |    |     

G4MP2      |59.3   |     |     | 0.565|       |72.5   |    |     

M062X/Def2T|62.3   |     |     | 0.456|       |72.6   |    |     

B3/6-311++G|138.9  |     |     | 0.612|       |152.6  |    |     

++++++++++++++++++++++++++++++++

pentacene-.

C22H14  mw:278.110 Anion CAS: Z-34483-84-6 fg:104 cnt:3565

HOF(A.)=  84.6/2.0 GpAd 93SP     | | S(A.)=118.7/1.0  93SP

----

16MAS/SUG    Datum: EA=1.43(3) eV LPES | HOF(A-)=51.6/2.1 R-EA p:9

neutral triplet state is 0.96(6) eV up.

----

93CRO/WAN    Datum: EA=1.39(4) eV IMRE [32.1(10) kcal] p:8

.DELTA.eaG(584 K) = -31.2 kcal/mol; .DELTA.eaS(estimated) = -1.5 eu (anthracene, 86CHO/HEI).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pentacen.zzf]

CBS-QB3    |63.1   |     |     | 1.600|       |99.8   |    |     

G3MP2B3    |56.7   |     |     | 1.434|       |89.6   |    |     

G3MP2B3+   |56.3   |     |     | 1.436|       |89.3   |    |     

G4MP2      |48.9   |     |     | 1.801|       |90.3   |    |     

M062X/Def2T|56.5   |     |     | 1.596|       |93.1   |    |     

B3/6-311++G|130.5  |     |     | 1.649|       |168.4  |    |     

++++++++++++++++++++++++++++++++

N,N'-diMe-quinacridone-. | N,N'-dimethyl-7,14-diaza-pentacen-5,12-dione

C22H16N2O2  mw:340.122 Anion CAS: N-19205-19-7 fg:113 cnt:11471

----

21MEI/KOS    Datum: EA=1.325(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [r2quacri.zzf]

G3MP2B3    |-1.9   |     |     | 0.221|       |3.1    |    |     

M062X/Def2T|-34.2  |     |     | 1.378|       |-2.5   |    |     

B3/6-311++G|55.8   |     |     | 1.507|       |90.5   |    |     

++++++++++++++++++++++++++++++++

(benzene)2..naphthalene-.

C22H20  mw:284.157 fg:304 cnt:7850

HOF(solv)=  19.7/0.2 neut 94PED/   

----

09LEE/KIM    Datum: EA=0.20(1) eV LPES p:7

DaffH(AH)=  3.9/0.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCN)11..Br-

C22H33BrN11  mw:530.211 fg:483 cnt:4233

HOF(A.)= 215.7/2.4               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.324(36) eV LPES | HOF(A-)=69.9/2.3 AfIN p:7

DaffH(AH)=  1.2/1.1 dEA

++++++++++++++++++++++++++++++++

(MeCN)11..Cl-

C22H33ClN11  mw:486.261 fg:482 cnt:4221

HOF(A.)= 206.7/2.4               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.923(36) eV LPES | HOF(A-)=101.4/2.3 AfIN p:7

DaffH(AH)=  1.8/1.1 dEA

++++++++++++++++++++++++++++++++

(MeCN)11..I-

C22H33IN11  mw:578.197 fg:484 cnt:4249

HOF(A.)= 226.9/3.2               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.709(36) eV LPES | HOF(A-)=95.3/3.1 AfIN p:7

DaffH(AH)=  2.1/1.1 dEA

++++++++++++++++++++++++++++++++

(MeCN)11-.

C22H33N11  mw:451.293 fg:100 cnt:8909

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HO2C(CH2)9CO2H..HO2C(CH2)9CO2-

C22H39O8  mw:431.265

Core ion CAS: Z-889470-45-5 Solvent: 1852-04-6 fg:237 cnt:8861

HOF(solv)=-231.2/2.0 GpAd 93SP     

----

16HOU/VAL    Datum: EA=6.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

C23-

C23  mw:276.001 Anion CAS: Z-161627-25-4 fg:2 cnt:2255

----

05ACH/KOH    Datum: EA=3.70(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=3.65(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c23-c.zzf]

G3MP2B3    |640.0  |     |     | 2.076|       |687.3  |    |     

B3/6-311++G|615.3  |     |     | 3.799|       |702.4  |    |     

++++++++++++++++++++++++++++++++

K20(NCS)23(-3)

C23K20N23S23  mw:2112.70 fg:24 cnt:10818

----

15DEN/KON2   Datum: EA=3.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

mesityl(iPr)C=C(mesityl)O-

C23H29O  mw:321.222 Anion CAS: Z-125640-56-4 fg:64 cnt:5089

DacidS=23.0/3.0 Stat | 

----

00MIS/MUS    Datum: DacidG= 339.5/2.0 IMRE p:6

DacidH(AH)= 346.4/2.2 G+TS

Keto acidity at 323 K. The authors assume that reprotonation only occurs to form the tautomer introduced; this seems unlikely.

----

00MIS/MUS    Datum: DacidG= 337.2/2.0 IMRE p:6

DacidH(AH)= 344.1/2.2 G+TS

Enol acidity at 323K. The authors assume that reprotonation occurs only to the tautomer introduced; this seems unlikely -JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [myprvmyo.zaf]

G3MP2B3    |-71.9  |348.3|342.3|      |-53.0  |       |20.0|     

B3/6-311++G|29.5   |346.6|339.5| 2.299|50.1   |76.1   |23.7|78.1 

++++++++++++++++++++++++++++++++

(mesityl)2C=C(SiMe3)O-

C23H31OSi  mw:351.215 Anion CAS: A-111189-83-4 fg:63 cnt:5088

DacidS=23.0/3.0 Stat | 

----

00MIS/MUS    Datum: DacidG= 333.9/2.0 IMRE p:6

DacidH(AH)= 340.8/2.2 G+TS

Keto acidity: 323 K. The authors assume that reprotonation only occurs to form the tautomer introduced; this seems unlikely.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [my2vsiro.zaf]

G3MP2B3    |-95.1  |337.5|330.7|      |-65.3  |       |22.6|     

M062X/Def2T|-85.4  |336.9|328.8| 2.410|-57.6  |-27.0  |26.9|82.7 

B3/6-311++G|18.3   |339.7|332.2| 2.508|45.9   |69.5   |25.1|75.7 

++++++++++++++++++++++++++++++++

C24-

C24  mw:288.001 Anion CAS: Z-147545-95-7 fg:2 cnt:2256

----

95HAN/GAN    Datum: EA=2.56(5) eV LPES p:9

Clusters are 'annealed'. Temperature unstated.

----

05ACH/KOH    Datum: EA=3.75(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=2.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [c24-l.zzf]

G3MP2B3    |617.2  |     |     | 2.774|       |681.0  |    |     

G3MP2B3    |688.6  |     |     | 4.668|       |796.5  |    |     

M062X/Def2T|661.9  |     |     | 5.467|       |788.2  |    |     

M062X/Def2T|599.4  |     |     | 2.884|       |665.7  |    |     

B3/6-311++G|641.3  |     |     | 3.248|       |716.0  |    |     

B3/6-311++G|683.5  |     |     | 1.598|       |716.0  |    |     

++++++++++++++++++++++++++++++++

(C6F6)3..C6F6-.

C24F24  mw:743.962 fg:314 cnt:3407

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

93NAK/TAG    Datum: EA=1.47(10) eV LPES p:8

DaffH(AH)=  4.4/2.7 dEA

Vertical Detachment Energy:2.120(48) eV.

++++++++++++++++++++++++++++++++

K21(NCS)24(-3)

C24K21N24S24  mw:2209.64 fg:24 cnt:10819

----

15DEN/KON2   Datum: EA=4.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

1,3,6,7,10,11-(CF3)6-triphenylene-.

C24H6F18  mw:636.019 Anion CAS: N-1433498-27-1 fg:104 cnt:9774

----

13KUV/CAS    Datum: EA=2.11(2) eV LPES p:8

++++++++++++++++++++++++++++++++

1,4,7,10-(CF3)4-perylene-.

C24H8F12  mw:524.044 Anion CAS: N-1433498-21-5 fg:104 cnt:9765

----

13KUV/CAS    Datum: EA=2.20(2) eV LPES p:8

++++++++++++++++++++++++++++++++

coronene-.

C24H12  mw:300.094 Anion CAS: Z-34510-68-4 fg:104 cnt:3591

HOF(A.)=  70.5/2.7  08ROU/TEM    |

----

99DUN/KNI    Datum: EA=0.47(9) eV LPES | HOF(A-)=59.6/3.4 R-EA p:9

----

96CHE/COO    Datum: EA=0.54(10) eV CIDC p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coronene.zzf]

CBS-QB3    |53.3   |     |     | 0.775|       |70.6   |    |     

G3MP2B3    |46.1   |     |     | 0.694|       |61.5   |    |     

M062X/Def2T|48.8   |     |     | 0.635|       |62.8   |    |     

B3/6-311++G|137.9  |     |     | 0.732|       |154.3  |    |     

++++++++++++++++++++++++++++++++

coronene..Co-.

C24H12Co  mw:359.028

Core ion CAS: Z-16727-18-7 Solvent: 191-07-1 fg:24 cnt:9661

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

07KAN/KIR    Datum: EA=1.15(15) eV LPES p:8

Vertical Detachment Energy:1.31(15) eV.

++++++++++++++++++++++++++++++++

coronene..Co2-

C24H12Co2  mw:417.961

Core ion CAS: Z-104120-67-4 Solvent: 191-07-1 fg:24 cnt:9662

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

07KAN/KIR    Datum: EA=1.15(10) eV LPES p:8

Vertical Detachment Energy:1.28(10) eV.

++++++++++++++++++++++++++++++++

Fe(coronene)-.

C24H12Fe  mw:356.029 Anion CAS: Z-139466-76-5 fg:24 cnt:7176

----

08LI_/EUS    Datum: EA=1.06(5) eV LPES p:8

Vertical Detachment Energy:1.22(5) eV.

++++++++++++++++++++++++++++++++

Fe2(coronene)-.

C24H12Fe2  mw:411.964 fg:24 cnt:7177

----

08LI_/EUS    Datum: EA=1.59(5) eV LPES p:8

Vertical Detachment Energy:1.73(5) eV.

++++++++++++++++++++++++++++++++

coronene..Ti-

C24H12Ti  mw:348.042

Core ion CAS: Z-22325-58-2 Solvent: 191-07-1 fg:24 cnt:5798

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.31(6) eV LPES p:8

DaffH(AH)=  28.5/1.4 dEA

++++++++++++++++++++++++++++++++

coronene..Ti2-

C24H12Ti2  mw:395.990

Core ion CAS: Z-540516-75-4 Solvent: 191-07-1 fg:24 cnt:5799

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.53(13) eV LPES p:8

++++++++++++++++++++++++++++++++

coronene..Ti3-

C24H12Ti3  mw:443.938

Core ion CAS: Z-500898-88-4 Solvent: 191-07-1 fg:24 cnt:5800

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.19(15) eV LPES p:8

DaffH(AH)=  1.4/3.7 dEA

++++++++++++++++++++++++++++++++

coronene..Ti4-

C24H12Ti4  mw:491.886

Core ion CAS: Z-500898-89-5 Solvent: 191-07-1 fg:24 cnt:5801

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.31(8) eV LPES p:8

DaffH(AH)=  3.0/2.0 dEA

++++++++++++++++++++++++++++++++

coronene..Ti5-

C24H12Ti5  mw:539.834

Core ion CAS: Z-500898-90-8 Solvent: 191-07-1 fg:24 cnt:5802

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.36(12) eV LPES p:8

DaffH(AH)=  4.8/2.9 dEA

++++++++++++++++++++++++++++++++

coronene..V-

C24H12V  mw:351.038

Core ion CAS: Z-16727-17-6 Solvent: 191-07-1 fg:24 cnt:5793

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.38(7) eV LPES p:8

DaffH(AH)=  19.7/1.6 dEA

++++++++++++++++++++++++++++++++

coronene..V2-

C24H12V2  mw:401.982

Core ion CAS: Z-319928-62-6 Solvent: 191-07-1 fg:24 cnt:5794

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.12(6) eV LPES p:8

DaffH(AH)=  19.8/1.8 dEA

++++++++++++++++++++++++++++++++

coronene..V3-

C24H12V3  mw:452.926

Core ion CAS: Z-178806-72-9 Solvent: 191-07-1 fg:24 cnt:5795

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.24(19) eV LPES p:8

DaffH(AH)=  5.3/4.6 dEA

++++++++++++++++++++++++++++++++

coronene..V4-

C24H12V4  mw:503.870

Core ion CAS: Z-178806-73-0 Solvent: 191-07-1 fg:24 cnt:5796

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.40(21) eV LPES p:8

DaffH(AH)=  3.7/5.6 dEA

++++++++++++++++++++++++++++++++

coronene..V5-

C24H12V5  mw:554.814

Core ion CAS: Z-178806-74-1 Solvent: 191-07-1 fg:24 cnt:5797

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.49(19) eV LPES p:8

DaffH(AH)=  5.8/5.2 dEA

++++++++++++++++++++++++++++++++

sexi(2,2')thiophene-.

C24H14S6  mw:493.943 Anion CAS: Z-1034014-51-1 fg:106 cnt:8092

----

11SIE/VOG    Datum: EA=1.25(3) eV LPES p:8

Neutral triplet state up 1.58 eV.

++++++++++++++++++++++++++++++++

(pF-C6H4)4B-

C24H16BF4  mw:391.129 Anion CAS: Z-75964-78-2 fg:24 cnt:8710

----

14ZHA/YAN    Datum: EA=4.78(5) eV LPES p:8

Vertical Detachment Energy:5.2(1) eV.

++++++++++++++++++++++++++++++++

(pCl-PhS)4MoO-

C24H16Cl4MoOS4  mw:685.790 Anion CAS: Z-120751-89-5 fg:24 cnt:10240

----

02WAN/INS    Datum: EA=3.68(8) eV LPES p:7

Vertical Detachment Energy:3.89(8) eV.

++++++++++++++++++++++++++++++++

(p-benzoquinone)4-.

C24H16O8  mw:432.085 fg:313 cnt:10768

HOF(solv)= -29.4/0.8 neut 94PED/   

----

19MEN/WIL    Datum: EA=3.6(1) eV LPES p:8

DaffH(AH)=  20.8/3.3 dEA

The stated EA is the Vertical Detachment Energy. A lower electron binding energy peak at 2.50 eV is likely due to dissociation.

++++++++++++++++++++++++++++++++

p-quaterphenyl-.

C24H18  mw:306.141 Anion CAS: N-135-70-6 fg:103 cnt:6814

HOF(A.)=  95.6/2.6  08ROU/TEM    |

----

23SCH/KON    Datum: EA=0.62(5) eV LPES p:8

----

06NAK/AND    Datum: EA=0.66(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [quatreph.zzf]

G3MP2B3    |72.5   |     |     | 0.388|       |81.1   |    |     

M062X/Def2T|68.4   |     |     | 0.562|       |81.1   |    |     

B3/6-311++G|147.9  |     |     | 0.788|       |165.8  |    |     

++++++++++++++++++++++++++++++++

1,3,5-triphenylbenzene-.

C24H18  mw:306.141 Anion CAS: Z-34512-74-8 fg:103 cnt:6815

HOF(A.)=  88.9/0.9  08ROU/TEM    |

----

06NAK/AND    Datum: EA=0.30(2) eV LPES | HOF(A-)=81.9/1.0 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [135ph3ph.zzf]

G3MP2B3    |74.8   |     |     | 0.269|       |80.6   |    |     

M062X/Def2T|77.3   |     |     | 0.189|       |81.3   |    |     

B3/6-311++G|157.2  |     |     | 0.194|       |166.1  |    |     

++++++++++++++++++++++++++++++++

naphthalene..anthracene-.

C24H18  mw:306.141

Core ion CAS: Z-34509-92-7 Solvent: 91-20-3 fg:304 cnt:9117

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

13KIM/LEE    Datum: EA=0.80(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2,2'-bis(thiophene))3-.

C24H18S6  mw:497.974 fg:306 cnt:6643

HOF(solv)=  59.2/0.7 neut 09RIB/SAN

----

05MIT/MAT    Datum: EA=0.6(1) eV LPES p:7

DaffH(AH)=  5.8/3.3 dEA

The stated EA is the Vertical Detachment Energy. Higher clusters to n=100 have Vertical Detachment Energy = -2.68+3.05*n(-1/3).

++++++++++++++++++++++++++++++++

(biphenyl)2-.

C24H20  mw:308.157

Core ion CAS: Z-34509-93-8 Solvent: 92-52-4 fg:300 cnt:6726

HOF(solv)=  43.1/0.8 neut 08ROU/TEM

----

05MIT/MAT2   Datum: EA=0.13(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ph4B-

C24H20B  mw:319.166 Anion CAS: Z-4358-26-3 fg:24 cnt:8709

----

14ZHA/YAN    Datum: EA=4.44(5) eV LPES p:8

Vertical Detachment Energy:4.8(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph4b.zaf]

G3MP2B3    |32.9   |     |     | 4.317|       |132.7  |    |     

G4MP2      |35.0   |     |     | 3.905|       |125.3  |    |     

M062X/Def2T|36.4   |     |     | 4.001|       |129.4  |    |     

B3/6-311++G|129.2  |     |     | 3.855|       |218.2  |    |     

++++++++++++++++++++++++++++++++

Cl-Ph4P+Cl-

C24H20Cl2P  mw:409.069

Core ion CAS: Z-16887-00-6 Solvent: 2001-45-8 fg:24 cnt:11751

----

24CAO/WAN2   Datum: EA=5(10) eV LPES [4.70(10) eV] p:8

Vertical Detachment Energy: 5.03(10) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [y4pcl2.zcf]

G3MP2B3    |-3.5   | 26.1| 19.4| 22.4|78.8   |-56.1  | 4.771

G4MP2      |-2.0   |     |     |     |       |-55.0  |      

M062X/Def2T|9.5    |     |     |     |       |-48.4  |      

B3/6-311++G|105.0  | 12.8| 17.5| 20.9|185.6  |-56.9  | 4.023

++++++++++++++++++++++++++++++++

(PhS)4MoO-

C24H20MoOS4  mw:549.946 Anion CAS: Z-872548-67-9 fg:24 cnt:10239

----

02WAN/INS    Datum: EA=3.28(8) eV LPES p:7

Vertical Detachment Energy:3.46(8) eV.

++++++++++++++++++++++++++++++++

(COT)3Ba2-

C24H24Ba2  mw:587.999 Anion CAS: Z-838884-08-5 fg:24 cnt:7630

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

(benzene)4..Co-

C24H24Co  mw:371.122 fg:24 cnt:5968

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02GER/THO    Datum: EA=1.85(10) eV LPES p:8

DaffH(AH)=  3.5/3.3 dEA

++++++++++++++++++++++++++++++++

(benzene)4..Co3-

C24H24Co3  mw:488.988 fg:24 cnt:5974

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02GER/THO    Datum: EA=1.20(10) eV LPES p:8

DaffH(AH)=  2.3/3.3 dEA

++++++++++++++++++++++++++++++++

(COT)3Eu2-

C24H24Eu2  mw:618.031 Anion CAS: Z-236388-24-2 fg:24 cnt:7623

----

14HOS/TAK    Datum: EA=2.22(8) eV LPES p:8

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

(COT)3Eu3-

C24H24Eu3  mw:770.952 Anion CAS: Z-850552-32-8 fg:24 cnt:7620

----

14HOS/TAK    Datum: EA=2.09(8) eV LPES p:8

----

05TAK/HOS    Datum: EA=1.1(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)3Eu4-

C24H24Eu4  mw:923.873 Anion CAS: Z-1601489-96-6 fg:24 cnt:11829

----

14HOS/TAK    Datum: EA=0.60(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)4Fe3-

C24H24Fe3  mw:479.993 fg:24 cnt:7204

----

08ZHE/EUS    Datum: EA=1.4(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)4Fe4-

C24H24Fe4  mw:535.928 fg:24 cnt:7205

----

08ZHE/EUS    Datum: EA=1.4(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)4Fe5-

C24H24Fe5  mw:591.863 fg:24 cnt:7206

----

08ZHE/EUS    Datum: EA=1.3(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)4Fe6-

C24H24Fe6  mw:647.798 fg:24 cnt:7207

----

08ZHE/EUS    Datum: EA=1.1(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)4Fe7-

C24H24Fe7  mw:703.733 fg:24 cnt:7208

----

08ZHE/EUS    Datum: EA=1.4(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)4Mn4-

C24H24Mn4  mw:531.941 Anion CAS: N-2009039-20-5 fg:24 cnt:8936

----

16MAS/IWA    Datum: EA=2.16(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(CH2=CHCN)8-.

C24H24N8  mw:424.213 fg:302 cnt:9605

HOF(solv)=  44.0/0.4 neut 82CHU/NGU

----

95FUK/TSU    Datum: EA=2.05(5) eV LPES p:8

DaffH(AH)=  2.3/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)4Ti2-

C24H24Ti2  mw:408.084 fg:24 cnt:6551

----

05ZHE/NIL    Datum: EA=0.40(7) eV LPES p:9

Vertical Detachment Energy:0.47(5) eV.

++++++++++++++++++++++++++++++++

(benzene)4Ti3-

C24H24Ti3  mw:456.032 Anion CAS: N-223756-27-2 fg:24 cnt:6549

----

05ZHE/NIL    Datum: EA=1.0(2) eV LPES p:9

Vertical Detachment Energy:1.4(2) eV.

++++++++++++++++++++++++++++++++

(benzene)4V3-

C24H24V3  mw:465.020 Anion CAS: Z-725713-56-4 fg:24 cnt:8420

----

12MAS/OHI    Datum: EA=0.70(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)4..V3-

C24H24V3  mw:465.020 fg:202 cnt:11127

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=0.70(5) eV LPES p:8

Vertical Detachment Energy:0.77(4) eV.

++++++++++++++++++++++++++++++++

(benzene)4..V4-

C24H24V4  mw:515.964 fg:202 cnt:11129

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=1.00(9) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)4..V5-

C24H24V5  mw:566.908 fg:202 cnt:11131

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=1.12(8) eV LPES p:8

++++++++++++++++++++++++++++++++

(mesityl)2C=C(tBu)O-

C24H31O  mw:335.238 Anion CAS: A-126188-87-2 fg:63 cnt:5082

DacidS=23.0/3.0 Stat | 

----

00MIS/MUS    Datum: DacidG= 336.5/2.0 IMRE p:6

DacidH(AH)= 343.4/2.2 G+TS

Keto acidity at 323 K. The authors assume that reprotonation only occurs to form the tautomer introduced; this seems unlikely.

----

00MIS/MUS    Datum: DacidG= 334.7/2.0 IMRE p:6

DacidH(AH)= 341.6/2.2 G+TS

Enol acidity at 323K. The authors assume that reprotonation occurs only to the tautomer introduced; this seems unlikely -JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [my2vtbuo.zaf]

G3MP2B3    |-81.9  |337.9|331.0|      |-52.5  |       |22.9|     

M062X/Def2T|-71.7  |336.6|330.2| 2.225|-43.6  |-18.0  |21.3|77.7 

B3/6-311++G|29.9   |343.1|336.2| 2.343|54.1   |77.1   |23.1|75.2 

++++++++++++++++++++++++++++++++

(MeCN)12..Br-

C24H36BrN12  mw:571.237 fg:483 cnt:4234

HOF(A.)= 233.7/2.7               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.374(38) eV LPES | HOF(A-)=86.7/2.6 AfIN p:7

DaffH(AH)=  1.2/1.2 dEA

++++++++++++++++++++++++++++++++

(MeCN)12..Cl-

C24H36ClN12  mw:527.288 fg:482 cnt:4222

HOF(A.)= 224.7/2.7               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.903(38) eV LPES | HOF(A-)=65.5/2.6 AfIN p:7

++++++++++++++++++++++++++++++++

(MeCN)12..I-

C24H36IN12  mw:619.224 fg:484 cnt:4250

HOF(A.)= 244.9/3.5               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.799(38) eV LPES | HOF(A-)=111.2/3.4 AfIN p:7

DaffH(AH)=  2.1/1.2 dEA

++++++++++++++++++++++++++++++++

(MeCN)12-.

C24H36N12  mw:492.319 fg:100 cnt:8910

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.53(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HO2C(CH2)10CO2H..HO2C(CH2)10CO2-

C24H43O8  mw:459.296

Core ion CAS: Z-85303-76-0 Solvent: 693-23-2 fg:237 cnt:8862

HOF(solv)=-236.1/2.0 GpAd 93SP     

----

16HOU/VAL    Datum: EA=6.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(THF)6..I-

C24H48IO6  mw:559.250 fg:484 cnt:8385

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.25(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Me2CO)8-.

C24H48O8  mw:464.335 fg:300 cnt:6795

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.57(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(tBuOH)6..Cl-

C24H60ClO6  mw:479.408 fg:482 cnt:3538

HOF(solv)= -74.7/0.2 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.8/1.0 TDAs | HOF(A-)=-537.0/1.9 AfIN p:8

DaffH(X..Y-)= 11.4/1.0 TDAs

Estimated entropy; single temperature measurement.

++++++++++++++++++++++++++++++++

(nPrOH)8..Cl-

C24H64ClO8  mw:515.430 fg:482 cnt:3533

HOF(solv)= -61.0/0.3 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.8/1.0 TDAs | HOF(A-)=-597.5/3.0 AfIN p:8

DaffH(X..Y-)= 10.8/1.0 TDAs

Estimated entropy; single temperature measurement.

++++++++++++++++++++++++++++++++

(iPrOH)8..Cl-

C24H64ClO8  mw:515.430 fg:482 cnt:3526

HOF(solv)= -65.2/0.1 neut 94PED/   

----

87HIR/MIZ4   Datum: DaffG= 1.6/1.0 TDAs | HOF(A-)=-629.0/2.4 AfIN p:8

DaffH(X..Y-)= 10.9/1.0 TDAs

Estimated entropy; single temperature measurement.

++++++++++++++++++++++++++++++++

C25-

C25  mw:300.001 Anion CAS: Z-141467-73-4 fg:2 cnt:2257

----

05ACH/KOH    Datum: EA=3.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=3.85(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

++++++++++++++++++++++++++++++++

K22(NCS)25(-3)

C25K22N25S25  mw:2306.58 fg:24 cnt:10820

----

15DEN/KON2   Datum: EA=4.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

1,3,6,8,10-pery(CF3)5-perylene-.

C25H7F15  mw:592.031 Anion CAS: N-1433498-22-6 fg:104 cnt:9766

----

13KUV/CAS    Datum: EA=2.46(2) eV LPES p:8

++++++++++++++++++++++++++++++++

pery(CF3)5-perylene-.

C25H7F15  mw:592.031 Anion CAS: N-1433498-22-6 fg:104 cnt:9767

----

13KUV/CAS    Datum: EA=2.47(4) eV LPES p:8

Mixture of isomers, but not the 1,3,6,8,10-(CF3)5.

++++++++++++++++++++++++++++++++

C26-

C26  mw:312.001 Anion CAS: Z-161627-26-5 fg:2 cnt:2258

----

05ACH/KOH    Datum: EA=3.10(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=2.95(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

++++++++++++++++++++++++++++++++

1,3,5,7,9,11-(CF3)6-perylene-.

C26H6F18  mw:660.019 Anion CAS: N-1433498-23-7 fg:104 cnt:9768

----

13KUV/CAS    Datum: EA=2.72(2) eV LPES p:8

++++++++++++++++++++++++++++++++

diindenochrysene-.

C26H12  mw:324.094 Anion CAS: N-169331-80-0 fg:104 cnt:4122

----

97CHE/MA     Datum: EA=1.16(20) eV CIDC p:7

++++++++++++++++++++++++++++++++

naphthalene..pyrene-.

C26H18  mw:330.141

Core ion CAS: Z-34512-41-9 Solvent: 91-20-3 fg:304 cnt:9119

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

13KIM/LEE    Datum: EA=0.80(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

pyridine-pB(pOMe-C6H4)3-

C26H25BNO3  mw:410.193 Anion CAS: Z-3036283-45-8 fg:96 cnt:11628

----

23DEM/CAO    Datum: EA=4.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ppyrbyor.zaf]

G3MP2B3    |-66.6  |     |     | 4.067|       |27.1   |    |     

B3/6-311++G|49.5   |     |     | 3.593|       |132.3  |    |     

++++++++++++++++++++++++++++++++

CO2..(pyridine)5-.

C26H25N5O2  mw:439.201 fg:305 cnt:5188

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

00HAN/CHU    Datum: EA=2.41(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(mesityl)2C=C(C6H4-mCl)O-

C26H26ClO  mw:389.168 Anion CAS: A-106359-77-7 fg:64 cnt:5086

DacidS=23.0/3.0 Stat | 

----

00MIS/MUS    Datum: DacidG= 326.8/2.0 IMRE p:6

DacidH(AH)= 333.7/2.2 G+TS

Keto acidity at 323 K. The authors assume that reprotonation only occurs to form the tautomer introduced; this seems unlikely.

----

00MIS/MUS    Datum: DacidG= 327.0/2.0 IMRE p:6

DacidH(AH)= 333.9/2.2 G+TS

Enol acidity at 323K. The authors assume that reprotonation occurs only to the tautomer introduced; this seems unlikely -JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [my2vclyo.zaf]

G3MP2B3    |-54.3  |325.9|319.6|      |-13.0  |       |21.0|     

M062X/Def2T|-47.1  |324.9|317.4| 2.537|-7.3   |14.1   |25.0|73.5 

B3/6-311++G|64.6   |334.2|326.9| 2.605|97.7   |118.4  |24.7|72.8 

++++++++++++++++++++++++++++++++

(mesityl)2C=C(Ph)O-

C26H27O  mw:355.207 Anion CAS: Z-154459-32-2 fg:64 cnt:5083

DacidS=23.0/3.0 Stat | 

----

00MIS/MUS    Datum: DacidG= 328.7/2.0 IMRE p:6

DacidH(AH)= 335.6/2.2 G+TS

Enol acidity at 323K. The authors assume that reprotonation occurs only to the tautomer introduced; this seems unlikely -JEB.

----

00MIS/MUS    Datum: DacidG= 329.3/2.0 IMRE p:6

DacidH(AH)= 336.2/2.2 G+TS

Keto acidity at 323 K. The authors assume that reprotonation only occurs to form the tautomer introduced; this seems unlikely.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [my2vyo.zaf]

G3MP2B3    |-42.8  |329.3|322.8|      |-4.8   |       |21.8|     

M062X/Def2T|-34.7  |328.3|320.9| 2.391|1.6    |23.2   |25.0|73.7 

B3/6-311++G|70.2   |337.8|331.7| 2.464|99.6   |120.6  |20.6|73.1 

++++++++++++++++++++++++++++++++

(MeCN)13..Br-

C26H39BrN13  mw:612.264 fg:483 cnt:4235

HOF(A.)= 251.7/3.1               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.394(41) eV LPES | HOF(A-)=104.2/2.9 AfIN p:7

++++++++++++++++++++++++++++++++

(MeCN)13..Cl-

C26H39ClN13  mw:568.315 fg:482 cnt:4223

HOF(A.)= 242.7/3.1               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.943(41) eV LPES | HOF(A-)=82.6/2.9 AfIN p:7

DaffH(AH)=  0.9/1.3 dEA

++++++++++++++++++++++++++++++++

(MeCN)13..I-

C26H39IN13  mw:660.250 fg:484 cnt:4251

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.799(41) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)13-.

C26H39N13  mw:533.346 fg:100 cnt:8911

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.55(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HO2C(CH2)11CO2H..HO2C(CH2)11CO2-

C26H47O8  mw:487.328

Core ion CAS: Z-1899919-31-3 Solvent: 505-52-2 fg:237 cnt:8863

HOF(solv)=-241.0/2.0 GpAd 93SP     

----

16HOU/VAL    Datum: EA=6.05(10) eV LPES p:8

++++++++++++++++++++++++++++++++

cis-Co6S8(PEt3)4(CO)2

C26H60Co6O2P4S8  mw:1137.73 fg:22 cnt:9979

----

19LIU/PIN    Datum: EA=1.7(1) eV LPES p:8

Vertical Detachment Energy:1.95(5) eV. Neutral triplet state is 0.56 eV up from the singlet.

++++++++++++++++++++++++++++++++

C27-

C27  mw:324.001 Anion CAS: Z-161627-27-6 fg:2 cnt:2259

----

05ACH/KOH    Datum: EA=3.80(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=3.70(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

++++++++++++++++++++++++++++++++

(CF3)7-perylene-.

C27H5F21  mw:728.006 fg:104 cnt:9769

----

13KUV/CAS    Datum: EA=2.91(2) eV LPES p:8

Mixture of isomers.

++++++++++++++++++++++++++++++++

tris(8-hydroxyquinalinato)aluminum-.

C27H18AlN3O3  mw:459.117 Anion CAS: Z-213334-60-2 fg:24 cnt:9857

----

18YAN/NAK    Datum: EA=0.89(4) eV LPES p:8

Vertical Detachment Energy:1.24(1) eV.

++++++++++++++++++++++++++++++++

1,2,3-triPh-indenide-

C27H19  mw:343.149 Anion CAS: Z-85554-44-5 fg:78 cnt:1261 BDE(A-H)= 75.8/2.0 SDEA 92BOR/SAT 

DacidS=24.6/2.0 Stat | 

----

86TAF/    #  Datum: DacidG= 328.2/2.0 IMRE p:9

DacidH(AH)= 335.5/2.1 G+TS EA(ev)= 2.336

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph3inden.zaf]

G3MP2B3    |64.1   |335.0|329.1| 4.898|96.3   |177.1  |19.7|132.9

M062X/Def2T|68.4   |331.7|325.5| 2.357|101.3  |122.7  |20.9|73.5 

B3/6-311++G|168.7  |334.0|327.4| 2.222|201.9  |219.9  |21.9|70.1 

++++++++++++++++++++++++++++++++

(mesityl)2C=C(C6H4-pCF3)O-

C27H26F3O  mw:423.194 Anion CAS: A-106359-78-8 fg:64 cnt:5085

DacidS=23.0/3.0 Stat | 

----

00MIS/MUS    Datum: DacidG= 322.6/2.0 IMRE p:6

DacidH(AH)= 329.5/2.2 G+TS

Keto acidity at 323 K. The authors assume that reprotonation only occurs to form the tautomer introduced; this seems unlikely.

----

00MIS/MUS    Datum: DacidG= 323.4/2.0 IMRE p:6

DacidH(AH)= 330.3/2.2 G+TS

Enol acidity at 323K. The authors assume that reprotonation occurs only to the tautomer introduced; this seems unlikely -JEB.

++++++++++++++++++++++++++++++++

(mesityl)2C=C(C6H4-pMe)O-

C27H29O  mw:369.222 Anion CAS: Z-154459-33-3 fg:64 cnt:5087

DacidS=23.0/3.0 Stat | 

----

00MIS/MUS    Datum: DacidG= 330.2/2.0 IMRE p:6

DacidH(AH)= 337.1/2.2 G+TS

Enol acidity at 323K. The authors assume that reprotonation occurs only to the tautomer introduced; this seems unlikely -JEB.

----

00MIS/MUS    Datum: DacidG= 331.2/2.0 IMRE p:6

DacidH(AH)= 338.1/2.2 G+TS

Keto acidity at 323 K. The authors assume that reprotonation only occurs to form the tautomer introduced; this seems unlikely.

++++++++++++++++++++++++++++++++

2'-deoxycytosine-5'-PO4H-2'-deoxycytosine-5'-PO4H-2'-deoxycytosine-5'-PO4H- (dCpCpCp-)

C27H37N9O19P3  mw:884.142 Anion CAS: A-14287-18-4 fg:95 cnt:10701

----

04YAN/WAN    Datum: EA=5.78(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Ru(iPrCOCHCOiPr)3-.

C27H45O6Ru  mw:567.227 Anion CAS: N-159027-47-1 fg:24 cnt:2979

----

94SHA/ALA    Datum: EA=1.92(7) eV IMRB [44.2(15) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K).

++++++++++++++++++++++++++++++++

Ru(nPrCOCHCOnPr)3-.

C27H45O6Ru  mw:567.227 Anion CAS: N-159027-46-0 fg:24 cnt:2980

----

94SHA/ALA    Datum: EA=1.96(7) eV IMRB [45.3(15) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K).

++++++++++++++++++++++++++++++++

(Me2CO)9-.

C27H54O9  mw:522.377 fg:300 cnt:6796

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.66(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C28-

C28  mw:336.001 Anion CAS: Z-161627-28-7 fg:2 cnt:2260

----

05ACH/KOH    Datum: EA=2.80(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=3.00(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

++++++++++++++++++++++++++++++++

dibenzo[a,g]corannulene-.

C28H14  mw:350.110 Anion CAS: N-202062-55-3 fg:104 cnt:4121

----

97CHE/MA     Datum: EA=1.00(20) eV CIDC p:7

++++++++++++++++++++++++++++++++

(anthracene)2-.

C28H20  mw:356.157

Core ion CAS: Z-34509-92-7 Solvent: 120-12-7 fg:304 cnt:7371

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=0.86(2) eV LPES p:8

DaffH(AH)=  7.6/0.5 dEA

The stated EA is the Vertical Detachment Energy.

----

03SON/LEE    Datum: EA=0.85(3) eV LPES p:8

DaffH(AH)=  7.3/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(phenanthrene)2-.

C28H20  mw:356.157

Core ion CAS: Z-34510-03-7 Solvent: 85-01-8 fg:304 cnt:8748

HOF(solv)=  48.3/0.6 neut 08ROU/TEM

----

13LEE/KIM    Datum: EA=0.29(4) eV LPES p:8

DaffH(AH)=  3.9/1.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(7-aza-indole)4-.

C28H24N8  mw:472.213 fg:305 cnt:5126

HOF(solv)=  51.0/3.0 neut 88LIE/   

----

99NAK/NEG    Datum: EA=1.20(10) eV LPES p:8

++++++++++++++++++++++++++++++++

octamethylcalix[4]pyrrole..Br- | ligand = omC4P = 5,5,10,10,15,15,20,20-octamethyl-21,22,23,24-tetrahydroporphyrin

C28H36BrN4  mw:507.213

Core ion CAS: Z-24959-67-9 Solvent: 4475-42-7 fg:483 cnt:11733

----

24CAO/WAN    Datum: EA=4(8) eV LPES [4.00(8) eV] p:8

The stated EA is the Vertical Detachment Energy, but likely from the pi system of the ligand, not the given anion.

++++++++++++++++++++++++++++++++

octamethylcalix[4]pyrrole..Cl- | ligand = omC4P = 5,5,10,10,15,15,20,20-octamethyl-21,22,23,24-tetrahydroporphyrin

C28H36ClN4  mw:463.263

Core ion CAS: Z-16887-00-6 Solvent: 4475-42-7 fg:482 cnt:11732

----

24CAO/WAN    Datum: EA=4(8) eV LPES [3.97(8) eV] p:8

The stated EA is the Vertical Detachment Energy, but likely from the pi system of the ligand, not the given anion.

++++++++++++++++++++++++++++++++

octamethylcalix[4]pyrrole..F- | ligand = omC4P = 5,5,10,10,15,15,20,20-octamethyl-21,22,23,24-tetrahydroporphyrin

C28H36FN4  mw:447.293

Core ion CAS: Z-16984-48-8 Solvent: 4475-42-7 fg:481 cnt:11731

----

24CAO/WAN    Datum: EA=4(8) eV LPES [3.91(8) eV] p:8

The stated EA is the Vertical Detachment Energy, but likely from the pi system of the ligand, not the given anion.

++++++++++++++++++++++++++++++++

octamethylcalix[4]pyrrole..I- | ligand = omC4P = 5,5,10,10,15,15,20,20-octamethyl-21,22,23,24-tetrahydroporphyrin

C28H36IN4  mw:555.199

Core ion CAS: Z-20461-54-5 Solvent: 4475-42-7 fg:484 cnt:11734

----

24CAO/WAN    Datum: EA=4(7) eV LPES [4.10(7) eV] p:8

The stated EA is the Vertical Detachment Energy, but likely from the pi system of the ligand, not the given anion.

++++++++++++++++++++++++++++++++

2'-deoxyguanidine-5'-PO4H-2'-deoxycytosine-5'-PO4H-2'-deoxycytosine-5'-PO4H- (dGpCpCp-)

C28H37N11O19P3  mw:924.149 Anion CAS: A-144278-42-2 fg:95 cnt:10706

----

04YAN/WAN    Datum: EA=5.48(10) eV LPES p:7

++++++++++++++++++++++++++++++++

2'-deoxycytosine-5'-PO4H-2'-deoxyguanidine-5'-PO4H-2'-deoxycytosine-5'-PO4H- (dCpGpCp-)

C28H37N11O19P3  mw:924.149 Anion CAS: A-42386-29-8 fg:95 cnt:10707

----

04YAN/WAN    Datum: EA=5.44(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)14..Br-

C28H42BrN14  mw:653.291 fg:483 cnt:4236

HOF(A.)= 269.7/3.4               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.424(44) eV LPES | HOF(A-)=121.6/3.2 AfIN p:7

DaffH(AH)=  0.7/1.4 dEA

++++++++++++++++++++++++++++++++

(MeCN)14..Cl-

C28H42ClN14  mw:609.341 fg:482 cnt:4224

HOF(A.)= 260.7/3.4               |

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.923(44) eV LPES | HOF(A-)=101.1/3.2 AfIN p:7

++++++++++++++++++++++++++++++++

(MeCN)14..I-

C28H42IN14  mw:701.277 fg:484 cnt:4252

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.759(44) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)14-.

C28H42N14  mw:574.372 fg:100 cnt:8912

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.55(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

HO2C(CH2)12CO2H..HO2C(CH2)12CO2-

C28H51O8  mw:515.359

Core ion CAS: Z-114746-11-1 Solvent: 821-38-5 fg:237 cnt:8864

HOF(solv)=-245.9/2.0 GpAd 93SP     

----

16HOU/VAL    Datum: EA=6.15(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(THF)7..I-

C28H56IO7  mw:631.308 fg:484 cnt:8386

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.36(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C29-

C29  mw:348.001 Anion CAS: Z-141467-75-6 fg:2 cnt:2261

----

05ACH/KOH    Datum: EA=3.95(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

----

88YAN/TAY    Datum: EA=3.85(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably ring structure.

++++++++++++++++++++++++++++++++

pyridine-pB(3,5-diOMe-C6H3)3-

C29H31BNO6  mw:500.225 Anion CAS: Z-3036283-41-4 fg:96 cnt:11629

----

23DEM/CAO    Datum: EA=4.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(mesityl)2C=C(mesityl)O-

C29H33O  mw:397.254 Anion CAS: Z-154459-30-0 fg:64 cnt:5084

DacidS=23.0/3.0 Stat | 

----

00MIS/MUS    Datum: DacidG= 330.6/2.0 IMRE p:6

DacidH(AH)= 337.5/2.2 G+TS

Keto acidity at 323 K. The authors assume that reprotonation only occurs to form the tautomer introduced; this seems unlikely.

----

00MIS/MUS    Datum: DacidG= 330.9/2.0 IMRE p:6

DacidH(AH)= 337.8/2.2 G+TS

Enol acidity at 323K. The authors assume that reprotonation occurs only to the tautomer introduced; this seems unlikely -JEB.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [my2vmyo.zaf]

G3MP2B3    |-64.0  |337.2|330.7|      |-34.0  |       |21.7|     

B3/6-311++G|67.4   |338.0|330.9| 2.599|96.7   |119.7  |23.6|75.1 

++++++++++++++++++++++++++++++++

octamethylcalix[4]pyrrole..SCN- | ligand = omC4P = 5,5,10,10,15,15,20,20-octamethyl-21,22,23,24-tetrahydroporphyrin

C29H36N5S  mw:486.270

Core ion CAS: Z-302-04-5 Solvent: 4475-42-7 fg:218 cnt:11735

----

24CAO/WAN    Datum: EA=4(7) eV LPES [4.17(7) eV] p:8

The stated EA is the Vertical Detachment Energy, but likely from the pi system of the ligand, not the given anion.

++++++++++++++++++++++++++++++++

2'-deoxyguanosine-5'-PO4H-2'-deoxyguanosine-5'-PO4H-2'-deoxycytidine-5'-PO4H- (dGpGpCp-)

C29H37N13O19P3  mw:964.155 Anion CAS: A-51350-90-4 fg:95 cnt:10704

----

04YAN/WAN    Datum: EA=5.11(10) eV LPES p:7

++++++++++++++++++++++++++++++++

2'-deoxyguanosine-5'-PO4H-2'-deoxycytidine-5'-PO4H-2'-deoxyguanosine-5'-PO4H- (dGpCpGp-)

C29H37N13O19P3  mw:964.155 Anion CAS: A-673855-32-8 fg:95 cnt:10705

----

04YAN/WAN    Datum: EA=5.13(10) eV LPES p:7

++++++++++++++++++++++++++++++++

C30-

C30  mw:360.001 Anion CAS: Z-161627-29-8 fg:2 cnt:6568

----

05ACH/KOH    Datum: EA=3.20(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

++++++++++++++++++++++++++++++++

(C6F6)4..C6F6-.

C30F30  mw:929.953 fg:314 cnt:3408

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

93NAK/TAG    Datum: EA=1.36(5) eV LPES p:8

Vertical Detachment Energy:2.240(48) eV.

++++++++++++++++++++++++++++++++

(CF3)8-pentacene-.

C30H6F24  mw:822.009 fg:104 cnt:9764

----

13KUV/CAS    Datum: EA=3.32(2) eV LPES p:8

Mixture of isomers.

++++++++++++++++++++++++++++++++

phenanthrene..pyrene-.

C30H20  mw:380.157

Core ion CAS: Z-34512-41-9 Solvent: 85-01-8 fg:304 cnt:9118

HOF(solv)=  48.3/0.6 neut 08ROU/TEM

----

13KIM/LEE    Datum: EA=0.80(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

p-quinquephenyl-.

C30H22  mw:382.173 Anion CAS: N-3073-05-0 fg:103 cnt:11620

----

23SCH/KON    Datum: EA=0.89(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [quinquph.zzf]

G3MP2B3    |93.4   |     |     | 0.376|       |101.8  |    |     

B3/6-311++G|187.8  |     |     | 0.955|       |209.5  |    |     

++++++++++++++++++++++++++++++++

(naphthalene)3-.

C30H24  mw:384.188 fg:304 cnt:5867

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02SON/HAN    Datum: EA=0.28(3) eV LPES p:8

DaffH(AH)=  3.9/1.0 dEA

The stated EA is the Vertical Detachment Energy.

----

08AND/MIT    Datum: EA=0.25(10) eV LPES p:7

DaffH(AH)=  3.2/2.4 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)2-.

C30H24  mw:384.188

Core ion CAS: Z-36244-51-6 Solvent: 613-12-7 fg:303 cnt:7390

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=0.82(2) eV LPES p:8

DaffH(AH)=  8.1/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)2-.

C30H24  mw:384.188

Core ion CAS: Z-34508-06-0 Solvent: 610-48-0 fg:304 cnt:7409

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=0.86(2) eV LPES p:8

DaffH(AH)=  7.8/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.62(2) eV.

++++++++++++++++++++++++++++++++

(azulene)3-.

C30H24  mw:384.188 fg:304 cnt:7950

HOF(solv)=  69.1/0.8 neut 94PED/   

----

08AND/MIT    Datum: EA=1.34(5) eV LPES p:7

DaffH(AH)=  3.9/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)5..Co-

C30H30Co  mw:449.169 fg:24 cnt:5969

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02GER/THO    Datum: EA=1.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)5Mn5-

C30H30Mn5  mw:664.926 Anion CAS: N-2009039-21-6 fg:24 cnt:8937

----

16MAS/IWA    Datum: EA=2.16(7) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)5Ti4-

C30H30Ti4  mw:582.027 Anion CAS: N-924629-60-7 fg:24 cnt:6550

----

05ZHE/NIL    Datum: EA=1.5(5) eV LPES p:9

++++++++++++++++++++++++++++++++

(benzene)5V4-

C30H30V4  mw:594.011 Anion CAS: Z-1416739-67-7 fg:24 cnt:8421

----

12MAS/OHI    Datum: EA=0.96(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)5..V4-

C30H30V4  mw:594.011 fg:202 cnt:11130

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=0.96(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)5..V5-

C30H30V5  mw:644.955 fg:202 cnt:11132

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=1.09(9) eV LPES p:8

++++++++++++++++++++++++++++++++

2'-deoxyadenosine-5'-PO4H-2'-deoxyadenosine-5'-PO4H-2'-deoxyadenosine-5'-PO4H- (dApApAp-)

C30H37N15O16P3  mw:956.176 Anion CAS: A-14258-27-6 fg:95 cnt:10700

----

04YAN/WAN    Datum: EA=5.62(10) eV LPES p:7

++++++++++++++++++++++++++++++++

2'-deoxyguanosine-5'-PO4H-2'-deoxyguanosine-5'-PO4H-2'-deoxyguanosine-5'-PO4H- (dGpGpGp-)

C30H37N15O19P3  mw:1004.16 Anion CAS: A-51246-89-0 fg:95 cnt:10702

----

04YAN/WAN    Datum: EA=5.27(10) eV LPES p:7

++++++++++++++++++++++++++++++++

2'-deoxythymidine-5'-PO4H-2'-deoxythymidine-5'-PO4H-2'-deoxythymidine-5'-PO4H- (dTpTpTp-)

C30H40N6O22P3  mw:929.141 Anion CAS: A-1820-78-6 fg:95 cnt:10703

----

04YAN/WAN    Datum: EA=6.04(10) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)15..Br-

C30H45BrN15  mw:694.317 fg:483 cnt:4237

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.424(46) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)15..Cl-

C30H45ClN15  mw:650.368 fg:482 cnt:4225

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.923(46) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)15..I-

C30H45IN15  mw:742.303 fg:484 cnt:4253

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.759(46) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)15-.

C30H45N15  mw:615.399 fg:100 cnt:8913

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.55(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Me2CO)10-.

C30H60O10  mw:580.419 fg:300 cnt:6797

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.70(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au17(S(CH2)2CH3)10-

C30H70Au17S10  mw:4098.70 fg:24 cnt:11799

----

24FUJ/ITO    Datum: EA=3.84(6) eV LPES p:8

++++++++++++++++++++++++++++++++

C31-

C31  mw:372.001 Anion CAS: Z-161627-30-1 fg:2 cnt:6569

----

05ACH/KOH    Datum: EA=3.95(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

++++++++++++++++++++++++++++++++

CO2..(pyridine)6-.

C31H30N6O2  mw:518.244 fg:305 cnt:5189

HOF(solv)=  33.5/0.2 neut 79KUD/KUD

----

00HAN/CHU    Datum: EA=2.57(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Co6S8(PEt3)5(CO)-

C31H75Co6OP5S8  mw:1227.83 fg:22 cnt:9978

----

19LIU/PIN    Datum: EA=1.3(1) eV LPES p:8

Vertical Detachment Energy:1.51(5) eV. Neutral triplet state is 0.54 eV up from the singlet.

++++++++++++++++++++++++++++++++

C32-

C32  mw:384.001 Anion CAS: Z-162534-66-9 fg:2 cnt:6570

----

05ACH/KOH    Datum: EA=3.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

++++++++++++++++++++++++++++++++

1,2;4,5;7,8-tris(perfluorobutano)-corrannulene-.

C32H4F24  mw:843.994 Anion CAS: N-1449247-00-0 fg:104 cnt:9775

----

13KUV/DUB    Datum: EA=2.74(2) eV LPES p:8

++++++++++++++++++++++++++++++++

Cu-Phthalocyanine-(SO3-)4[-4]

C32H12CuN8O12S4  mw:890.878 Anion CAS: Z-93745-93-8 fg:40 cnt:4735

----

99WAN/WAN4   Datum: EA=-0.9(1) eV LPES p:7

Tetra-anion unbound, but kinetically stable. Reverse Coulomb barrier ca. 3.5 eV. See also 00WAN/FER: lifetime ca. 0.1 sec.

++++++++++++++++++++++++++++++++

Cu-Phthalocyanine-(SO3-)3(SO3Na)[-3]

C32H13CuN8NaO12S4  mw:914.875 fg:40 cnt:4737

----

00WAN/FER    Datum: EA=1.0(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Cu-Phthalocyanine-(SO3-)3(SO3H)[-3]

C32H13CuN8O12S4  mw:891.885 fg:40 cnt:4736

----

00WAN/FER    Datum: EA=1.2(1) eV LPES p:7

Coulombic barrier ca 2.5 eV, based on variable photon-energy LPES.

++++++++++++++++++++++++++++++++

(pyrene)2-.

C32H20  mw:404.157 Anion CAS: N-17441-16-6 fg:304 cnt:6785

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

09KIM/LEE    Datum: EA=0.70(5) eV LPES p:8

DaffH(AH)=  6.8/1.2 dEA

----

04AND/KOK    Datum: EA=0.62(10) eV LPES p:7

DaffH(AH)=  4.9/2.3 dEA

Electron affinity estimated from figure. (pyrene)n-. to n=20 are also given, but no electron affinities assigned by the authors.

++++++++++++++++++++++++++++++++

Co(pyrene)2-.

C32H20Co  mw:463.090 fg:24 cnt:7217

----

08KAN/JEN    Datum: EA=1.12(5) eV LPES p:8

Vertical Detachment Energy:1.25(5) eV.

++++++++++++++++++++++++++++++++

Co2(pyrene)2-.

C32H20Co2  mw:522.023 fg:24 cnt:7218

----

08KAN/JEN    Datum: EA=1.11(5) eV LPES p:8

Vertical Detachment Energy:1.35(5) eV.

++++++++++++++++++++++++++++++++

Fe(pyrene)2-.

C32H20Fe  mw:460.092 Anion CAS: Z-1351408-05-3 fg:24 cnt:10029

----

11LI_/BOW    Datum: EA=1.40(10) eV LPES p:8

Vertical Detachment Energy:1.51(10) eV.

++++++++++++++++++++++++++++++++

Fe2(pyrene)2-.

C32H20Fe2  mw:516.027 Anion CAS: Z-1351408-11-1 fg:24 cnt:10030

----

11LI_/BOW    Datum: EA=1.33(10) eV LPES p:8

Vertical Detachment Energy:1.6(20) eV.

++++++++++++++++++++++++++++++++

pNO2C6H4N(-)CSNHC6H4-oC6H4-mC6H4-oNHCSNHC6H4pNO2

C32H23N6O4S2  mw:619.123 Anion CAS: A-1807915-10-1 fg:48 cnt:10937

----

16BEL/WAN    Datum: EA=4.60(10) eV LPES p:8

Vertical Detachment Energy:4.95(10) eV.

++++++++++++++++++++++++++++++++

pNO2C6H4NHCSNHC6H4-oC6H4-mC6H4-oNHCSNHC6H4pNO2..Cl-

C32H24ClN6O4S2  mw:655.099

Core ion CAS: Z-16887-00-6 Solvent: 1807915-10-1 fg:482 cnt:10940

----

16BEL/WAN    Datum: EA=5.22(10) eV LPES p:8

DaffH(AH)=  37.0/2.3 dEA

Vertical Detachment Energy:5.61(10) eV.

++++++++++++++++++++++++++++++++

(2,2'-bis(thiophene))4-.

C32H24S8  mw:663.965 fg:306 cnt:6644

HOF(solv)=  59.2/0.7 neut 09RIB/SAN

----

05MIT/MAT    Datum: EA=0.8(1) eV LPES p:7

DaffH(AH)=  4.6/3.3 dEA

The stated EA is the Vertical Detachment Energy. Higher clusters to n=100 have Vertical Detachment Energy = -2.68+3.05*n(-1/3).

++++++++++++++++++++++++++++++++

pNO2C6H4NHCSNHC6H4-oC6H4-mC6H4-oNHCSNHC6H4pNO2..H2PO4-

C32H26N6O8PS2  mw:717.100

Core ion CAS: Z-14066-20-7 Solvent: 1807915-10-1 fg:241 cnt:10946

----

16BEL/WAN    Datum: EA=5.20(10) eV LPES p:8

Vertical Detachment Energy:5.65(10) eV.

++++++++++++++++++++++++++++++++

(COT)4Ba3-

C32H32Ba3  mw:829.967 Anion CAS: Z-838884-12-1 fg:24 cnt:7631

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

(COT)4Eu3-

C32H32Eu3  mw:875.015 Anion CAS: Z-236388-27-5 fg:24 cnt:7624

----

14HOS/TAK    Datum: EA=2.25(10) eV LPES p:8

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

(COT)4Eu4-

C32H32Eu4  mw:1027.94 Anion CAS: Z-850552-33-9 fg:24 cnt:7621

----

14HOS/TAK    Datum: EA=2.17(18) eV LPES p:8

----

05TAK/HOS    Datum: EA=1.0(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCN)16..I-

C32H48IN16  mw:783.330 fg:484 cnt:4254

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.759(49) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)16-.

C32H48N16  mw:656.425 fg:100 cnt:8914

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.60(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)8..I-

C32H64IO8  mw:703.365 fg:484 cnt:8387

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.43(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C33-

C33  mw:396.001 Anion CAS: Z-141467-76-7 fg:2 cnt:6571

----

05ACH/KOH    Datum: EA=4.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

++++++++++++++++++++++++++++++++

Ru(tBuCOCHCOtBu)3-.

C33H57O6Ru  mw:651.320 Anion CAS: Z-87933-65-1 fg:24 cnt:2981

----

94SHA/ALA    Datum: EA=1.96(7) eV IMRB [45.2(15) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K).

++++++++++++++++++++++++++++++++

Ru(nBuCOCHCOnBu)3-.

C33H57O6Ru  mw:651.320 Anion CAS: N-159027-48-2 fg:24 cnt:2982

----

94SHA/ALA    Datum: EA=1.96(7) eV IMRB [45.3(15) kcal] p:7

The stated EA is actually -.DELTA.eaG(350 K).

++++++++++++++++++++++++++++++++

(Me2CO)11-.

C33H66O11  mw:638.461 fg:300 cnt:6798

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.73(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C34-

C34  mw:408.001 Anion CAS: Z-161627-32-3 fg:2 cnt:6572

----

05ACH/KOH    Datum: EA=3.55(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

++++++++++++++++++++++++++++++++

1,7-diCF3-N,N'-dibutyl-perylenediimide-.

C34H24F6N2O4  mw:638.165 Anion CAS: N-1080663-28-0 fg:102 cnt:9645

----

15CLI/BUK    Datum: EA=3.00(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

pNO2C6H4NHCSNHC6H4-oC6H4-mC6H4-oNHCSNHC6H4pNO2..MeCO2-

C34H27N6O6S2  mw:679.144

Core ion CAS: Z-71-50-1 Solvent: 1807915-10-1 fg:24 cnt:10943

----

16BEL/WAN    Datum: EA=5.07(10) eV LPES p:8

Vertical Detachment Energy:5.57(10) eV.

++++++++++++++++++++++++++++++++

protoporphyrin IX= | 8,13-divinyl-3,7,12,17-tetramethyl-21H,23H-porphine-2,8-dipropionate

C34H32N4O4  mw:560.243 Anion CAS: A-553-12-8 fg:37 cnt:11418

----

21GIB/CLA    Datum: EA==0. eV LPES p:7

Vertical Detachment Energy:0.5(2) eV. Reverse Coulomb Barrier ca. 1.4-1.9 eV.

++++++++++++++++++++++++++++++++

(MeCN)17..Br-

C34H51BrN17  mw:776.370 fg:483 cnt:4238

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.444(51) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)17-.

C34H51N17  mw:697.452 fg:100 cnt:8915

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.60(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C35-

C35  mw:420.001 Anion CAS: Z-161627-33-4 fg:2 cnt:6573

----

05ACH/KOH    Datum: EA=3.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

++++++++++++++++++++++++++++++++

Ti22C35-

C35Ti22  mw:1474.86 fg:19 cnt:10526

----

97WAN/CHE    Datum: EA=3.0(1) eV LPES p:8

Vertical Detachment Energy:3.7(1) eV.

++++++++++++++++++++++++++++++++

1,7,5-triCF3-N,N'-dibutyl-perylenediimide-.

C35H23F9N2O4  mw:706.152 Anion CAS: N-1814936-28-1 fg:102 cnt:9646

----

15CLI/BUK    Datum: EA=3.20(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(7-aza-indole)5-.

C35H30N10  mw:590.266 fg:305 cnt:5127

HOF(solv)=  51.0/3.0 neut 88LIE/   

----

99NAK/NEG    Datum: EA=1.38(13) eV LPES p:8

++++++++++++++++++++++++++++++++

pyridine-mB(p-tBuC6H4)3-

C35H42BN  mw:487.342 fg:96 cnt:11626

----

23DEM/CAO    Datum: EA=4.65(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

pyridine-pB(p-tBuC6H4)3-

C35H42BN  mw:487.342 fg:96 cnt:11627

----

23DEM/CAO    Datum: EA=4.66(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C36-

C36  mw:432.001 Anion CAS: Z-161627-34-5 fg:2 cnt:6574

----

05ACH/KOH    Datum: EA=3.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

++++++++++++++++++++++++++++++++

(C6F6)5..C6F6-.

C36F36  mw:1115.94 fg:314 cnt:3409

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

93NAK/TAG    Datum: EA=1.52(12) eV LPES p:8

DaffH(AH)=  3.7/3.0 dEA

Vertical Detachment Energy:2.340(61) eV.

++++++++++++++++++++++++++++++++

1,7,5,11-tetraCF3-N,N'-dibutyl-perylenediimide-.

C36H22F12N2O4  mw:774.139 Anion CAS: N-1814936-30-5 fg:102 cnt:9647

----

15CLI/BUK    Datum: EA=3.38(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(p-terphenyl)2-.

C36H28  mw:460.220

Core ion CAS: Z-34484-04-3 Solvent: 92-94-4 fg:303 cnt:7043

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=0.69(1) eV LPES p:8

DaffH(AH)=  7.2/1.2 dEA

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)2-.

C36H28  mw:460.220

Core ion CAS: Z-34480-07-4 Solvent: 92-06-8 fg:303 cnt:7080

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.28(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 06NAK/AND.

++++++++++++++++++++++++++++++++

(o-terphenyl)2-.

C36H28  mw:460.220

Core ion CAS: Z-34517-70-9 Solvent: 84-15-1 fg:303 cnt:7117

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.33(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 06NAK/AND.

++++++++++++++++++++++++++++++++

(biphenyl)3-.

C36H30  mw:462.235 fg:300 cnt:6727

HOF(solv)=  43.1/0.8 neut 08ROU/TEM

----

05MIT/MAT2   Datum: EA=0.28(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

alpha-cyclodextrin..B12Br12=

C36H30B12Br12O54  mw:2405.09

Core ion CAS: Z-350707-39-0 Solvent: 10016-20-3 fg:215 cnt:11358

----

21JIA/YUA    Datum: EA=3.80(10) eV LPES p:8

Vertical Detachment Energy:4.11(10) eV.

++++++++++++++++++++++++++++++++

alpha-cyclodextrin..B12Cl12=

C36H30B12Cl12O54  mw:1877.70

Core ion CAS: Z-350707-39-0 Solvent: 10016-20-3 fg:212 cnt:11355

----

21JIA/YUA    Datum: EA=3.75(10) eV LPES p:8

Vertical Detachment Energy:4.09(10) eV.

++++++++++++++++++++++++++++++++

alpha-cyclodextrin..B12F12=

C36H30B12F12O54  mw:1686.05

Core ion CAS: Z-192203-25-1 Solvent: 10016-20-3 fg:209 cnt:10908

----

20LI_/JIA    Datum: EA=3.60(10) eV LPES p:8

Vertical Detachment Energy:4.00(10) eV.

++++++++++++++++++++++++++++++++

alpha-cyclodextrin..B12I12=

C36H30B12I12O54  mw:2980.93

Core ion CAS: Z-350707-43-6 Solvent: 10016-20-3 fg:215 cnt:11361

----

21JIA/YUA    Datum: EA=3.35(10) eV LPES p:8

Vertical Detachment Energy:3.54(10) eV.

++++++++++++++++++++++++++++++++

(benzene)6V5-

C36H36V5  mw:723.002 Anion CAS: Z-1416739-68-8 fg:24 cnt:8422

----

12MAS/OHI    Datum: EA=1.11(11) eV LPES p:8

++++++++++++++++++++++++++++++++

(benzene)6..V5-

C36H36V5  mw:723.002 fg:202 cnt:11133

HOF(solv)=  19.7/0.2 neut 94PED/   

----

14MAS/IWA    Datum: EA=1.11(11) eV LPES p:8

++++++++++++++++++++++++++++++++

alpha-cyclodextrin..B12H12=

C36H42B12O54  mw:1470.17

Core ion CAS: Z-12356-13-7 Solvent: 10016-20-3 fg:204 cnt:10905

----

20LI_/JIA    Datum: EA=3.20(10) eV LPES p:8

Vertical Detachment Energy:3.55(10) eV.

++++++++++++++++++++++++++++++++

deoxy-tetra-cytosinide(-3)

C36H46N12O22P3  mw:1091.21 Anion CAS: Z-1374745-56-8 fg:95 cnt:11003

----

12VON/EHR    Datum: EA=1.8(1) eV LPES p:8

Ion Mobility Spectrometry separates 3 isomers. The electron affinity is for the most bound one, with Vertical Detachment Energy=2.5 eV.

++++++++++++++++++++++++++++++++

phospho-deoxy-tetra-cytosinide-phosphate(-5)

C36H46N12O28P5  mw:1249.13 Anion CAS: A-325976-01-0 fg:95 cnt:11008

----

12VON/EHR    Datum: EA=-1.0(2) eV LPES p:8

++++++++++++++++++++++++++++++++

phospho-deoxy-tetra-cytosinide-phosphate(-4)

C36H47N12O28P5  mw:1250.13 Anion CAS: A2-325976-01-0 fg:95 cnt:11007

----

12VON/EHR    Datum: EA=0.2(1) eV LPES p:8

++++++++++++++++++++++++++++++++

phospho-deoxy-tetra-cytosinide-phosphate(-3)

C36H48N12O28P5  mw:1251.14 Anion CAS: Z-1374745-58-0 fg:95 cnt:11006

----

12VON/EHR    Datum: EA=2.3(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(MeCN)18..Cl-

C36H54ClN18  mw:773.447 fg:482 cnt:4226

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.963(54) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)18-.

C36H54N18  mw:738.478 fg:100 cnt:8916

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.60(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)9..I-

C36H72IO9  mw:775.423 fg:484 cnt:8388

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.51(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Me2CO)12-.

C36H72O12  mw:696.503 fg:300 cnt:6799

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.77(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Co6S8(PEt3)6-

C36H90Co6P6S8  mw:1317.92 Anion CAS: N-85425-74-7 fg:24 cnt:9977

----

19LIU/PIN    Datum: EA=1.1(1) eV LPES p:8

Vertical Detachment Energy:1.30(5) eV. Neutral triplet state is 0.61 eV up from the singlet.

++++++++++++++++++++++++++++++++

C37-

C37  mw:444.001 Anion CAS: Z-141467-77-8 fg:2 cnt:6575

----

05ACH/KOH    Datum: EA=4.00(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Ring Structure likely. 93VON/KEM shows that Cn- from laser vaporization/supersonic expansion are linear to C10 and a mix of linear and mono-cyclic C10-C20.

++++++++++++++++++++++++++++++++

(MeCN)19-.

C38H57N19  mw:779.505 fg:100 cnt:8917

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.60(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[Ph2P(3-PhSO3-)]2Pd2(mu-allyl)Cl

C39H33ClO6P2Pd2S2  mw:969.896 Anion CAS: Z-1416306-36-9 fg:24 cnt:10614

----

12DAU/HRU    Datum: EA=3.24(6) eV LPES p:8

Vertical Detachment Energy:3.5(1) eV.

++++++++++++++++++++++++++++++++

(Me2CO)13-.

C39H78O13  mw:754.545 fg:300 cnt:6800

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.79(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

T1..ClO4- | T1 = tetrahedral tricyclic ligand of 4 triazines linked by 4 resourcinols and 2 glycols

C40H24ClN12O16  mw:963.113

Core ion CAS: Z-14797-73-0 Solvent: 2251008-68-9 fg:242 cnt:11737

----

19LUO/ZHU    Datum: EA=7(2) eV LPES [7.00(2) eV] p:8

The stated EA is the Vertical Detachment Energy. T1 = tetrahedral tricyclic ligand of 4 triazines linked by 4 resorcinols and 2 ethylene gycols.

++++++++++++++++++++++++++++++++

T1..SO4= | T1 = tetrahedral tricyclic ligand of 4 triazines linked by 4 resourcinols and 2 glycols

C40H24N12O16S  mw:960.116

Core ion CAS: Z-14808-79-8 Solvent: 2251008-68-9 fg:498 cnt:11738

----

19LUO/ZHU    Datum: EA=2(5) eV LPES [2.06(5) eV] p:8

The stated EA is the Vertical Detachment Energy. T1 = tetrahedral tricyclic ligand of 4 triazines linked by 4 resorcinols and 2 ethylene gycols.

++++++++++++++++++++++++++++++++

T1..HSO4- | T1 = tetrahedral tricyclic ligand of 4 triazines linked by 4 resourcinols and 2 glycols

C40H25N12O16S  mw:961.124

Core ion CAS: Z-14996-02-2 Solvent: 2251008-68-9 fg:240 cnt:11736

----

19LUO/ZHU    Datum: EA=7(2) eV LPES [6.70(2) eV] p:8

The stated EA is the Vertical Detachment Energy. T1 = tetrahedral tricyclic ligand of 4 triazines linked by 4 resorcinols and 2 ethylene gycols.

++++++++++++++++++++++++++++++++

(2,2'-bis(thiophene))5-.

C40H30S10  mw:829.956 fg:306 cnt:6645

HOF(solv)=  59.2/0.7 neut 09RIB/SAN

----

05MIT/MAT    Datum: EA=0.8(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Higher clusters to n=100 have Vertical Detachment Energy = -2.68+3.05*n(-1/3).

++++++++++++++++++++++++++++++++

(naphthalene)4-.

C40H32  mw:512.251 fg:304 cnt:5868

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02SON/HAN    Datum: EA=0.48(3) eV LPES p:8

DaffH(AH)=  4.6/1.0 dEA

The stated EA is the Vertical Detachment Energy.

----

08AND/MIT    Datum: EA=0.47(10) eV LPES p:7

DaffH(AH)=  4.4/2.4 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(azulene)4-.

C40H32  mw:512.251 fg:304 cnt:7951

HOF(solv)=  69.1/0.8 neut 94PED/   

----

08AND/MIT    Datum: EA=1.58(5) eV LPES p:7

DaffH(AH)=  5.5/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)5Ba4-

C40H40Ba4  mw:1071.93 Anion CAS: Z-838884-16-5 fg:24 cnt:7632

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

(COT)5Eu4-

C40H40Eu4  mw:1132.00 Anion CAS: Z-838883-96-8 fg:24 cnt:7625

----

14HOS/TAK    Datum: EA=2.22(6) eV LPES p:8

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

(COT)5Eu5-

C40H40Eu5  mw:1284.92 Anion CAS: Z-1601489-83-1 fg:24 cnt:11826

----

14HOS/TAK    Datum: EA=2.26(10) eV LPES p:8

++++++++++++++++++++++++++++++++

PdAu24[CC-C6H3-3,5-diCF3]14=

C40H42Au24F8Pd  mw:5507.42 fg:24 cnt:11804

----

24ITO/HIR    Datum: EA=2.93(5) eV LPES p:8

++++++++++++++++++++++++++++++++

tetra-adenotide(-3)

C40H46N20O18P3  mw:1187.25 Anion CAS: A-325976-01-0 fg:94 cnt:9708

----

12VON/EHR    Datum: EA=1.3(1) eV LPES p:8

++++++++++++++++++++++++++++++++

deoxy-tetra-guaninide(-3)

C40H46N20O22P3  mw:1251.23 Anion CAS: Z-1374745-57-9 fg:95 cnt:11004

----

12VON/EHR    Datum: EA=1.5(1) eV LPES p:8

++++++++++++++++++++++++++++++++

deoxy-tetra-thyminide(-3)

C40H50N8O26P3  mw:1151.21 Anion CAS: Z-1215068-58-8 fg:95 cnt:11005

----

12VON/EHR    Datum: EA=2.5(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(MeCN)20..Br-

C40H60BrN20  mw:899.450 fg:483 cnt:4239

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.424(59) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)20..I-

C40H60IN20  mw:947.436 fg:484 cnt:4255

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.749(59) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)20-.

C40H60N20  mw:820.532 fg:100 cnt:8918

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.60(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)10..I-

C40H80IO10  mw:847.480 fg:484 cnt:8389

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.52(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(C6F6)6..C6F6-.

C42F42  mw:1301.93 fg:314 cnt:3410

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

93NAK/TAG    Datum: EA=1.70(12) eV LPES p:8

DaffH(AH)=  4.2/3.9 dEA

Vertical Detachment Energy:2.480(61) eV.

++++++++++++++++++++++++++++++++

5,6,11,12-tetraphenyltetracene(Rubrene)-.

C42H28  mw:532.220 Anion CAS: Z-34471-61-9 fg:104 cnt:9017

HOF(A.)= 210.8  08ROU/TEM        |

----

17TSU/NAK    Datum: EA=1.48(3) eV LPES p:8

Triplet state 1.16(5) eV up.

++++++++++++++++++++++++++++++++

(anthracene)3-.

C42H30  mw:534.235 fg:304 cnt:7372

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.05(2) eV LPES p:8

DaffH(AH)=  4.4/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

03SON/LEE    Datum: EA=1.04(3) eV LPES p:8

DaffH(AH)=  4.2/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(phenanthrene)3-.

C42H30  mw:534.235 fg:304 cnt:8749

HOF(solv)=  48.3/0.6 neut 08ROU/TEM

----

13LEE/KIM    Datum: EA=0.495(40) eV LPES p:8

DaffH(AH)=  4.7/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

beta-cyclodextrin..B12Br12=

C42H35B12Br12O63  mw:2626.09

Core ion CAS: Z-350707-39-0 Solvent: 7585-39-9 fg:215 cnt:11359

----

21JIA/YUA    Datum: EA=4.25(10) eV LPES p:8

Vertical Detachment Energy:4.58(10) eV.

++++++++++++++++++++++++++++++++

beta-cyclodextrin..B12Cl12=

C42H35B12Cl12O63  mw:2098.69

Core ion CAS: Z-350707-41-4 Solvent: 7585-39-9 fg:212 cnt:11356

----

21JIA/YUA    Datum: EA=4.20(10) eV LPES p:8

Vertical Detachment Energy:4.64(10) eV.

++++++++++++++++++++++++++++++++

beta-cyclodextrin..B12F12=

C42H35B12F12O63  mw:1907.05

Core ion CAS: Z-192203-25-1 Solvent: 7585-39-9 fg:209 cnt:10909

----

20LI_/JIA    Datum: EA=3.95(10) eV LPES p:8

Vertical Detachment Energy:4.33(10) eV.

++++++++++++++++++++++++++++++++

beta-cyclodextrin..B12I12=

C42H35B12I12O63  mw:3201.92

Core ion CAS: Z-350707-43-6 Solvent: 7585-39-9 fg:215 cnt:11362

----

21JIA/YUA    Datum: EA=3.70(10) eV LPES p:8

Vertical Detachment Energy:3.88(10) eV.

++++++++++++++++++++++++++++++++

(7-aza-indole)6-.

C42H36N12  mw:708.319 fg:305 cnt:5128

HOF(solv)=  51.0/3.0 neut 88LIE/   

----

99NAK/NEG    Datum: EA=1.36(18) eV LPES p:8

++++++++++++++++++++++++++++++++

[Ph2P(3-PhSO3-)]2Pd2(mu-allyl)2

C42H38O6P2Pd2S2  mw:975.966 Anion CAS: Z-1416306-34-7 fg:24 cnt:10613

----

12DAU/HRU    Datum: EA=2.44(6) eV LPES p:8

Vertical Detachment Energy:2.68(3) eV.

++++++++++++++++++++++++++++++++

beta-cyclodextrin..B12H12=

C42H47B12O63  mw:1691.16

Core ion CAS: Z-12356-13-7 Solvent: 7585-39-9 fg:204 cnt:10906

----

20LI_/JIA    Datum: EA=3.60(10) eV LPES p:8

Vertical Detachment Energy:3.90(10) eV.

++++++++++++++++++++++++++++++++

(Me2CO)14-.

C42H84O14  mw:812.587 fg:300 cnt:6801

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.81(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au21(S(CH2)2CH3)14-

C42H98Au21S14  mw:5186.67 fg:24 cnt:11798

----

24FUJ/ITO    Datum: EA=3.37(6) eV LPES p:8

++++++++++++++++++++++++++++++++

C44-

C44  mw:528.001 Anion CAS: Z-162534-67-0 fg:2 cnt:9799

----

95HAN/GAN    Datum: EA=3.23(5) eV LPES p:7

Clusters are 'annealed'. Temperature unstated.

++++++++++++++++++++++++++++++++

Fe-tetra(C6F5)-octaCl-porphyrin-.

C44Cl8F20FeN4  mw:1299.67 Anion CAS: N-155349-40-9 fg:24 cnt:3573

----

94CHE/ELL    Datum: EA=3.21(3) eV IMRE p:8

++++++++++++++++++++++++++++++++

Cl..Fe-tetra(C6F5)-octaCl-porphyrin-.

C44Cl9F20FeN4  mw:1334.64 Anion CAS: Z-162717-65-9 fg:24 cnt:3578

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

94CHE/ELL    Datum: EA=3.35(3) eV IMRE p:8

++++++++++++++++++++++++++++++++

Fe-perchlorotetraphenylporphyrin-.

C44Cl28FeN4  mw:1619.08 Anion CAS: N-120659-43-0 fg:24 cnt:3572

----

94CHE/ELL    Datum: EA=2.59(11) eV IMRE p:8

++++++++++++++++++++++++++++++++

Cl..Fe-perchlorotetraphenylporphyrin-.

C44Cl29FeN4  mw:1654.05 Anion CAS: N-120676-11-1 fg:24 cnt:3577

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

94CHE/ELL    Datum: EA=2.82(3) eV IMRE p:8

++++++++++++++++++++++++++++++++

Cl..Fe-tetra(C6F5)porphyrin-.

C44H8ClF20FeN4  mw:1062.95 Anion CAS: Z-129060-50-0 fg:24 cnt:3576

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

94CHE/ELL    Datum: EA=3.14(3) eV IMRE p:8

++++++++++++++++++++++++++++++++

Cl..Fe-tetra(C6Cl5)-porphyrin-.

C44H8Cl21FeN4  mw:1382.36 Anion CAS: N-91042-28-3 fg:24 cnt:3579

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

94CHE/ELL    Datum: EA=2.93(23) eV IMRE p:8

++++++++++++++++++++++++++++++++

Fe-tetra(C6F5)porphyrin-.

C44H8F20FeN4  mw:1027.98 Anion CAS: Z-120361-78-6 fg:24 cnt:3571

----

94CHE/ELL    Datum: EA=2.15(15) eV IMRE p:8

++++++++++++++++++++++++++++++++

Fe-tetra-(2,6-Cl2-phenyl)porphyrin-.

C44H20Cl8FeN4  mw:939.855 Anion CAS: Z-118318-52-8 fg:24 cnt:3568

----

94CHE/ELL    Datum: EA=1.86(3) eV IMRE p:8

++++++++++++++++++++++++++++++++

Cl..Fe-tetra-(2,6-Cl2-phenyl)porphyrin-.

C44H20Cl9FeN4  mw:974.824 Anion CAS: Z-120882-94-2 fg:24 cnt:3575

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

94CHE/ELL    Datum: EA=2.10(19) eV IMRE p:8

++++++++++++++++++++++++++++++++

Cl..Fe-tetraphenylporphyrin-.

C44H28ClFeN4  mw:703.136 Anion CAS: Z-84537-58-6 fg:24 cnt:3574

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

94CHE/ELL    Datum: EA=2.15(15) eV IMRE p:8

++++++++++++++++++++++++++++++++

Fe-tetraphenylporphyrin-.

C44H28FeN4  mw:668.167 Anion CAS: Z-54547-68-1 fg:24 cnt:3567

----

94CHE/ELL    Datum: EA=1.87(3) eV IMRE p:8

----

15BUY/GRA    Datum: EA=1.8(1) eV LPES p:7

Vertical Detachment Energy:2.0(1) eV.

++++++++++++++++++++++++++++++++

tetraphenylporphyrin(Mn)-

C44H28MnN4  mw:667.170 Anion CAS: Z-112490-23-0 fg:24 cnt:8785

----

15BUY/GRA    Datum: EA=1.6(1) eV LPES p:8

Vertical Detachment Energy:1.7(1) eV.

++++++++++++++++++++++++++++++++

Ni(tetraphenylporphine)-.

C44H28N4Ni  mw:670.167 Anion CAS: Z-88669-50-5 fg:102 cnt:2582

----

91CHE/PAN    Datum: EA=1.51(10) eV IMRE p:8

++++++++++++++++++++++++++++++++

tetraphenylporphyrin(Ni)-

C44H28N4Ni  mw:670.167 Anion CAS: Z-88669-50-5 fg:24 cnt:8786

----

15BUY/GRA    Datum: EA=1.5(1) eV LPES p:8

Vertical Detachment Energy:1.6(1) eV.

++++++++++++++++++++++++++++++++

tetraphenylporphine-.

C44H30N4  mw:614.248 Anion CAS: Z-34507-59-0 fg:102 cnt:2583

----

91CHE/PAN    Datum: EA=1.69(10) eV IMRE p:8

++++++++++++++++++++++++++++++++

(THF)11..I-

C44H88IO11  mw:919.538 fg:484 cnt:8390

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.55(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ni(Ph4-porphyrin-mono-beta-CHO)-.

C45H28N4NiO  mw:698.162 Anion CAS: Z-114448-54-3 fg:102 cnt:2584

----

91CHE/PAN    Datum: EA=1.74(10) eV IMRE p:8

++++++++++++++++++++++++++++++++

pNO2C6H4N(-)CSNHC6H4-oC6H4-3,5-(C6H4-oNHCSNHC6H4pNO2)2

C45H32N9O6S3  mw:890.164 Anion CAS: A-1807915-11-2 fg:48 cnt:10938

----

16BEL/WAN    Datum: EA=5.10(10) eV LPES p:8

Vertical Detachment Energy:5.82(10) eV.

++++++++++++++++++++++++++++++++

pNO2C6H4NHCSNHC6H4-oC6H4-3,5-(C6H4-oNHCSNHC6H4pNO2)2..Cl-

C45H33ClN9O6S3  mw:926.141

Core ion CAS: Z-16887-00-6 Solvent: 1807915-11-2 fg:482 cnt:10941

----

16BEL/WAN    Datum: EA=5.60(10) eV LPES p:8

DaffH(AH)=  45.8/2.3 dEA

Vertical Detachment Energy:5.97(10) eV.

++++++++++++++++++++++++++++++++

pNO2C6H4NHCSNHC6H4-oC6H4-3,5-(C6H4-oNHCSNHC6H4pNO2)2..H2PO4-

C45H35N9O10PS3  mw:988.141

Core ion CAS: Z-14066-20-7 Solvent: 1807915-11-2 fg:241 cnt:10947

----

16BEL/WAN    Datum: EA=5.33(10) eV LPES p:8

Vertical Detachment Energy:5.88(10) eV.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)3-.

C45H36  mw:576.282 fg:303 cnt:7391

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=0.99(2) eV LPES p:8

DaffH(AH)=  3.9/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)3-.

C45H36  mw:576.282 fg:304 cnt:7410

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.02(2) eV LPES p:8

DaffH(AH)=  3.7/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.62(2) eV.

++++++++++++++++++++++++++++++++

deoxy-penta-cytosinide(-4)

C45H57N15O28P4  mw:1379.25 Anion CAS: Z-1374745-59-1 fg:95 cnt:11010

----

12VON/EHR    Datum: EA=0.9(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(Me2CO)15-.

C45H90O15  mw:870.629 fg:300 cnt:6802

HOF(solv)= -51.9/0.2 neut 94PED/   

----

06NAK/MUR    Datum: EA=2.83(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCN)23..Cl-

C46H69ClN23  mw:978.580 fg:482 cnt:4227

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=7.083(67) eV LPES p:7

++++++++++++++++++++++++++++++++

pNO2C6H4NHCSNHC6H4-oC6H4-3,5-(C6H4-oNHCSNHC6H4pNO2)2..MeCO2-

C47H36N9O8S3  mw:950.185

Core ion CAS: Z-71-50-1 Solvent: 1807915-11-2 fg:24 cnt:10944

----

16BEL/WAN    Datum: EA=5.48(10) eV LPES p:8

Vertical Detachment Energy:5.92(10) eV.

++++++++++++++++++++++++++++++++

C48-

C48  mw:576.001 Anion CAS: Z-161627-45-8 fg:2 cnt:2286

----

87YAN/PET    Datum: EA=<3.1(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

(C6F6)7..C6F6-.

C48F48  mw:1487.92 fg:314 cnt:3411

HOF(solv)=-226.1/2.0 neut 79PRI/SAP

----

93NAK/TAG    Datum: EA=1.64(12) eV LPES p:8

Vertical Detachment Energy:2.540(61) eV.

++++++++++++++++++++++++++++++++

(coronene)2-.

C48H24  mw:600.188 Anion CAS: Z-245495-49-2 fg:304 cnt:4573

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

99DUN/KNI    Datum: EA=0.67(9) eV LPES p:9

++++++++++++++++++++++++++++++++

Fe(coronene)2-.

C48H24Fe  mw:656.123 fg:24 cnt:7178

----

08LI_/EUS    Datum: EA=1.50(5) eV LPES p:8

Vertical Detachment Energy:1.71(5) eV.

++++++++++++++++++++++++++++++++

Fe2(coronene)2-.

C48H24Fe2  mw:712.058 fg:24 cnt:7179

----

08LI_/EUS    Datum: EA=1.48(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(coronene)2..Ti-

C48H24Ti  mw:648.136 fg:24 cnt:5805

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.28(6) eV LPES p:8

++++++++++++++++++++++++++++++++

(coronene)2..V-

C48H24V  mw:651.132 fg:24 cnt:5803

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=0.91(14) eV LPES p:8

++++++++++++++++++++++++++++++++

(coronene)2..V2-

C48H24V2  mw:702.076 fg:24 cnt:5804

HOF(solv)=  70.5/2.7 neut 08ROU/TEM

----

01DUN/KNI    Datum: EA=1.36(31) eV LPES p:8

DaffH(AH)=  5.5/7.3 dEA

++++++++++++++++++++++++++++++++

(pyrene)3-.

C48H30  mw:606.235 fg:304 cnt:9035

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

09KIM/LEE    Datum: EA=0.89(5) eV LPES p:8

DaffH(AH)=  4.4/1.6 dEA

----

04AND/KOK    Datum: EA=0.80(10) eV LPES p:8

DaffH(AH)=  2.3/2.6 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(2,2'-bis(thiophene))6-.

C48H36S12  mw:995.947 fg:306 cnt:6646

HOF(solv)=  59.2/0.7 neut 09RIB/SAN

----

05MIT/MAT    Datum: EA=0.95(10) eV LPES p:7

DaffH(AH)=  3.5/3.3 dEA

The stated EA is the Vertical Detachment Energy. Higher clusters to n=100 have Vertical Detachment Energy = -2.68+3.05*n(-1/3).

++++++++++++++++++++++++++++++++

(biphenyl)4-.

C48H40  mw:616.314 fg:300 cnt:6728

HOF(solv)=  43.1/0.8 neut 08ROU/TEM

----

05MIT/MAT2   Datum: EA=0.50(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(acenaphthene)4-.

C48H40  mw:616.314 fg:304 cnt:7958

HOF(solv)=  37.5/0.7 neut 08ROU/TEM

----

08AND/MIT    Datum: EA=0.30(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

gamma-cyclodextrin..B12Br12=

C48H40B12Br12O72  mw:2847.08

Core ion CAS: Z-350707-39-0 Solvent: 17465-86-0 fg:215 cnt:11360

----

21JIA/YUA    Datum: EA=4.35(10) eV LPES p:8

Vertical Detachment Energy:4.70(10) eV.

++++++++++++++++++++++++++++++++

gamma-cyclodextrin..B12Cl12=

C48H40B12Cl12O72  mw:2319.69

Core ion CAS: Z-350707-41-4 Solvent: 17465-86-0 fg:212 cnt:11357

----

21JIA/YUA    Datum: EA=4.30(10) eV LPES p:8

Vertical Detachment Energy:4.69(10) eV.

++++++++++++++++++++++++++++++++

gamma-cyclodextrin..B12F12=

C48H40B12F12O72  mw:2128.04

Core ion CAS: Z-192203-25-1 Solvent: 17465-86-0 fg:209 cnt:10910

----

20LI_/JIA    Datum: EA=3.85(10) eV LPES p:8

Vertical Detachment Energy:4.30(10) eV.

++++++++++++++++++++++++++++++++

gamma-cyclodextrin..B12I12=

C48H40B12I12O72  mw:3422.91

Core ion CAS: Z-350707-43-6 Solvent: 17465-86-0 fg:215 cnt:11363

----

21JIA/YUA    Datum: EA=3.90(10) eV LPES p:8

Vertical Detachment Energy:4.05(10) eV.

++++++++++++++++++++++++++++++++

(COT)6Ba5-

C48H48Ba5  mw:1313.90 Anion CAS: Z-838884-18-7 fg:24 cnt:7633

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

(COT)6Eu5-

C48H48Eu5  mw:1388.98 Anion CAS: Z-838883-98-0 fg:24 cnt:7626

----

14HOS/TAK    Datum: EA=2.21(6) eV LPES p:8

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

gamma-cyclodextrin..B12H12=

C48H52B12O72  mw:1912.15

Core ion CAS: Z-12356-13-7 Solvent: 17465-86-0 fg:204 cnt:10907

----

20LI_/JIA    Datum: EA=3.60(10) eV LPES p:8

Vertical Detachment Energy:3.85(10) eV.

++++++++++++++++++++++++++++++++

(THF)12..I-

C48H96IO12  mw:991.595 fg:484 cnt:8391

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.58(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(7-aza-indole)7-.

C49H42N14  mw:826.372 fg:305 cnt:5129

HOF(solv)=  51.0/3.0 neut 88LIE/   

----

99NAK/NEG    Datum: EA=1.48(16) eV LPES p:8

++++++++++++++++++++++++++++++++

C50-

C50  mw:600.001 Anion CAS: Z-157320-79-1 fg:2 cnt:2287

----

87YAN/PET    Datum: EA=<3.1(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

(naphthalene)5-.

C50H40  mw:640.314 fg:304 cnt:5869

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02SON/HAN    Datum: EA=0.62(3) eV LPES p:8

DaffH(AH)=  3.2/1.0 dEA

The stated EA is the Vertical Detachment Energy.

----

08AND/MIT    Datum: EA=0.35(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(azulene)5-.

C50H40  mw:640.314 fg:304 cnt:7952

HOF(solv)=  69.1/0.8 neut 94PED/   

----

08AND/MIT    Datum: EA=1.72(5) eV LPES p:7

DaffH(AH)=  3.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

deoxy-penta-adeninide(-4)

C50H57N25O23P4  mw:1499.30 Anion CAS: Z-740815-50-3 fg:95 cnt:11009

----

12VON/EHR    Datum: EA=0.5(1) eV LPES p:8

++++++++++++++++++++++++++++++++

deoxy-penta-guaninide(-4)

C50H57N25O28P4  mw:1579.28 Anion CAS: Z-1374745-60-4 fg:95 cnt:11011

----

12VON/EHR    Datum: EA=0.4(1) eV LPES p:8

++++++++++++++++++++++++++++++++

deoxy-penta-thyiminde(-4)

C50H62N10O33P4  mw:1454.24 Anion CAS: Z-740815-51-4 fg:95 cnt:11012

----

12VON/EHR    Datum: EA=1.5(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(MeCN)25..Br-

C50H75BrN25  mw:1104.58 fg:483 cnt:4240

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.514(72) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)25..I-

C50H75IN25  mw:1152.57 fg:484 cnt:4256

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.779(72) eV LPES p:7

++++++++++++++++++++++++++++++++

C52-

C52  mw:624.001 Anion CAS: Z-178153-60-1 fg:2 cnt:2288

----

87YAN/PET    Datum: EA=<3.4(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

Fe-triPh-oC6H4NHCO(CH2)4-Im-porphyrin-.

C52H39FeN7O  mw:833.257 Anion CAS: Z-137364-02-4 fg:24 cnt:3569

----

94CHE/ELL    Datum: EA=1.97(3) eV IMRE p:8

Im: N-imidazole group.

++++++++++++++++++++++++++++++++

(THF)13..I-

C52H104IO13  mw:1063.65 fg:484 cnt:8392

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.60(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C54-

C54  mw:648.001 Anion CAS: Z-178153-61-2 fg:2 cnt:2289

----

87YAN/PET    Datum: EA=<3.4(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

(p-terphenyl)3-.

C54H42  mw:690.329 fg:303 cnt:7044

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=0.85(1) eV LPES p:8

DaffH(AH)=  3.7/0.3 dEA

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)3-.

C54H42  mw:690.329 fg:303 cnt:7081

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.52(1) eV LPES p:8

DaffH(AH)=  5.5/0.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)3-.

C54H42  mw:690.329 fg:303 cnt:7118

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.52(3) eV LPES p:8

DaffH(AH)=  4.4/1.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

hexa-deoxycytosinide(-3)

C54H70N18O34P5  mw:1669.30 Anion CAS: A-72672-33-4 fg:94 cnt:10193

----

19DAL/POR    Datum: EA=2.35(20) eV LPES p:7

The reverse Coulomb berrier is ca. 1.55 eV.

++++++++++++++++++++++++++++++++

deoxy-hexa-cytosinide(-4)

C54H80N18O34P5  mw:1679.38 Anion CAS: Z-1374745-71-7 fg:95 cnt:11013

----

12VON/EHR    Datum: EA=1.0(1) eV LPES p:8

++++++++++++++++++++++++++++++++

Au25(S(CH2)2CH3)18-

C54H126Au25S18  mw:6274.65 Anion CAS: Z-2026606-77-7 fg:24 cnt:11797

----

24FUJ/ITO    Datum: EA=3.25(6) eV LPES p:8

++++++++++++++++++++++++++++++++

C56-

C56  mw:672.001 Anion CAS: Z-178153-62-3 fg:2 cnt:2290

----

87YAN/PET    Datum: EA=<3.4(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

(anthracene)4-.

C56H40  mw:712.314 fg:304 cnt:7373

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.06(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.26(2) eV.

----

03SON/LEE    Datum: EA=1.08(3) eV LPES p:8

DaffH(AH)=  0.7/0.8 dEA

The stated EA is the Vertical Detachment Energy. The authors belive this is a core dimer with two solvents. There is a 2nd isomer with Vertical Detachment Energy=1.24 eV.

++++++++++++++++++++++++++++++++

(phenanthrene)4-.

C56H40  mw:712.314 fg:304 cnt:8750

HOF(solv)=  48.3/0.6 neut 08ROU/TEM

----

13LEE/KIM    Datum: EA=0.70(4) eV LPES p:8

DaffH(AH)=  4.7/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(COT)7Ba6-

C56H56Ba6  mw:1555.87 Anion CAS: Z-838884-20-1 fg:24 cnt:7634

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

(COT)7Eu6-

C56H56Eu6  mw:1645.97 Anion CAS: Z-838884-01-8 fg:24 cnt:7627

----

14HOS/TAK    Datum: EA=2.20(11) eV LPES p:8

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

(MeCN)28..Cl-

C56H84ClN28  mw:1183.71 fg:482 cnt:4228

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=7.173(80) eV LPES p:7

++++++++++++++++++++++++++++++++

(THF)14..I-

C56H112IO14  mw:1135.71 fg:484 cnt:8393

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.62(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C58-

C58  mw:696.001 Anion CAS: Z-178153-63-4 fg:2 cnt:2291

----

87YAN/PET    Datum: EA=<3.3(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

C59-

C59  mw:708.001 Anion CAS: Z-151638-69-6 fg:2 cnt:2301

----

87YAN/PET    Datum: EA=<3.4(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

C59N-

C59N  mw:722.004 Anion CAS: Z-214068-82-3 fg:116 cnt:9031

----

17ZHU/HAS    Datum: EA=3.0150(7) eV LPES p:8

++++++++++++++++++++++++++++++++

H2O@C59N-.

C59H2NO  mw:740.014 fg:116 cnt:9721

----

18ZHU/LIU    Datum: EA=3.0058(7) eV LPES p:8

++++++++++++++++++++++++++++++++

C60=

C60  mw:720.001 Anion CAS: Z-151247-41-5 fg:2 cnt:4035

----

94JIN/HET    Datum: EA=>4.06 eV IMRB p:6

No electron transfer from dianion to TCNQ (3.3 eV), C60F48 (4.06 eV). There may be kinetic barriers, though.

++++++++++++++++++++++++++++++++

C60-

C60  mw:720.001 Anion CAS: Z-151247-41-5 fg:2 cnt:2292

HOF(A.)= 634.8/5.8  92STE/CHI    |

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25NAV/MAR    Datum: EA=0() eV [ eV] p:9

Ions at 20K.

----

14HUA/DAU    Datum: EA=2.6835(6) eV LPES | HOF(A-)=572.9/5.8 R-EA p:9

----

13STO/AND    Datum: EA=2.664(5) eV LPD  p:8

----

05WAN/WOO    Datum: EA=2.683(8) eV LPES p:8

----

99WAN/DIN    Datum: EA=2.689(8) eV LPES p:8

----

95BRI/AND    Datum: EA=2.666(1) eV LPD  p:8

Cooled in ring - extrapolated to cold ions.

----

91WAN/CON    Datum: EA=2.65(5) eV LPD  p:8

There exists a 0.15(5) eV barrier to attachment of electrons: 95HUA/CAR, 94JAF/ILL.

----

99PAL/OTA    Datum: EA=2.47(19) eV LPES p:7

Vertical Detachment Energy:2.72 eV. See 01PAL/NEG for 5.81 eV LPES.

----

95HAN/GAN    Datum: EA=2.65(5) eV LPES p:7

Clusters are 'annealed'. Temperature unstated.

----

91HAU/WAN    Datum: EA=2.5(1) eV LPES p:6

Vertical Detachment Energy:2.75(10) eV.

----

87YAN/PET    Datum: EA=<2.7(2) eV LPES p:6

Electron affinity appreciably less, HOMO-LUMO gap larger than homologs, indicating closed shell neutral.

----

97CHE/MA     Datum: EA=1.62(20) eV CIDC p:5

Represents a "local" electron affinity of a portion of the surface with electron affinity comparable to cluster partner.

++++++++++++++++++++++++++++++++

C60Au-.

C60Au  mw:916.967 Anion CAS: Z-350679-93-5 fg:116 cnt:7361

----

01PAL/NEG    Datum: EA=2.96(10) eV LPES p:8

Vertical Detachment Energy:3.17(5) eV.

++++++++++++++++++++++++++++++++

C60Au2-.

C60Au2  mw:1113.93 Anion CAS: Z-350679-94-6 fg:116 cnt:7362

----

01PAL/NEG    Datum: EA=2.59(10) eV LPES p:8

Vertical Detachment Energy:2.90(5) eV.

++++++++++++++++++++++++++++++++

C60Au3-.

C60Au3  mw:1310.90 Anion CAS: Z-350679-96-8 fg:116 cnt:7363

----

01PAL/NEG    Datum: EA=3.05(10) eV LPES p:8

Vertical Detachment Energy:3.45(5) eV.

++++++++++++++++++++++++++++++++

C60Au4-.

C60Au4  mw:1507.87 Anion CAS: Z-350679-98-0 fg:116 cnt:7364

----

01PAL/NEG    Datum: EA=2.70(10) eV LPES p:8

Vertical Detachment Energy:3.20(5) eV.

++++++++++++++++++++++++++++++++

C60Au5-.

C60Au5  mw:1704.83 Anion CAS: Z-350680-00-1 fg:116 cnt:7365

----

01PAL/NEG    Datum: EA=3.03(10) eV LPES p:8

Vertical Detachment Energy:3.52(5) eV.

++++++++++++++++++++++++++++++++

C60Au6-.

C60Au6  mw:1901.80 Anion CAS: Z-350680-01-2 fg:116 cnt:7366

----

01PAL/NEG    Datum: EA=2.80(10) eV LPES p:8

Vertical Detachment Energy:3.00(5) eV.

++++++++++++++++++++++++++++++++

Ca@C60-.

C60Ca  mw:759.963 Anion CAS: Z-194016-03-0 fg:116 cnt:4036

----

93WAN/ALF    Datum: EA=3.0(1) eV LPES p:8

++++++++++++++++++++++++++++++++

C60Eu-.

C60Eu  mw:872.922 Anion CAS: Z-758718-27-3 fg:116 cnt:7367

----

04SUZ/HOS    Datum: EA=2.56(16) eV LPES p:8

Vertical Detachment Energy:2.94(10) eV.

++++++++++++++++++++++++++++++++

C60Eu2-

C60Eu2  mw:1025.84 Anion CAS: Z-758718-28-4 fg:116 cnt:7368

----

04SUZ/HOS    Datum: EA=2.24(15) eV LPES p:8

Vertical Detachment Energy:2.76(10) eV.

++++++++++++++++++++++++++++++++

C60Eu3-

C60Eu3  mw:1178.76 Anion CAS: Z-758718-29-5 fg:116 cnt:7369

----

04SUZ/HOS    Datum: EA=2.10(10) eV LPES p:8

Vertical Detachment Energy:2.38(10) eV.

++++++++++++++++++++++++++++++++

C60Eu4-

C60Eu4  mw:1331.68 Anion CAS: Z-758718-30-8 fg:116 cnt:7370

----

04SUZ/HOS    Datum: EA=2.07(18) eV LPES p:8

Vertical Detachment Energy:2.43(10) eV.

++++++++++++++++++++++++++++++++

C60F2-.

C60F2  mw:757.997 Anion CAS: Z-160496-49-1 fg:116 cnt:3182

----

94BOL/SID    Datum: EA=2.74(7) eV IMRE p:8

.DELTA.eaG = 1.4 kcal/mol > C60.

++++++++++++++++++++++++++++++++

C60F17-

C60F17  mw:1042.97 Anion CAS: Z-331953-83-4 fg:116 cnt:7861

----

10WAN/CHI    Datum: EA=4.285(10) eV LPES p:9

++++++++++++++++++++++++++++++++

C60F33-

C60F33  mw:1346.95 Anion CAS: N-163816-36-2 fg:116 cnt:7862

----

10WAN/CHI    Datum: EA=4.92(5) eV LPES p:9

++++++++++++++++++++++++++++++++

C60F34=

C60F34  mw:1365.95 Anion CAS: Z-1209526-09-9 fg:116 cnt:6605

----

10WAN/CHI    Datum: EA=2.50(5) eV LPES p:9

Reverse Coulombic barrier estimated as 1.4(1) eV.

----

05IOF/AVD    Datum: EA=2.4(1) eV LPES p:8

Vertical Detachment Energy:2.6(1) eV.

++++++++++++++++++++++++++++++++

C60F35-

C60F35  mw:1384.94 Anion CAS: Z-205762-04-5 fg:116 cnt:7863

----

10WAN/CHI    Datum: EA=4.98(5) eV LPES p:9

++++++++++++++++++++++++++++++++

C60F43-

C60F43  mw:1536.93 Anion CAS: Z-205761-86-0 fg:116 cnt:7864

----

10WAN/CHI    Datum: EA=5.55(1) eV LPES p:9

++++++++++++++++++++++++++++++++

C60F44 fullerene-.

C60F44  mw:1555.93 Anion CAS: Z-205829-92-1 fg:116 cnt:3022

----

94HET/JIN    Datum: EA=4.06(25) eV IMRB p:7

Electron affinity between NO3-, CF3CO2-.

++++++++++++++++++++++++++++++++

C60F45-

C60F45  mw:1574.93 Anion CAS: Z-205761-81-5 fg:116 cnt:7865

----

10WAN/CHI    Datum: EA=5.62(1) eV LPES p:9

++++++++++++++++++++++++++++++++

C60F46 fullerene-.

C60F46  mw:1593.93 Anion CAS: Z-183255-35-8 fg:116 cnt:3023

----

94HET/JIN    Datum: EA=4.06(25) eV IMRB p:7

Electron affinity between NO3-, CF3CO2-.

++++++++++++++++++++++++++++++++

C60F46=

C60F46  mw:1593.93 Anion CAS: Z-163661-63-0 fg:116 cnt:6606

----

10WAN/CHI    Datum: EA=3.33(10) eV LPES p:9

Reverse Coulombic barrier estimated as 1.0(1) eV.

----

05IOF/AVD    Datum: EA=3.2(1) eV LPES p:8

++++++++++++++++++++++++++++++++

C60F48-.

C60F48  mw:1631.92 Anion CAS: Z-162868-60-2 fg:116 cnt:4033

HOF(A.)= -1781.5/39.7  99PAP/KOL |

----

94JIN/HET    Datum: EA=4.06(30) eV IMRB | HOF(A-)=-1875.2/40.3 R-EA p:7
###### the following are "below the line": evaluated as not accurate ####

----

98VAS/BOL    Datum: EA=<7.27 eV kfkr p:4

This value seems unreasonably too bound - JEB.

++++++++++++++++++++++++++++++++

C60Ge-.

C60Ge  mw:793.922 Anion CAS: N-146280-62-8 fg:116 cnt:7339

----

02OHA/NAK    Datum: EA=2.70(10) eV LPES p:8

Vertical Detachment Energy:2.90(5) eV.

++++++++++++++++++++++++++++++++

C60Ge2-.

C60Ge2  mw:867.843 fg:116 cnt:7340

----

02OHA/NAK    Datum: EA=2.60(10) eV LPES p:8

Vertical Detachment Energy:2.70(5) eV.

++++++++++++++++++++++++++++++++

C60Ge3-.

C60Ge3  mw:941.764 fg:116 cnt:7341

----

02OHA/NAK    Datum: EA=2.50(10) eV LPES p:8

Vertical Detachment Energy:2.70(5) eV.

++++++++++++++++++++++++++++++++

HoC60-

C60Ho  mw:884.930 Anion CAS: Z-475630-95-6 fg:20 cnt:11847

----

02NAG/NEG    Datum: EA=2.56(12) eV LPES p:8

Vertical Detachment Energy: 2.98 eV.

++++++++++++++++++++++++++++++++

Ho2C60-

C60Ho2  mw:1049.86 Anion CAS: Z-475630-95-6 fg:20 cnt:11848

----

02NAG/NEG    Datum: EA=2.37(11) eV LPES p:8

Vertical Detachment Energy: 2.63 eV.

++++++++++++++++++++++++++++++++

Ho3C60-

C60Ho3  mw:1214.79 Anion CAS: Z-475630-96-7 fg:20 cnt:11849

----

02NAG/NEG    Datum: EA=2.12(10) eV LPES p:8

Vertical Detachment Energy: 2.55 eV.

++++++++++++++++++++++++++++++++

Ho4C60-

C60Ho4  mw:1379.72 Anion CAS: Z-475630-97-8 fg:20 cnt:11850

----

02NAG/NEG    Datum: EA=2.20(18) eV LPES p:8

Vertical Detachment Energy: 2.55 eV.

++++++++++++++++++++++++++++++++

KC60-

C60K  mw:758.964 Anion CAS: Z-140471-88-1 fg:116 cnt:2788

----

92WAN/CHE    Datum: EA=2.2(1) eV LPD  p:7

Implies structure of K+,C60=.

++++++++++++++++++++++++++++++++

K2C60-

C60K2  mw:797.928 Anion CAS: Z-140471-87-0 fg:116 cnt:2789

----

92WAN/CHE    Datum: EA=1.7(1) eV LPD  p:7

++++++++++++++++++++++++++++++++

K3C60-

C60K3  mw:836.892 Anion CAS: Z-140471-86-9 fg:116 cnt:2790

----

92WAN/CHE    Datum: EA=1.2(1) eV LPD  p:7

++++++++++++++++++++++++++++++++

C60Na-.

C60Na  mw:742.990 Anion CAS: Z-245090-69-1 fg:116 cnt:4534

----

99PAL/OTA    Datum: EA=2.19(12) eV LPES p:8

Vertical Detachment Energy:2.46 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na2-.

C60Na2  mw:765.980 Anion CAS: Z-245090-70-4 fg:116 cnt:4535

----

99PAL/OTA    Datum: EA=1.84(6) eV LPES p:8

Vertical Detachment Energy:2.14 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na3-.

C60Na3  mw:788.970 Anion CAS: Z-245090-71-5 fg:116 cnt:4536

----

99PAL/OTA    Datum: EA=2.02(15) eV LPES p:8

Vertical Detachment Energy:2.58 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na4-.

C60Na4  mw:811.960 Anion CAS: Z-245090-72-6 fg:116 cnt:4537

----

99PAL/OTA    Datum: EA=1.68(17) eV LPES p:8

Vertical Detachment Energy:2.27 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na5-.

C60Na5  mw:834.949 Anion CAS: Z-245090-73-7 fg:116 cnt:4538

----

99PAL/OTA    Datum: EA=1.60(13) eV LPES p:8

Vertical Detachment Energy:2.06 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na6-.

C60Na6  mw:857.939 Anion CAS: Z-245090-74-8 fg:116 cnt:4539

----

99PAL/OTA    Datum: EA=1.69(39) eV LPES p:8

Vertical Detachment Energy:2.36 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na7-.

C60Na7  mw:880.929 Anion CAS: Z-245090-75-9 fg:116 cnt:4540

----

99PAL/OTA    Datum: EA=1.39(4) eV LPES p:8

Vertical Detachment Energy:2.09 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na8-.

C60Na8  mw:903.919 Anion CAS: Z-245090-76-0 fg:116 cnt:4541

----

99PAL/OTA    Datum: EA=1.33(4) eV LPES p:8

Vertical Detachment Energy:1.84 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na9-.

C60Na9  mw:926.908 Anion CAS: Z-245090-77-1 fg:116 cnt:4542

----

99PAL/OTA    Datum: EA=1.77(14) eV LPES p:8

Vertical Detachment Energy:2.35 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na10-.

C60Na10  mw:949.898 Anion CAS: Z-245090-78-2 fg:116 cnt:4543

----

99PAL/OTA    Datum: EA=1.45(3) eV LPES p:8

Vertical Detachment Energy:2.07 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na11-.

C60Na11  mw:972.888 Anion CAS: Z-245090-79-3 fg:116 cnt:4544

----

99PAL/OTA    Datum: EA=1.39(3) eV LPES p:8

Vertical Detachment Energy:1.84 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na12-.

C60Na12  mw:995.878 Anion CAS: Z-245090-80-6 fg:116 cnt:4545

----

99PAL/OTA    Datum: EA=1.63(2) eV LPES p:8

Vertical Detachment Energy:2.26 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na13-.

C60Na13  mw:1018.87 Anion CAS: Z-245090-81-7 fg:116 cnt:4546

----

99PAL/OTA    Datum: EA=1.49(3) eV LPES p:8

Vertical Detachment Energy:2.07 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na14-.

C60Na14  mw:1041.86 Anion CAS: Z-245090-82-8 fg:116 cnt:4547

----

99PAL/OTA    Datum: EA=1.59(4) eV LPES p:8

Vertical Detachment Energy:2.24 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na15-.

C60Na15  mw:1064.85 Anion CAS: Z-245090-83-9 fg:116 cnt:4548

----

99PAL/OTA    Datum: EA=1.66(3) eV LPES p:8

Vertical Detachment Energy:2.31 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na16-.

C60Na16  mw:1087.84 Anion CAS: Z-245090-84-0 fg:116 cnt:4549

----

99PAL/OTA    Datum: EA=1.60(6) eV LPES p:8

Vertical Detachment Energy:2.30 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na17-.

C60Na17  mw:1110.83 Anion CAS: Z-245090-85-1 fg:116 cnt:4550

----

99PAL/OTA    Datum: EA=1.44(2) eV LPES p:8

Vertical Detachment Energy:2.31 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na18-.

C60Na18  mw:1133.82 Anion CAS: Z-245090-86-2 fg:116 cnt:4551

----

99PAL/OTA    Datum: EA=1.38(14) eV LPES p:8

Vertical Detachment Energy:2.24 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na19-.

C60Na19  mw:1156.81 Anion CAS: Z-245090-87-3 fg:116 cnt:4552

----

99PAL/OTA    Datum: EA=1.61(9) eV LPES p:8

Vertical Detachment Energy:2.27 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na20-.

C60Na20  mw:1179.80 Anion CAS: Z-245090-88-4 fg:116 cnt:4553

----

99PAL/OTA    Datum: EA=1.48(4) eV LPES p:8

Vertical Detachment Energy:2.30 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na21-.

C60Na21  mw:1202.79 Anion CAS: Z-245090-89-5 fg:116 cnt:4554

----

99PAL/OTA    Datum: EA=1.50(10) eV LPES p:8

Vertical Detachment Energy:2.30 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na22-.

C60Na22  mw:1225.78 Anion CAS: Z-245090-90-8 fg:116 cnt:4555

----

99PAL/OTA    Datum: EA=1.51(3) eV LPES p:8

Vertical Detachment Energy:2.31 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na23-.

C60Na23  mw:1248.77 Anion CAS: Z-245090-91-9 fg:116 cnt:4556

----

99PAL/OTA    Datum: EA=1.57(5) eV LPES p:8

Vertical Detachment Energy:2.18 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na24-.

C60Na24  mw:1271.76 Anion CAS: Z-245090-93-1 fg:116 cnt:4557

----

99PAL/OTA    Datum: EA=1.51(3) eV LPES p:8

Vertical Detachment Energy:2.12 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na25-.

C60Na25  mw:1294.74 Anion CAS: Z-245090-95-3 fg:116 cnt:4558

----

99PAL/OTA    Datum: EA=1.54(6) eV LPES p:8

Vertical Detachment Energy:2.09 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na26-.

C60Na26  mw:1317.73 Anion CAS: Z-245090-97-5 fg:116 cnt:4559

----

99PAL/OTA    Datum: EA=1.48(4) eV LPES p:8

Vertical Detachment Energy:2.02 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na27-.

C60Na27  mw:1340.72 Anion CAS: Z-245090-98-6 fg:116 cnt:4560

----

99PAL/OTA    Datum: EA=1.57(6) eV LPES p:8

Vertical Detachment Energy:2.07 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na28-.

C60Na28  mw:1363.71 Anion CAS: Z-245090-99-7 fg:116 cnt:4561

----

99PAL/OTA    Datum: EA=1.67(8) eV LPES p:8

Vertical Detachment Energy:2.19 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na29-.

C60Na29  mw:1386.70 Anion CAS: Z-245091-00-3 fg:116 cnt:4562

----

99PAL/OTA    Datum: EA=1.32(10) eV LPES p:8

Vertical Detachment Energy:2.20 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na30-.

C60Na30  mw:1409.69 Anion CAS: Z-245091-01-4 fg:116 cnt:4563

----

99PAL/OTA    Datum: EA=1.61(5) eV LPES p:8

Vertical Detachment Energy:2.18 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na31-.

C60Na31  mw:1432.68 Anion CAS: Z-245091-02-5 fg:116 cnt:4564

----

99PAL/OTA    Datum: EA=1.63(7) eV LPES p:8

Vertical Detachment Energy:2.19 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na32-.

C60Na32  mw:1455.67 Anion CAS: Z-245091-03-6 fg:116 cnt:4565

----

99PAL/OTA    Datum: EA=1.61(3) eV LPES p:8

Vertical Detachment Energy:2.20 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60Na33-.

C60Na33  mw:1478.66 Anion CAS: Z-245091-04-7 fg:116 cnt:4566

----

99PAL/OTA    Datum: EA=1.63(4) eV LPES p:8

Vertical Detachment Energy:2.26 eV. See 01PAL/NEG for 5.81 eV LPES.

++++++++++++++++++++++++++++++++

C60O-

C60O  mw:735.995 Anion CAS: Z-143974-20-3 fg:116 cnt:6687

----

05WAN/WOO2   Datum: EA=2.745(8) eV LPES p:9

++++++++++++++++++++++++++++++++

C60O2-

C60O2  mw:751.990 Anion CAS: Z-168980-46-9 fg:116 cnt:6688

----

05WAN/WOO2   Datum: EA=2.82(1) eV LPES p:9

Second isomer: electron affinity = 2.785(10) eV.

++++++++++++++++++++++++++++++++

C60O3-

C60O3  mw:767.985 Anion CAS: Z-196414-27-4 fg:116 cnt:6689

----

05WAN/WOO2   Datum: EA=2.8(1) eV LPES p:9

Rough adiabatic electron affinity estimated from LPES Threshold.

++++++++++++++++++++++++++++++++

C60Si-.

C60Si  mw:747.977 Anion CAS: N-161322-51-6 fg:116 cnt:7335

----

02OHA/NAK    Datum: EA=2.55(10) eV LPES p:8

Vertical Detachment Energy:2.75(5) eV.

++++++++++++++++++++++++++++++++

C60Si2-.

C60Si2  mw:775.954 Anion CAS: N-213475-78-6 fg:116 cnt:7336

----

02OHA/NAK    Datum: EA=2.50(10) eV LPES p:8

Vertical Detachment Energy:2.65(5) eV.

++++++++++++++++++++++++++++++++

C60Si3-.

C60Si3  mw:803.931 Anion CAS: N-681033-37-4 fg:116 cnt:7337

----

02OHA/NAK    Datum: EA=2.35(10) eV LPES p:8

Vertical Detachment Energy:2.50(5) eV.

++++++++++++++++++++++++++++++++

C60Si4-.

C60Si4  mw:831.908 Anion CAS: N-681033-38-5 fg:116 cnt:7338

----

02OHA/NAK    Datum: EA=2.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

H2O@C60-.

C60H2O  mw:738.011 Anion CAS: N-162260-04-0 fg:116 cnt:9720

----

18ZHU/LIU    Datum: EA=2.6923(8) eV LPES p:8

++++++++++++++++++++++++++++++++

C60H18-.

C60H18  mw:738.141 Anion CAS: Z-250663-88-8 fg:116 cnt:5004

----

01VAS/ABS    Datum: EA=1.5(1) eV kfkr p:6

++++++++++++++++++++++++++++++++

PdAu24[CC-C6H3-3,5-diCF3]6=

C60H18Au24F36Pd  mw:6255.19 fg:24 cnt:11800

----

24ITO/HIR    Datum: EA=2.00(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(naphthalene)6-.

C60H48  mw:768.376 fg:304 cnt:5870

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02SON/HAN    Datum: EA=0.63(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

08AND/MIT    Datum: EA=0.55(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)4-.

C60H48  mw:768.376 fg:303 cnt:7392

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.01(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.18(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)4-.

C60H48  mw:768.376 fg:304 cnt:7411

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.11(2) eV LPES p:8

DaffH(AH)=  2.1/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.18(2) eV.

++++++++++++++++++++++++++++++++

(azulene)6-.

C60H48  mw:768.376 fg:304 cnt:7953

HOF(solv)=  69.1/0.8 neut 94PED/   

----

08AND/MIT    Datum: EA=1.74(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

PdAu24[CC-C6H3-3,5-diCF3]16=

C60H48Au24F96Pd  mw:7425.32 fg:24 cnt:11805

----

24ITO/HIR    Datum: EA=3.10(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(biphenyl)5-.

C60H50  mw:770.392 fg:300 cnt:6729

HOF(solv)=  43.1/0.8 neut 08ROU/TEM

----

05MIT/MAT2   Datum: EA=0.49(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(acenaphthene)5-.

C60H50  mw:770.392 fg:304 cnt:7959

HOF(solv)=  37.5/0.7 neut 08ROU/TEM

----

08AND/MIT    Datum: EA=0.36(5) eV LPES p:7

DaffH(AH)=  1.4/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

hexa-deoxyadeninide(-3)

C60H70N30O28P5  mw:1813.37 Anion CAS: A-67240-39-5 fg:94 cnt:10192

----

19DAL/POR    Datum: EA=2.0(2) eV LPES p:7

The reverse Coulomb barrier is ca. 0.95 eV.

++++++++++++++++++++++++++++++++

tri-deoxyguaninide-tri-deoxythyminide(-5)

C60H71N21O37P5  mw:1832.30 Anion CAS: A1-150040-89-4 fg:94 cnt:10198

----

19DAL/POR    Datum: EA=-0.2(2) eV LPES p:7

The reverse Coulomb berrier is ca. 1.15 eV.

++++++++++++++++++++++++++++++++

tri-deoxyguaninide-tri-deoxythyminide(-4)

C60H72N21O37P5  mw:1833.31 Anion CAS: A2-150040-89-4 fg:94 cnt:10197

----

19DAL/POR    Datum: EA=0.6(2) eV LPES p:7

The reverse Coulomb berrier is ca. 1.15 eV.

++++++++++++++++++++++++++++++++

hexa-deoxyguaninide(-3)

C60H73N21O37P5  mw:1834.32 Anion CAS: A-58626-19-0 fg:94 cnt:10191

----

19DAL/POR    Datum: EA=1.85(20) eV LPES p:7

The reverse Coulomb berrier is ca. 1.55 eV.

++++++++++++++++++++++++++++++++

tri-deoxyguaninide-tri-deoxythyminide(-3)

C60H73N21O37P5  mw:1834.32 Anion CAS: A3-150040-89-4 fg:94 cnt:10196

----

19DAL/POR    Datum: EA=1.6(2) eV LPES p:7

The reverse Coulomb berrier is ca. 1.15 eV.

++++++++++++++++++++++++++++++++

hexa-deoxythyminide(-3)

C60H73N30O34P5  mw:1912.36 Anion CAS: A-2642-44-6 fg:94 cnt:10194

----

19DAL/POR    Datum: EA=2.5(2) eV LPES p:7

The reverse Coulomb berrier is ca. 1.15 eV.

++++++++++++++++++++++++++++++++

tri-deoxyguaninide-tri-deoxythyminide=

C60H74N21O37P5  mw:1835.33 Anion CAS: A4-150040-89-4 fg:94 cnt:10195

----

19DAL/POR    Datum: EA=3.2(2) eV LPES p:7

The reverse Coulomb berrier is ca. 1.15 eV.

++++++++++++++++++++++++++++++++

(MeCN)30..Br-

C60H90BrN30  mw:1309.71 fg:483 cnt:4241

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.554(85) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)30..I-

C60H90IN30  mw:1357.70 fg:484 cnt:4257

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.869(85) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)30-.

C60H90N30  mw:1230.80 fg:100 cnt:8919

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.70(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)15..I-

C60H120IO15  mw:1207.77 fg:484 cnt:8394

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.63(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C62-

C62  mw:744.001 Anion CAS: Z-169107-65-7 fg:2 cnt:2293

----

87YAN/PET    Datum: EA=<3.3(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

1,7-(CF3)2-C60-.

C62F6  mw:857.991 Anion CAS: N-165273-86-9 fg:116 cnt:9299

----

12KUV/WHI    Datum: EA=2.92(8) eV LPES p:8

++++++++++++++++++++++++++++++++

C64-

C64  mw:768.001 Anion CAS: Z-178153-65-6 fg:2 cnt:2294

----

87YAN/PET    Datum: EA=<3.3(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

1,7-(C2F5)2-C60-.

C64F10  mw:957.985 Anion CAS: N-1360603-55-9 fg:116 cnt:9300

----

12KUV/WHI    Datum: EA=2.95(8) eV LPES p:8

++++++++++++++++++++++++++++++++

(pyrene)4-.

C64H40  mw:808.314 fg:304 cnt:9036

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

09KIM/LEE    Datum: EA=0.99(5) eV LPES p:8

DaffH(AH)=  2.3/1.6 dEA

----

04AND/KOK    Datum: EA=0.85(10) eV LPES p:8

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(COT)8Ba7-

C64H60Ba7  mw:1793.81 Anion CAS: Z-838884-22-3 fg:24 cnt:7635

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

(COT)8Eu7-

C64H64Eu7  mw:1902.95 Anion CAS: Z-838884-03-0 fg:24 cnt:7628

----

14HOS/TAK    Datum: EA=2.21(12) eV LPES p:8

----

05HOS/TAK    Datum: EA=2.1(1) eV LPES p:8

Vertical Detachment Energy:2.6 eV.

++++++++++++++++++++++++++++++++

Fe-tetra(2-(NHCOtBu)phenyl)porphyrin-.

C64H64FeN8O4  mw:1064.44 Anion CAS: Z-90857-60-6 fg:24 cnt:3570

----

94CHE/ELL    Datum: EA=2.07(3) eV IMRE p:8

++++++++++++++++++++++++++++++++

(THF)16..I-

C64H128IO16  mw:1279.83 fg:484 cnt:8395

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.64(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C66-

C66  mw:792.001 Anion CAS: Z-178153-66-7 fg:2 cnt:2295

----

87YAN/PET    Datum: EA=<3.4(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

1,7-(iC3F7)2-C60-.

C66F14  mw:1057.98 Anion CAS: N-1264198-20-0 fg:116 cnt:9301

----

12KUV/WHI    Datum: EA=2.95(8) eV LPES p:8

++++++++++++++++++++++++++++++++

1,7-(nC3F7)2-C60-.

C66F14  mw:1057.98 Anion CAS: N-1417422-13-9 fg:116 cnt:9302

----

12KUV/WHI    Datum: EA=2.97(8) eV LPES p:8

++++++++++++++++++++++++++++++++

(MeCN)33..Cl-

C66H99ClN33  mw:1388.85 fg:482 cnt:4229

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=7.233(93) eV LPES p:7

++++++++++++++++++++++++++++++++

C68-

C68  mw:816.001 Anion CAS: Z-178153-67-8 fg:2 cnt:2296

----

87YAN/PET    Datum: EA=<3.3(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

1,7-(sC4F9)2-C60-.

C68F18  mw:1157.97 Anion CAS: N-1417422-15-1 fg:116 cnt:9303

----

12KUV/WHI    Datum: EA=2.96(8) eV LPES p:8

++++++++++++++++++++++++++++++++

1,7-(nC4F9)2-C60-.

C68F18  mw:1157.97 Anion CAS: N-1417422-14-0 fg:116 cnt:9304

----

12KUV/WHI    Datum: EA=2.985(80) eV LPES p:8

++++++++++++++++++++++++++++++++

(THF)17..I-

C68H136IO17  mw:1351.88 fg:484 cnt:8396

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.66(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C70=

C70  mw:840.001 Anion CAS: Z-133320-10-2 fg:2 cnt:6734

----

06WAN/WOO2   Datum: EA=0.02(2) eV LPES p:9

Cooled ion.

++++++++++++++++++++++++++++++++

C70-

C70  mw:840.001 Anion CAS: Z-133227-82-4 fg:2 cnt:2297

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25NAV/MAR    Datum: EA=0() eV [ eV] p:9

Ions at 20K.

----

06WAN/WOO2   Datum: EA=2.765(10) eV LPES p:9

Cooled to 70 K from electrospray.

----

95BRI/AND    Datum: EA=2.676(1) eV LPD  p:8

Cooled in ring - extrapolated to "cold" value.

----

99PAL/OTA    Datum: EA=2.54(19) eV LPES p:7

Vertical Detachment Energy:2.74 eV.

----

95HAN/GAN    Datum: EA=2.74(5) eV LPES p:7

Clusters are 'annealed'. Temperature unstated.

----

94BOL/SID    Datum: EA=2.74(7) eV IMRE p:7

.DELTA.eaG(660 K) = 2.15 kcal/mol > C60.

----

93BOL/SID #  Datum: EA=2.7535(500) eV IMRE p:7

Reanchored to electron affinity of C60 in 14HUA/DAU.

----

91HAU/WAN    Datum: EA=2.6(1) eV LPES p:6

Vertical Detachment Energy:2.8(1) eV.

----

87YAN/PET    Datum: EA=<2.8(2) eV LPES p:6

Electron affinity appreciably less, HOMO-LUMO gap larger than homologs, indicating closed shell neutral.

++++++++++++++++++++++++++++++++

C70F2-.

C70F2  mw:877.997 Anion CAS: Z-160496-48-0 fg:116 cnt:3183

----

94BOL/SID    Datum: EA=2.80(7) eV IMRE p:8

.DELTA.eaG(890-1070K) = 1.67 kcal/mol > C70.

++++++++++++++++++++++++++++++++

C60(CF3)10-

C70F30  mw:1409.95 Anion CAS: Z-705943-97-1 fg:116 cnt:7947

----

10GRU/ALE    Datum: EA=2.81(14) eV IMRE p:8

++++++++++++++++++++++++++++++++

C70F52 fullerene-.

C70F52  mw:1827.92 Anion CAS: N-143472-00-8 fg:116 cnt:3024

----

94HET/JIN    Datum: EA=4.60(25) eV IMRB p:7

Electron affinity between NO3-, CF3CO2-., and slightly greater than C60F44,C60F46.

++++++++++++++++++++++++++++++++

C70F54 fullerene-.

C70F54  mw:1865.91 Anion CAS: Z-183254-18-4 fg:116 cnt:3025

----

94HET/JIN    Datum: EA=4.60(25) eV IMRB p:7

Electron affinity between NO3-, CF3CO2-., and slightly greater than C60F44,C60F46.

++++++++++++++++++++++++++++++++

C70Na-.

C70Na  mw:862.990 Anion CAS: Z-245091-05-8 fg:116 cnt:4519

----

99PAL/OTA    Datum: EA=2.20(9) eV LPES p:8

Vertical Detachment Energy:2.45 eV.

++++++++++++++++++++++++++++++++

C70Na2-.

C70Na2  mw:885.980 Anion CAS: Z-245091-06-9 fg:116 cnt:4520

----

99PAL/OTA    Datum: EA=1.78(8) eV LPES p:8

Vertical Detachment Energy:2.16 eV.

++++++++++++++++++++++++++++++++

C70Na3-.

C70Na3  mw:908.970 Anion CAS: Z-245091-07-0 fg:116 cnt:4521

----

99PAL/OTA    Datum: EA=2.34(19) eV LPES p:8

Vertical Detachment Energy:2.72 eV.

++++++++++++++++++++++++++++++++

C70Na4-.

C70Na4  mw:931.960 Anion CAS: Z-245091-08-1 fg:116 cnt:4522

----

99PAL/OTA    Datum: EA=1.73(6) eV LPES p:8

Vertical Detachment Energy:2.50 eV.

++++++++++++++++++++++++++++++++

C70Na5-.

C70Na5  mw:954.949 Anion CAS: Z-245091-09-2 fg:116 cnt:4523

----

99PAL/OTA    Datum: EA=1.61(4) eV LPES p:8

Vertical Detachment Energy:2.17 eV.

++++++++++++++++++++++++++++++++

C70Na6-.

C70Na6  mw:977.939 Anion CAS: Z-245091-10-5 fg:116 cnt:4524

----

99PAL/OTA    Datum: EA=1.92(8) eV LPES p:8

Vertical Detachment Energy:2.48 eV.

++++++++++++++++++++++++++++++++

C70Na7-.

C70Na7  mw:1000.93 Anion CAS: Z-245091-11-6 fg:116 cnt:4525

----

99PAL/OTA    Datum: EA=1.52(3) eV LPES p:8

Vertical Detachment Energy:2.20 eV.

++++++++++++++++++++++++++++++++

C70Na8-.

C70Na8  mw:1023.92 Anion CAS: Z-245091-12-7 fg:116 cnt:4526

----

99PAL/OTA    Datum: EA=1.45(3) eV LPES p:8

Vertical Detachment Energy:2.06 eV.

++++++++++++++++++++++++++++++++

C70Na9-.

C70Na9  mw:1046.91 Anion CAS: Z-245091-13-8 fg:116 cnt:4527

----

99PAL/OTA    Datum: EA=2.13(15) eV LPES p:8

Vertical Detachment Energy:2.72 eV.

++++++++++++++++++++++++++++++++

C70Na10-.

C70Na10  mw:1069.90 Anion CAS: Z-245091-14-9 fg:116 cnt:4528

----

99PAL/OTA    Datum: EA=1.75(13) eV LPES p:8

Vertical Detachment Energy:2.44 eV.

++++++++++++++++++++++++++++++++

C70Na11-.

C70Na11  mw:1092.89 Anion CAS: Z-245091-15-0 fg:116 cnt:4529

----

99PAL/OTA    Datum: EA=1.50(3) eV LPES p:8

Vertical Detachment Energy:2.20 eV.

++++++++++++++++++++++++++++++++

C70Na12-.

C70Na12  mw:1115.88 Anion CAS: Z-245091-16-1 fg:116 cnt:4530

----

99PAL/OTA    Datum: EA=1.45(8) eV LPES p:8

Vertical Detachment Energy:2.17 eV.

++++++++++++++++++++++++++++++++

C70Na13-.

C70Na13  mw:1138.87 Anion CAS: Z-245091-17-2 fg:116 cnt:4531

----

99PAL/OTA    Datum: EA=1.54(3) eV LPES p:8

Vertical Detachment Energy:2.30 eV.

++++++++++++++++++++++++++++++++

C70Na14-.

C70Na14  mw:1161.86 Anion CAS: Z-245091-18-3 fg:116 cnt:4532

----

99PAL/OTA    Datum: EA=1.33(3) eV LPES p:8

Vertical Detachment Energy:2.23 eV.

++++++++++++++++++++++++++++++++

C70Na15-.

C70Na15  mw:1184.85 Anion CAS: Z-245091-19-4 fg:116 cnt:4533

----

99PAL/OTA    Datum: EA=1.35(19) eV LPES p:8

Vertical Detachment Energy:2.14 eV.

++++++++++++++++++++++++++++++++

(anthracene)5-.

C70H50  mw:890.392 fg:304 cnt:7374

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.18(2) eV LPES p:8

DaffH(AH)=  2.8/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

03SON/LEE    Datum: EA=1.21(3) eV LPES p:8

DaffH(AH)=  3.5/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(phenanthrene)5-.

C70H50  mw:890.392 fg:304 cnt:8751

HOF(solv)=  48.3/0.6 neut 08ROU/TEM

----

13LEE/KIM    Datum: EA=0.80(4) eV LPES p:8

DaffH(AH)=  2.3/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(naphthalene)7-.

C70H56  mw:896.439 fg:304 cnt:5871

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

02SON/HAN    Datum: EA=0.65(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

08AND/MIT    Datum: EA=0.70(10) eV LPES p:7

DaffH(AH)=  1.6/2.4 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(azulene)7-.

C70H56  mw:896.439 fg:304 cnt:7954

HOF(solv)=  69.1/0.8 neut 94PED/   

----

08AND/MIT    Datum: EA=1.77(5) eV LPES p:7

DaffH(AH)=  0.7/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCN)35..Br-

C70H105BrN35  mw:1514.85 fg:483 cnt:4242

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.604(98) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)35..I-

C70H105IN35  mw:1562.83 fg:484 cnt:4258

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=5.949(98) eV LPES p:7

++++++++++++++++++++++++++++++++

C72-

C72  mw:864.001 Anion CAS: Z-178153-70-3 fg:2 cnt:2298

----

96BOL/DAS    Datum: EA=3.1235(700) eV IMRE p:7

Reanchored to electron affinity of C60 in 14HUA/DAU.

----

87YAN/PET    Datum: EA=<3.3(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

C60(CF3)12-

C72F36  mw:1547.94 Anion CAS: N-165199-41-7 fg:116 cnt:7948

----

10GRU/ALE    Datum: EA=2.57(17) eV IMRE p:8

S6 isomer.

++++++++++++++++++++++++++++++++

(p-terphenyl)4-.

C72H56  mw:920.439 fg:303 cnt:7045

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=0.84(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)4-.

C72H56  mw:920.439 fg:303 cnt:7082

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.60(1) eV LPES p:8

DaffH(AH)=  1.8/0.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)4-.

C72H56  mw:920.439 fg:303 cnt:7119

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.61(3) eV LPES p:8

DaffH(AH)=  2.1/1.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(biphenyl)6-.

C72H60  mw:924.470 fg:300 cnt:6730

HOF(solv)=  43.1/0.8 neut 08ROU/TEM

----

05MIT/MAT2   Datum: EA=0.59(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(acenaphthene)6-.

C72H60  mw:924.470 fg:304 cnt:7960

HOF(solv)=  37.5/0.7 neut 08ROU/TEM

----

08AND/MIT    Datum: EA=0.46(5) eV LPES p:7

DaffH(AH)=  2.3/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Cd8Se(SePh)12Cl4=

C72H60Cd8Cl4Se13  mw:3014.49 Anion CAS: Z-199788-93-7 fg:24 cnt:8357

----

12MAT/EIC    Datum: EA=3.12(7) eV LPES p:8

Vertical Detachment Energy:3.51(7) eV.

++++++++++++++++++++++++++++++++

(THF)18..I-

C72H144IO18  mw:1423.94 fg:484 cnt:8397

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.67(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

PtAu24(S-nC4H9)18-

C72H162Au24PtS18  mw:6524.93 fg:214 cnt:11808

----

24TAS/SUY    Datum: EA=3.25(3) eV LPES p:8

++++++++++++++++++++++++++++++++

PtAu24(S-nC4H9)18=

C72H162Au24PtS18  mw:6524.93 fg:214 cnt:11812

----

24TAS/SUY    Datum: EA=1.10(3) eV LPES p:8

Reverse Coulomb Barrier: ca. 1.4 eV.

++++++++++++++++++++++++++++++++

(MeOH)73-.

C73H292O73  mw:2337.91 fg:100 cnt:9104

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.15(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C74-.

C74  mw:888.001 Anion CAS: Z-161515-33-9 fg:2 cnt:4119

----

96BOL/DAS #  Datum: EA=3.3135(700) eV IMRE p:7

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

Gd@C74-.

C74Gd  mw:1045.92 Anion CAS: N-148376-34-5 fg:116 cnt:4113

----

97BOL/IOF    Datum: EA=3.24 eV IMRE p:7

Relative to C74-.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)5-.

C75H60  mw:960.470 fg:303 cnt:7393

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.15(2) eV LPES p:8

DaffH(AH)=  3.2/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)5-.

C75H60  mw:960.470 fg:304 cnt:7412

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.18(2) eV LPES p:8

DaffH(AH)=  1.6/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.18(2) eV.

++++++++++++++++++++++++++++++++

C76-

C76  mw:912.001 Anion CAS: Z-161515-34-0 fg:2 cnt:3143

----

07WAN/WOO    Datum: EA=2.975(10) eV LPES p:8

----

93BOL/SID #  Datum: EA=2.9135(500) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

----

96BOL/DAS #  Datum: EA=2.9235(500) eV IMRE p:7

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

C76=

C76  mw:912.001 Anion CAS: Z-149983-26-6 fg:2 cnt:6557

----

07WAN/WOO    Datum: EA=0.325(10) eV LPES p:8

D2d isomer. 06CON/NEU finds a Coulomb barrier height of 1.2 eV.

----

05EHR/FUR    Datum: EA=0.08(10) eV LPES p:8

Vertical Detachment Energy:0.35(7) eV.

++++++++++++++++++++++++++++++++

1,7-(nC8F17)2-C60-.

C76F34  mw:1557.95 Anion CAS: N-1417422-16-2 fg:116 cnt:9305

----

12KUV/WHI    Datum: EA=3.01(8) eV LPES p:8

++++++++++++++++++++++++++++++++

Gd@C76-.

C76Gd  mw:1069.92 Anion CAS: N-183749-97-5 fg:116 cnt:4114

----

97BOL/IOF    Datum: EA=3.2(1) eV IMRE p:7

Relative to C74-.

++++++++++++++++++++++++++++++++

(THF)19..I-

C76H152IO19  mw:1496.00 fg:484 cnt:8398

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.66(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C78-

C78  mw:936.001 Anion CAS: Z-161515-35-1 fg:2 cnt:3144

----

07WAN/WOO    Datum: EA=3.200(10) eV LPES p:8

C2v isomer.

----

07WAN/WOO    Datum: EA=3.165(10) eV LPES p:8

D3 isomer.

----

07WAN/WOO    Datum: EA=3.230(20) eV LPES p:8

C2v' isomer.

----

93BOL/SID #  Datum: EA=3.0435(700) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

----

96BOL/DAS #  Datum: EA=3.1335(600) eV IMRE p:7

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

C78=

C78  mw:936.001 Anion CAS: Z-149983-27-7 fg:2 cnt:6558

----

07WAN/WOO    Datum: EA=0.530(20) eV LPES p:8

D3 isomer.

----

07WAN/WOO    Datum: EA=0.440(20) eV LPES p:8

C2v isomer.

----

07WAN/WOO    Datum: EA=0.600(30) eV LPES p:8

C2v' isomer.

----

05EHR/FUR    Datum: EA=0.15(15) eV LPES p:8

Vertical Detachment Energy:0.45(13) eV.

++++++++++++++++++++++++++++++++

Gd@C78-.

C78Gd  mw:1093.92 Anion CAS: N-188574-04-1 fg:116 cnt:4115

----

97BOL/IOF    Datum: EA=3.26 eV IMRE p:7

Relative to C74-.

++++++++++++++++++++++++++++++++

C80-

C80  mw:960.001 Anion CAS: Z-148195-42-0 fg:2 cnt:2299

----

96BOL/DAS #  Datum: EA=3.2035(600) eV IMRE p:7

Reanchored to electron affinity of C60 in 14HUA/DAU.

----

87YAN/PET    Datum: EA=<3.7(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

Sc2ErN@C80-.

C80ErNSc3  mw:1274.80 fg:116 cnt:5880

----

02IOF/IEV    Datum: EA=2.76(5) eV TDEq p:8

++++++++++++++++++++++++++++++++

ScEr2N@C80-.

C80Er2NSc2  mw:1395.78 fg:116 cnt:5881

----

02IOF/IEV    Datum: EA=2.73(7) eV TDEq p:8

++++++++++++++++++++++++++++++++

Gd@C80-.

C80Gd  mw:1117.92 Anion CAS: N-183749-98-6 fg:116 cnt:4116

----

97BOL/IOF    Datum: EA=3.3(1) eV IMRE p:7

Relative to C74-.

++++++++++++++++++++++++++++++++

Sc3N@C80-.

C80NSc3  mw:1108.87 fg:116 cnt:5879

----

02IOF/IEV    Datum: EA=2.81(5) eV TDEq p:8

++++++++++++++++++++++++++++++++

Sc2@C80-.

C80Sc2  mw:1049.91 Anion CAS: N-150030-84-5 fg:116 cnt:5882

----

02IOF/IEV    Datum: EA=3.20(4) eV TDEq p:8

++++++++++++++++++++++++++++++++

PdAu24[CC-C6H3-3,5-diCF3]8=

C80H24Au24F48Pd  mw:6729.21 fg:24 cnt:11801

----

24ITO/HIR    Datum: EA=2.30(5) eV LPES p:8

----

17HEN/DIV    Datum: EA=2.85(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(pyrene)5-.

C80H50  mw:1010.39 fg:304 cnt:9800

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=0.87(10) eV LPES p:7

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

PdAu24[CC-C6H3-3,5-diCF3]18=

C80H54Au24F8Pd  mw:5999.51 fg:24 cnt:11806

----

24ITO/HIR    Datum: EA=3.27(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(azulene)8-.

C80H64  mw:1024.50 fg:304 cnt:7955

HOF(solv)=  69.1/0.8 neut 94PED/   

----

08AND/MIT    Datum: EA=1.83(5) eV LPES p:7

DaffH(AH)=  1.4/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(naphthalene)8-.

C80H64  mw:1024.50 fg:304 cnt:7965

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

08AND/MIT    Datum: EA=0.73(5) eV LPES p:7

DaffH(AH)=  1.8/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCN)40..Br-

C80H120BrN40  mw:1719.98 fg:483 cnt:4243

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.644(111) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)40..I-

C80H120IN40  mw:1767.97 fg:484 cnt:4259

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.149(111) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)40-.

C80H120N40  mw:1641.06 fg:100 cnt:8920

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.75(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)20..I-

C80H160IO20  mw:1568.06 fg:484 cnt:8399

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.67(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C82-.

C82  mw:984.001 Anion CAS: Z-161515-36-2 fg:2 cnt:4120

----

96BOL/DAS #  Datum: EA=3.1735(600) eV IMRE p:7

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

Gd@C82-.

C82Gd  mw:1141.92 Anion CAS: Z-172868-16-5 fg:116 cnt:4117

----

97BOL/IOF    Datum: EA=3.3(1) eV IMRE p:7

Relative to C74-.

++++++++++++++++++++++++++++++++

Sc2@C82-.

C82Sc2  mw:1073.91 Anion CAS: Z-196525-53-8 fg:116 cnt:5883

----

02IOF/IEV    Datum: EA=3.21(4) eV TDEq p:8

++++++++++++++++++++++++++++++++

C84-

C84  mw:1008.00 Anion CAS: Z-146702-98-9 fg:2 cnt:2300

----

07WAN/WOO    Datum: EA=3.185(10) eV LPES p:8

D2 isomer.

----

07WAN/WOO    Datum: EA=3.260(20) eV LPES p:8

D2d isomer.

----

93BOL/SID #  Datum: EA=3.0835(600) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

----

96BOL/DAS    Datum: EA=3.1735(600) eV IMRE p:7

Reanchored to electron affinity of C60 in 14HUA/DAU.

----

87YAN/PET    Datum: EA=<3.3(2) eV LPES p:6

Threshold from graph. Authors say the onset is based on analogy with Cu cluster data.

++++++++++++++++++++++++++++++++

C84=

C84  mw:1008.00 Anion CAS: Z-146702-99-0 fg:2 cnt:6260

----

07WAN/WOO    Datum: EA=0.615(10) eV LPES p:9

D2d isomer.

----

07WAN/WOO    Datum: EA=0.820(10) eV LPES p:9

D2 isomer.

----

03EHR/WEB    Datum: EA=0.41(7) eV LPES p:8

Vertical Detachment Energy:0.750(25) eV. See also 97COM/TUI.

++++++++++++++++++++++++++++++++

Sc2@C84-.

C84Sc2  mw:1097.91 Anion CAS: N-142261-74-3 fg:116 cnt:5884

----

02IOF/IEV    Datum: EA=3.10(4) eV TDEq p:8

++++++++++++++++++++++++++++++++

2,5-(o-BrC6H4CH2)2C70

C84H12Br2  mw:1177.93 Anion CAS: N-1446147-26-7 fg:116 cnt:8900

----

16HOU/LI     Datum: EA=2.835(10) eV LPES p:9

Triplet neutral state is 1.31 eV higher.

++++++++++++++++++++++++++++++++

2,5-(m-BrC6H4CH2)2C70

C84H12Br2  mw:1177.93 Anion CAS: N-1446147-27-8 fg:116 cnt:8901

----

16HOU/LI     Datum: EA=2.905(10) eV LPES p:9

Triplet neutral state is 1.32 eV higher.

++++++++++++++++++++++++++++++++

2,5-(p-BrC6H4CH2)2C70

C84H12Br2  mw:1177.93 Anion CAS: N-1446147-28-9 fg:116 cnt:8902

----

16HOU/LI     Datum: EA=2.915(10) eV LPES p:9

Triplet neutral state is 1.33 eV higher.

++++++++++++++++++++++++++++++++

7,23-(o-BrC6H4CH2)2C70

C84H12Br2  mw:1177.93 Anion CAS: N-1446147-30-3 fg:116 cnt:8904

----

16HOU/LI     Datum: EA=2.78(1) eV LPES p:9

Triplet neutral state is 1.31 eV higher.

++++++++++++++++++++++++++++++++

7,23-(m-BrC6H4CH2)2C70

C84H12Br2  mw:1177.93 Anion CAS: N-1446147-27-8 fg:116 cnt:8905

----

16HOU/LI     Datum: EA=2.86(1) eV LPES p:9

Triplet neutral state is 1.32 eV higher.

++++++++++++++++++++++++++++++++

7,23-(p-BrC6H4CH2)2C70

C84H12Br2  mw:1177.93 Anion CAS: N-1446147-28-9 fg:116 cnt:8906

----

16HOU/LI     Datum: EA=2.89(1) eV LPES p:9

Triplet neutral state is 1.32 eV higher.

++++++++++++++++++++++++++++++++

2,5-(PhCH2)2C70

C84H14  mw:1022.11 Anion CAS: Z-263566-55-8 fg:116 cnt:8899

----

16HOU/LI     Datum: EA=2.82(1) eV LPES p:9

Triplet neutral state is 1.33 eV higher.

++++++++++++++++++++++++++++++++

7,23-(PhCH2)2C70

C84H14  mw:1022.11 Anion CAS: N-1446147-29-0 fg:116 cnt:8903

----

16HOU/LI     Datum: EA=2.77(1) eV LPES p:9

Triplet neutral state is 1.32 eV higher.

++++++++++++++++++++++++++++++++

(anthracene)6-.

C84H60  mw:1068.47 fg:304 cnt:7375

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.24(2) eV LPES p:8

DaffH(AH)=  1.4/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.37(2) eV.

----

03SON/LEE    Datum: EA=1.33(3) eV LPES p:8

DaffH(AH)=  3.5/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(phenanthrene)6-.

C84H60  mw:1068.47 fg:304 cnt:8752

HOF(solv)=  48.3/0.6 neut 08ROU/TEM

----

13LEE/KIM    Datum: EA=0.82(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(biphenyl)7-.

C84H70  mw:1078.55 fg:300 cnt:6731

HOF(solv)=  43.1/0.8 neut 08ROU/TEM

----

05MIT/MAT2   Datum: EA=0.78(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(acenaphthene)7-.

C84H70  mw:1078.55 fg:304 cnt:7961

HOF(solv)=  37.5/0.7 neut 08ROU/TEM

----

08AND/MIT    Datum: EA=0.42(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)21..I-

C84H168IO21  mw:1640.11 fg:484 cnt:8400

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.69(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C86-

C86  mw:1032.00 Anion CAS: Z-161515-37-3 fg:2 cnt:3145

----

96BOL/DAS #  Datum: EA=3.2635(700) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

----

93BOL/SID    Datum: EA=>3. eV IMRB p:7

Lower limit. Observed, but not enough neutral pressure to quantitate.

++++++++++++++++++++++++++++++++

C88-

C88  mw:1056.00 Anion CAS: Z-161515-38-4 fg:2 cnt:11302

----

96BOL/DAS #  Datum: EA=3.2335(600) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

(THF)22..I-

C88H176IO22  mw:1712.17 fg:484 cnt:8401

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.70(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)88-.

C88H352O88  mw:2818.31 fg:100 cnt:9105

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.19(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C90-

C90  mw:1080.00 Anion CAS: Z-161515-39-5 fg:2 cnt:3146

----

96BOL/DAS #  Datum: EA=3.3035(700) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

----

93BOL/SID    Datum: EA=>3. eV IMRB p:7

Lower limit. Observed, but not enough neutral pressure to quantitate.

++++++++++++++++++++++++++++++++

(p-terphenyl)5-.

C90H70  mw:1150.55 fg:303 cnt:7046

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.00(1) eV LPES p:8

DaffH(AH)=  3.7/0.3 dEA

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)5-.

C90H70  mw:1150.55 fg:303 cnt:7083

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.66(2) eV LPES p:8

DaffH(AH)=  1.4/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)5-.

C90H70  mw:1150.55 fg:303 cnt:7120

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.74(3) eV LPES p:8

DaffH(AH)=  3.0/1.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)6-.

C90H72  mw:1152.56 fg:303 cnt:7394

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.18(2) eV LPES p:8

DaffH(AH)=  0.7/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.30(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)6-.

C90H72  mw:1152.56 fg:304 cnt:7413

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.32(2) eV LPES p:8

DaffH(AH)=  3.2/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.30(2) eV.

++++++++++++++++++++++++++++++++

(azulene)9-.

C90H72  mw:1152.56 fg:304 cnt:7956

HOF(solv)=  69.1/0.8 neut 94PED/   

----

08AND/MIT    Datum: EA=1.87(5) eV LPES p:7

DaffH(AH)=  0.9/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(naphthalene)9-.

C90H72  mw:1152.56 fg:304 cnt:7966

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

08AND/MIT    Datum: EA=0.79(5) eV LPES p:7

DaffH(AH)=  1.4/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCN)45..I-

C90H135IN45  mw:1973.10 fg:484 cnt:4260

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.129(124) eV LPES p:7

++++++++++++++++++++++++++++++++

C92-

C92  mw:1104.00 Anion CAS: Z-161515-40-8 fg:2 cnt:3147

----

96BOL/DAS #  Datum: EA=3.2335(700) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

----

93BOL/SID    Datum: EA=>3. eV IMRB p:7

Lower limit. Observed, but not enough neutral pressure to quantitate.

++++++++++++++++++++++++++++++++

(THF)23..I-

C92H184IO23  mw:1784.23 fg:484 cnt:8402

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.70(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C94-

C94  mw:1128.00 Anion CAS: Z-161515-41-9 fg:2 cnt:11303

----

96BOL/DAS #  Datum: EA=3.2435(700) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

C96-

C96  mw:1152.00 Anion CAS: Z-148195-43-1 fg:2 cnt:11304

----

96BOL/DAS #  Datum: EA=3.3135(700) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

(pyrene)6-.

C96H60  mw:1212.47 fg:304 cnt:9801

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=0.90(10) eV LPES p:7

DaffH(AH)=  0.7/3.3 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(acenaphthene)8-.

C96H80  mw:1232.63 fg:304 cnt:7962

HOF(solv)=  37.5/0.7 neut 08ROU/TEM

----

08AND/MIT    Datum: EA=0.58(5) eV LPES p:7

DaffH(AH)=  3.7/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Cd8Se(SePh)16=

C96H80Cd8Se17  mw:3502.43 Anion CAS: Z-128842-90-0 fg:24 cnt:8358

----

12MAT/EIC    Datum: EA=3.01(7) eV LPES p:8

Vertical Detachment Energy:3.29(7) eV.

++++++++++++++++++++++++++++++++

(THF)24..I-

C96H192IO24  mw:1856.29 fg:484 cnt:8403

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.70(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C98-

C98  mw:1176.00 Anion CAS: Z-178966-66-0 fg:2 cnt:11305

----

96BOL/DAS #  Datum: EA=3.2935(700) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

(anthracene)7-.

C98H70  mw:1246.55 fg:304 cnt:7376

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.24(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.38(2) eV.

----

03SON/LEE    Datum: EA=1.37(3) eV LPES p:8

DaffH(AH)=  3.0/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(phenanthrene)7-.

C98H70  mw:1246.55 fg:304 cnt:8753

HOF(solv)=  48.3/0.6 neut 08ROU/TEM

----

13LEE/KIM    Datum: EA=0.89(4) eV LPES p:8

DaffH(AH)=  1.6/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

gramicidin A(M-2H)=

C99H138N20O17  mw:1879.06 Anion CAS: A-1405-97-6 fg:36 cnt:7432

----

08MAT/JOL    Datum: EA=2.35(15) eV LPES p:8

HCO-VGALAVVVWLWLWLW-NHCH2CH2OH. Coulomb barrier estimated as 0.50(15) eV.

++++++++++++++++++++++++++++++++

C100-

C100  mw:1200.00 Anion CAS: Z-178966-67-1 fg:116 cnt:11306

----

96BOL/DAS #  Datum: EA=3.3535(700) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

(azulene)10-.

C100H80  mw:1280.63 fg:304 cnt:7957

HOF(solv)=  69.1/0.8 neut 94PED/   

----

08AND/MIT    Datum: EA=1.90(5) eV LPES p:7

DaffH(AH)=  0.7/1.6 dEA

The stated EA is the Vertical Detachment Energy. For n up to 100, -Vertical Detachment Energy = 3.21 - 2.77*n(-1/3).

++++++++++++++++++++++++++++++++

(naphthalene)10-.

C100H80  mw:1280.63 fg:304 cnt:7967

HOF(solv)=  36.0/0.4 neut 08ROU/TEM

----

08AND/MIT    Datum: EA=0.85(5) eV LPES p:7

DaffH(AH)=  1.4/1.6 dEA

The stated EA is the Vertical Detachment Energy. For n up to 60, -Vertical Detachment Energy = 2.12 - 2.84*n(-1/3).

++++++++++++++++++++++++++++++++

(MeCN)50..I-

C100H150IN50  mw:2178.23 fg:484 cnt:4261

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.239(137) eV LPES p:7

++++++++++++++++++++++++++++++++

(MeCN)50-.

C100H150N50  mw:2051.33 fg:100 cnt:8921

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.80(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)25..I-

C100H200IO25  mw:1928.34 fg:484 cnt:8404

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.70(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C102-

C102  mw:1224.00 Anion CAS: Z-178966-68-2 fg:116 cnt:11307

----

96BOL/DAS #  Datum: EA=3.4135(1000) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

C104-

C104  mw:1248.00 Anion CAS: Z-178966-69-3 fg:116 cnt:11308

----

96BOL/DAS #  Datum: EA=3.4535(1000) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

(THF)26..I-

C104H208IO26  mw:2000.40 fg:484 cnt:8405

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.72(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)7-.

C105H84  mw:1344.66 fg:303 cnt:7395

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.21(2) eV LPES p:8

DaffH(AH)=  0.7/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.37(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)7-.

C105H84  mw:1344.66 fg:304 cnt:7414

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.36(2) eV LPES p:8

DaffH(AH)=  0.9/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.37(2) eV.

++++++++++++++++++++++++++++++++

(MeOH)105-.

C105H420O105  mw:3362.75 fg:100 cnt:9106

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.22(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

C106-

C106  mw:1272.00 Anion CAS: Z-178966-70-6 fg:116 cnt:11309

----

96BOL/DAS #  Datum: EA=3.4235(1000) eV IMRE p:8

Reanchored to electron affinity of C60 in 14HUA/DAU.

++++++++++++++++++++++++++++++++

(p-terphenyl)6-.

C108H84  mw:1380.66 fg:303 cnt:7047

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.05(1) eV LPES p:8

DaffH(AH)=  1.2/0.3 dEA

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)6-.

C108H84  mw:1380.66 fg:303 cnt:7084

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.77(1) eV LPES p:8

DaffH(AH)=  2.5/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)6-.

C108H84  mw:1380.66 fg:303 cnt:7121

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.84(3) eV LPES p:8

DaffH(AH)=  2.3/1.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(acenaphthene)9-.

C108H90  mw:1386.70 fg:304 cnt:7963

HOF(solv)=  37.5/0.7 neut 08ROU/TEM

----

08AND/MIT    Datum: EA=0.64(5) eV LPES p:7

DaffH(AH)=  1.4/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)27..I-

C108H216IO27  mw:2072.46 fg:484 cnt:8406

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.72(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCN)55..I-

C110H165IN55  mw:2383.36 fg:484 cnt:4262

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

96MAR/PER    Datum: EA=6.269(152) eV LPES p:7

++++++++++++++++++++++++++++++++

(pyrene)7-.

C112H70  mw:1414.55 fg:304 cnt:9802

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.00(10) eV LPES p:7

DaffH(AH)=  2.3/3.3 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(anthracene)8-.

C112H80  mw:1424.63 fg:304 cnt:7377

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.27(2) eV LPES p:8

DaffH(AH)=  0.7/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

03SON/LEE    Datum: EA=1.41(3) eV LPES p:8

DaffH(AH)=  3.9/0.8 dEA

The stated EA is the Vertical Detachment Energy. There is a 2nd isomer with Vertical Detachment Energy=1.27 eV.

++++++++++++++++++++++++++++++++

(phenanthrene)8-.

C112H80  mw:1424.63 fg:304 cnt:8754

HOF(solv)=  48.3/0.6 neut 08ROU/TEM

----

13LEE/KIM    Datum: EA=0.97(4) eV LPES p:8

DaffH(AH)=  1.8/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)28..I-

C112H224IO28  mw:2144.51 fg:484 cnt:8407

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.73(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)29..I-

C116H232IO29  mw:2216.57 fg:484 cnt:8408

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.74(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(C59N)2=

C118N2  mw:1444.01 Anion CAS: Z-320401-16-9 fg:16 cnt:9069

----

17ZHU/HAS    Datum: EA=1.20(5) eV LPES p:8

++++++++++++++++++++++++++++++++

C120O=

C120O  mw:1456.00 Anion CAS: Z-174176-84-2 fg:16 cnt:7020

----

08WAN/MAT    Datum: EA=1.02(3) eV LPES p:9

Structure thought to be two C60 fullerenes fused by a furan ring. Coulomb barrier ca. 0.8 eV.

----

08WAN/MAT    Datum: EA=1.54(5) eV LPES p:8

C-C bond cleaved isomer: -C60-O-C60-.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)8-.

C120H96  mw:1536.75 fg:303 cnt:7396

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.20(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)8-.

C120H96  mw:1536.75 fg:304 cnt:7415

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.43(2) eV LPES p:8

DaffH(AH)=  1.6/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.37(2) eV.

++++++++++++++++++++++++++++++++

(acenaphthene)10-.

C120H100  mw:1540.78 fg:304 cnt:7964

HOF(solv)=  37.5/0.7 neut 08ROU/TEM

----

08AND/MIT    Datum: EA=0.70(5) eV LPES p:7

DaffH(AH)=  1.4/1.6 dEA

The stated EA is the Vertical Detachment Energy. For n up to 55, -Vertical Detachment Energy = 1.89 - 2.60*n(-1/3).

++++++++++++++++++++++++++++++++

Au@Ag16(SC6H4-ptBu)12(-3)

C120H156Ag16AuS12  mw:3888.34 fg:24 cnt:11796

----

23NAK/ITO    Datum: EA=0.29(2) eV eV LPES p:8

The reverse Coulomb barrier is ca. 2.8 eV.

++++++++++++++++++++++++++++++++

Ag@Ag16(SC6H4-ptBu)12(-3)

C120H156Ag17S12  mw:3798.27 fg:24 cnt:11795

----

23NAK/ITO    Datum: EA=0.23(4) eV eV LPES p:8

The reverse Coulomb barrier is ca. 2.8 eV.

++++++++++++++++++++++++++++++++

(MeCN)60-.

C120H180N60  mw:2461.59 fg:100 cnt:8922

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.90(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(THF)30..I-

C120H240IO30  mw:2288.63 fg:484 cnt:8409

HOF(solv)= -44.0/0.2  94PED/       

----

12YOU/AZA    Datum: EA=4.75(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)123-.

C123H492O123  mw:3939.22 fg:100 cnt:9107

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.25(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(anthracene)9-.

C126H90  mw:1602.70 fg:304 cnt:7378

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.40(2) eV LPES p:8

DaffH(AH)=  3.0/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

03SON/LEE    Datum: EA=1.44(3) eV LPES p:8

DaffH(AH)=  3.9/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(p-terphenyl)7-.

C126H98  mw:1610.77 fg:303 cnt:7048

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.04(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)7-.

C126H98  mw:1610.77 fg:303 cnt:7085

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.85(1) eV LPES p:8

DaffH(AH)=  1.8/0.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)7-.

C126H98  mw:1610.77 fg:303 cnt:7122

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.83(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(pyrene)8-.

C128H80  mw:1616.63 fg:304 cnt:9803

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.05(10) eV LPES p:7

DaffH(AH)=  1.2/3.3 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)9-.

C135H108  mw:1728.85 fg:303 cnt:7397

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.37(2) eV LPES p:8

DaffH(AH)=  3.9/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)9-.

C135H108  mw:1728.85 fg:304 cnt:7416

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.48(2) eV LPES p:8

DaffH(AH)=  1.2/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.37(2) eV.

++++++++++++++++++++++++++++++++

(anthracene)10-.

C140H100  mw:1780.78 fg:304 cnt:7379

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.33(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

03SON/LEE    Datum: EA=1.47(3) eV LPES p:8

DaffH(AH)=  1.6/0.8 dEA

The stated EA is the Vertical Detachment Energy. There is a 2nd isomer with Vertical Detachment Energy=1.33 eV.

++++++++++++++++++++++++++++++++

(MeCN)70-.

C140H210N70  mw:2871.86 fg:100 cnt:8923

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=0.95(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)143-.

C143H572O143  mw:4579.75 fg:100 cnt:9108

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.27(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy=2.17(4) eV.

++++++++++++++++++++++++++++++++

(pyrene)9-.

C144H90  mw:1818.70 fg:304 cnt:9804

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.10(10) eV LPES p:7

DaffH(AH)=  1.2/3.3 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(p-terphenyl)8-.

C144H112  mw:1840.88 fg:303 cnt:7049

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.09(1) eV LPES p:8

DaffH(AH)=  1.2/0.3 dEA

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)8-.

C144H112  mw:1840.88 fg:303 cnt:7086

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.94(1) eV LPES p:8

DaffH(AH)=  2.1/0.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)8-.

C144H112  mw:1840.88 fg:303 cnt:7123

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.91(4) eV LPES p:8

DaffH(AH)=  1.8/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

AuAg24(S-2,4-diMePh)18-

C144H162Ag24AuS18  mw:5229.45 Anion CAS: Z-1840946-50-0 fg:24 cnt:11546

----

22ITO/TAS    Datum: EA=4.00(6) eV LPES p:8

----

19KIM/HIR    Datum: EA=2.08(2) eV LPES p:6

22ITO/TAS says this value is too low, due to photodetachament from photoexcited states.

++++++++++++++++++++++++++++++++

PdAg24((S-2,4-diMePh)18=

C144H162Ag24PdS18  mw:5138.39 Anion CAS: Z-1840946-40-8 fg:24 cnt:11547

----

22ITO/TAS    Datum: EA=2.00(6) eV LPES p:8

----

19KIM/HIR    Datum: EA=0.61(4) eV LPES p:6

Reverse Coulomb barrier ca. 1.1 eV. 22ITO/TAS says this value is too low, due to photodetachament from photoexcited states.

++++++++++++++++++++++++++++++++

PtAg24((S-2,4-diMePh)18=

C144H162Ag24PtS18  mw:5227.45 Anion CAS: N-2032305-10-3 fg:24 cnt:11548

----

22ITO/TAS    Datum: EA=2.08(6) eV LPES p:8

----

19KIM/HIR    Datum: EA=0.60(4) eV LPES p:6

Reverse Coulomb barrier ca. 1.1 eV. 22ITO/TAS says this value is too low, due to photodetachament from photoexcited states.

++++++++++++++++++++++++++++++++

Ag25(S-2,4-diMePh)18-

C144H162Ag25S18  mw:5139.39 Anion CAS: Z-1808274-10-3 fg:24 cnt:9924

----

22ITO/TAS    Datum: EA=3.97(6) eV LPES p:8

----

19HIR/KIM    Datum: EA=2.01(2) eV LPES p:6

22ITO/TAS says this value is too low, due to photodetachament from photoexcited states.

++++++++++++++++++++++++++++++++

Au25(SCH2CH2Ph)18-

C144H162Au25S18  mw:7390.93 Anion CAS: Z-1017968-57-8 fg:24 cnt:9923

----

22ITO/TAS    Datum: EA=3.45(6) eV LPES p:8

----

19HIR/KIM    Datum: EA=2.36(1) eV LPES p:6

22ITO/TAS says this value is too low, due to photodetachament from photoexcited states.

++++++++++++++++++++++++++++++++

PtAu24(S-nC8H18)18-

C144H324Au24PtS18  mw:7552.19 fg:214 cnt:11809

----

24TAS/SUY    Datum: EA=3.34(3) eV LPES p:8

++++++++++++++++++++++++++++++++

PtAu24(S-nC8H18)18=

C144H324Au24PtS18  mw:7552.20 fg:214 cnt:11813

----

24TAS/SUY    Datum: EA=1.32(3) eV LPES p:8

Reverse Coulomb Barrier: ca. 1.2 eV.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)10-.

C150H120  mw:1920.94 fg:303 cnt:7398

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.28(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)10-.

C150H120  mw:1920.94 fg:304 cnt:7417

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.49(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.37(2) eV.

++++++++++++++++++++++++++++++++

(anthracene)11-.

C154H110  mw:1958.86 fg:304 cnt:7380

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.32(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.47(2) eV.

----

03SON/LEE    Datum: EA=1.50(3) eV LPES p:8

DaffH(AH)=  3.9/0.8 dEA

The stated EA is the Vertical Detachment Energy. There is a 2nd isomer with Vertical Detachment Energy=1.36 eV.

++++++++++++++++++++++++++++++++

(pyrene)10-.

C160H100  mw:2020.78 fg:304 cnt:9805

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.20(10) eV LPES p:7

DaffH(AH)=  2.3/3.3 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(MeCN)80-.

C160H240N80  mw:3282.12 fg:100 cnt:8924

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=1.00(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(p-terphenyl)9-.

C162H126  mw:2070.99 fg:303 cnt:7050

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.05(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)9-.

C162H126  mw:2070.99 fg:303 cnt:7087

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.00(2) eV LPES p:8

DaffH(AH)=  1.4/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)9-.

C162H126  mw:2070.99 fg:303 cnt:7124

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=0.98(4) eV LPES p:8

DaffH(AH)=  1.6/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)11-.

C165H132  mw:2113.03 fg:303 cnt:7399

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.29(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.44(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)11-.

C165H132  mw:2113.03 fg:304 cnt:7418

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.52(2) eV LPES p:8

DaffH(AH)=  0.7/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.44(2) eV.

++++++++++++++++++++++++++++++++

(MeOH)165-.

C165H660O165  mw:5284.33 fg:100 cnt:9109

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.29(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy=2.19(4)do cleanup eV.

++++++++++++++++++++++++++++++++

(anthracene)12-.

C168H120  mw:2136.94 fg:304 cnt:7381

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.34(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.54(2) eV.

----

03SON/LEE    Datum: EA=1.53(3) eV LPES p:8

DaffH(AH)=  4.8/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Cd17Se4(SPh)28=

C168H140Cd17S28Se4  mw:5308.34 Anion CAS: Z-1382653-93-1 fg:24 cnt:8360

----

12MAT/EIC    Datum: EA=3.60(10) eV LPES p:8

Vertical Detachment Energy:4.00(10) eV.

++++++++++++++++++++++++++++++++

Cd17S4(SPh)28=

C168H140Cd17S32  mw:5116.56 Anion CAS: Z-115288-25-0 fg:24 cnt:8361

----

12MAT/EIC    Datum: EA=3.63(10) eV LPES p:8

Vertical Detachment Energy:4.03(10) eV.

++++++++++++++++++++++++++++++++

Cd17Se4(SePh)28=

C168H140Cd17Se32  mw:6650.78 Anion CAS: Z-1078711-76-8 fg:24 cnt:8359

----

12MAT/EIC    Datum: EA=3.51(10) eV LPES p:8

Vertical Detachment Energy:3.88(10) eV.

++++++++++++++++++++++++++++++++

PdAu24(CC-3,5-diCF3-Ph)12(CCPh)6=

C168H166Au24F62Pd  mw:8194.30 fg:24 cnt:11555

----

21ITO/KOY    Datum: EA=1.68(6) eV LPES p:8

Vertical Detachment Energy:2.06(6) eV.

++++++++++++++++++++++++++++++++

PdAu24(CC-3,5-diCF3-Ph)13(CCPh)5=

C170H164Au24F78Pd  mw:8520.26 fg:24 cnt:11554

----

21ITO/KOY    Datum: EA=1.76(6) eV LPES p:8

Vertical Detachment Energy:2.10(6) eV.

++++++++++++++++++++++++++++++++

PdAu24(CC-3,5-diCF3-Ph)14(CCPh)4=

C172H162Au24F84Pd  mw:8656.24 fg:24 cnt:11553

----

21ITO/KOY    Datum: EA=1.86(6) eV LPES p:8

Vertical Detachment Energy:2.16(6) eV.

++++++++++++++++++++++++++++++++

PdAu24(CC-3,5-diCF3-Ph)15(CCPh)3=

C174H160Au24F90Pd  mw:8792.21 fg:24 cnt:11552

----

21ITO/KOY    Datum: EA=1.96(6) eV LPES p:8

Vertical Detachment Energy:2.24(6) eV.

++++++++++++++++++++++++++++++++

(pyrene)11-.

C176H110  mw:2222.86 fg:304 cnt:9806

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.15(10) eV LPES p:7

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

PdAu24(CC-3,5-diCF3-Ph)16(CCPh)2=

C176H158Au24F96Pd  mw:8928.18 fg:24 cnt:11551

----

21ITO/KOY    Datum: EA=2.02(6) eV LPES p:8

Vertical Detachment Energy:2.30(6) eV.

++++++++++++++++++++++++++++++++

PdAu24(CC-3,5-diCF3-Ph)17(CCPh)=

C178H156Au24F102Pd  mw:9064.16 fg:24 cnt:11550

----

21ITO/KOY    Datum: EA=2.08(6) eV LPES p:8

Vertical Detachment Energy:2.38(6) eV.

++++++++++++++++++++++++++++++++

Ag44(S-3,4-F2C6H3)30(-4)

C180H90Ag44F60S30  mw:9053.60 Anion CAS: Z-1620132-31-1 fg:24 cnt:10896

----

20TAS/NAK    Datum: EA=-0.55(5) eV LPES p:8

Reverse Coulomb Barrier: 2.7 eV.

++++++++++++++++++++++++++++++++

(p-terphenyl)10-.

C180H140  mw:2301.10 fg:303 cnt:7051

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.11(1) eV LPES p:8

DaffH(AH)=  1.4/0.3 dEA

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)10-.

C180H140  mw:2301.10 fg:303 cnt:7088

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.01(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)10-.

C180H140  mw:2301.10 fg:303 cnt:7125

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.00(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)12-.

C180H144  mw:2305.13 fg:303 cnt:7400

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.28(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.50(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)12-.

C180H144  mw:2305.13 fg:304 cnt:7419

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.53(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.50(2) eV.

++++++++++++++++++++++++++++++++

PdAu24(CC-3,5-diCF3-Ph)18=

C180H154Au24F108Pd  mw:9200.13 fg:24 cnt:11549

----

22ITO/TAS    Datum: EA=3.20(6) eV LPES p:8

----

21ITO/KOY    Datum: EA=2.15(6) eV LPES p:6

Vertical Detachment Energy:2.49(6) eV. 22ITO/TAS says this value is too low, due to photodetachament from photoexcited states.

++++++++++++++++++++++++++++++++

(MeCN)90-.

C180H270N90  mw:3692.39 fg:100 cnt:8925

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=1.00(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(anthracene)13-.

C182H130  mw:2315.02 fg:304 cnt:7382

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.35(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.53(2) eV.

----

03SON/LEE    Datum: EA=1.56(3) eV LPES p:8

DaffH(AH)=  5.1/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(pyrene)12-.

C192H120  mw:2424.94 fg:304 cnt:9807

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.20(10) eV LPES p:7

DaffH(AH)=  1.2/3.3 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

PdAu37(SCH2CH2Ph)24-

C192H216Au37PdS24  mw:10682.7 Anion CAS: N-1353577-25-9 fg:24 cnt:11791

----

22ITO/ITO    Datum: EA=3.8(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

PtAu37(SCH2CH2Ph)24-

C192H216Au37PtS24  mw:10771.7 fg:24 cnt:11792

----

22ITO/ITO    Datum: EA=3.8(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)13-.

C195H156  mw:2497.22 fg:303 cnt:7401

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.30(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.48(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)13-.

C195H156  mw:2497.22 fg:304 cnt:7420

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.55(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.48(2) eV.

++++++++++++++++++++++++++++++++

(anthracene)14-.

C196H140  mw:2493.10 fg:304 cnt:7383

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.35(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.56(2) eV.

----

03SON/LEE    Datum: EA=1.58(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(p-terphenyl)11-.

C198H154  mw:2531.21 fg:303 cnt:7052

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.11(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)11-.

C198H154  mw:2531.21 fg:303 cnt:7089

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.06(3) eV LPES p:8

DaffH(AH)=  1.2/1.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)11-.

C198H154  mw:2531.21 fg:303 cnt:7126

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.09(4) eV LPES p:8

DaffH(AH)=  2.1/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeCN)100-.

C200H300N100  mw:4102.65 fg:100 cnt:8926

HOF(solv)=  18.0/0.2 neut 83AN_/MAN

----

07MIT/NAK    Datum: EA=1.10(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(pyrene)13-.

C208H130  mw:2627.02 fg:304 cnt:9808

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.25(10) eV LPES p:7

DaffH(AH)=  1.2/3.3 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(anthracene)15-.

C210H150  mw:2671.17 fg:304 cnt:7384

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.35(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.58(2) eV.

----

03SON/LEE    Datum: EA=1.60(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)14-.

C210H168  mw:2689.32 fg:303 cnt:7402

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.28(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.50(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)14-.

C210H168  mw:2689.32 fg:304 cnt:7421

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.56(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.50(2) eV.

++++++++++++++++++++++++++++++++

(MeOH)211-.

C211H844O211  mw:6757.53 fg:100 cnt:9110

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.33(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy=2.22(4) eV.

++++++++++++++++++++++++++++++++

(p-terphenyl)12-.

C216H168  mw:2761.32 fg:303 cnt:7053

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.13(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)12-.

C216H168  mw:2761.32 fg:303 cnt:7090

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.08(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)12-.

C216H168  mw:2761.32 fg:303 cnt:7127

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.11(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Au25[SC12H25]18-

C216H450Au18S18  mw:7166.42 Anion CAS: Z-1219716-64-9 fg:24 cnt:9028

----

17HIR/YAM    Datum: EA=2.2(1) eV LPES p:8

++++++++++++++++++++++++++++++++

PtAu24(S-nC12H26)18-

C216H468Au24PtS18  mw:8561.32 fg:214 cnt:11810

----

24TAS/SUY    Datum: EA=3.42(3) eV LPES p:8

++++++++++++++++++++++++++++++++

PtAu24(S-nC12H26)18=

C216H468Au24PtS18  mw:8561.32 fg:214 cnt:11814

----

24TAS/SUY    Datum: EA=1.47(3) eV LPES p:8

Reverse Coulomb Barrier: ca. 1.1 eV.

++++++++++++++++++++++++++++++++

(pyrene)14-.

C224H140  mw:2829.10 fg:304 cnt:9809

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.30(10) eV LPES p:7

DaffH(AH)=  1.2/3.3 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(anthracene)16-.

C224H160  mw:2849.25 fg:304 cnt:7385

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.35(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.59(2) eV.

----

03SON/LEE    Datum: EA=1.62(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)15-.

C225H180  mw:2881.41 fg:303 cnt:7403

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.31(2) eV LPES p:8

DaffH(AH)=  0.7/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.51(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)15-.

C225H180  mw:2881.41 fg:304 cnt:7422

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.57(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.51(2) eV.

++++++++++++++++++++++++++++++++

(toluene)33-.

C231H264  mw:3038.07 fg:100 cnt:6165

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.470(26) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)13-.

C234H182  mw:2991.43 fg:303 cnt:7054

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.15(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)13-.

C234H182  mw:2991.43 fg:303 cnt:7091

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.10(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)13-.

C234H182  mw:2991.43 fg:303 cnt:7128

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.12(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)237-.

C237H948O237  mw:7590.21 fg:100 cnt:9111

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.34(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy=2.24(4) eV.

++++++++++++++++++++++++++++++++

(anthracene)17-.

C238H170  mw:3027.33 fg:304 cnt:7386

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.35(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.59(2) eV.

++++++++++++++++++++++++++++++++

(pyrene)15-.

C240H150  mw:3031.17 fg:304 cnt:9810

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.30(10) eV LPES p:7

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)16-.

C240H192  mw:3073.50 fg:303 cnt:7404

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.31(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.53(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)16-.

C240H192  mw:3073.50 fg:304 cnt:7423

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.59(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.53(2) eV.

++++++++++++++++++++++++++++++++

(anthracene)18-.

C252H180  mw:3205.41 fg:304 cnt:7387

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.35(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.63(2) eV.

++++++++++++++++++++++++++++++++

(p-terphenyl)14-.

C252H196  mw:3221.53 fg:303 cnt:7055

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.17(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)14-.

C252H196  mw:3221.53 fg:303 cnt:7092

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.12(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)14-.

C252H196  mw:3221.53 fg:303 cnt:7129

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.18(5) eV LPES p:8

DaffH(AH)=  1.4/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)17-.

C255H204  mw:3265.60 fg:303 cnt:7405

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.34(2) eV LPES p:8

DaffH(AH)=  0.7/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.57(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)17-.

C255H204  mw:3265.60 fg:304 cnt:7424

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.60(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.57(2) eV.

++++++++++++++++++++++++++++++++

(pyrene)16-.

C256H160  mw:3233.25 fg:304 cnt:9811

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.35(10) eV LPES p:7

DaffH(AH)=  1.2/3.3 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(MeOH)265-.

C265H1060O265  mw:8486.95 fg:100 cnt:9112

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.35(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy=2.25(4) eV.

++++++++++++++++++++++++++++++++

(anthracene)19-.

C266H190  mw:3383.49 fg:304 cnt:7388

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.35(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.62(2) eV.

++++++++++++++++++++++++++++++++

(p-terphenyl)15-.

C270H210  mw:3451.64 fg:303 cnt:7056

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.17(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)15-.

C270H210  mw:3451.64 fg:303 cnt:7093

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.14(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)15-.

C270H210  mw:3451.64 fg:303 cnt:7130

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.22(6) eV LPES p:8

DaffH(AH)=  0.9/1.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)18-.

C270H216  mw:3457.69 fg:303 cnt:7406

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.32(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.58(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)18-.

C270H216  mw:3457.69 fg:304 cnt:7425

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.62(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.58(2) eV.

++++++++++++++++++++++++++++++++

(pyrene)17-.

C272H170  mw:3435.33 fg:304 cnt:9812

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.35(10) eV LPES p:7

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(toluene)39-.

C273H312  mw:3590.44 fg:100 cnt:6166

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.485(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(anthracene)20-.

C280H200  mw:3561.57 fg:304 cnt:7389

HOF(solv)=  54.8/0.7 neut 08ROU/TEM

----

07AND/MIT    Datum: EA=1.35(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.65(2) eV.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)19-.

C285H228  mw:3649.78 fg:303 cnt:7407

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.32(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.59(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)19-.

C285H228  mw:3649.78 fg:304 cnt:7426

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.64(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.59(2) eV.

++++++++++++++++++++++++++++++++

(pyrene)18-.

C288H180  mw:3637.41 fg:304 cnt:9813

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.40(10) eV LPES p:7

DaffH(AH)=  1.2/3.3 dEA

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(p-terphenyl)16-.

C288H224  mw:3681.75 fg:303 cnt:7057

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.32(2) eV LPES p:8

DaffH(AH)=  3.5/0.7 dEA

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)16-.

C288H224  mw:3681.75 fg:303 cnt:7094

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.19(3) eV LPES p:8

DaffH(AH)=  1.2/1.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)16-.

C288H224  mw:3681.75 fg:303 cnt:7131

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.24(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

PtAu24(S-nC16H34)18-

C288H612Au24PtS18  mw:9570.45 fg:214 cnt:11811

----

24TAS/SUY    Datum: EA=3.42(3) eV LPES p:8

++++++++++++++++++++++++++++++++

PtAu24(S-nC16H34)18=

C288H612Au24PtS18  mw:9570.45 fg:214 cnt:11815

----

24TAS/SUY    Datum: EA=1.59(3) eV LPES p:8

Reverse Coulomb Barrier: ca. 1.1 eV.

++++++++++++++++++++++++++++++++

(MeOH)293-.

C293H1172O293  mw:9383.68 fg:100 cnt:9113

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.37(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy=2.26(4) eV.

++++++++++++++++++++++++++++++++

(2-Me-anthracene)20-.

C300H240  mw:3841.88 fg:303 cnt:7408

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.34(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Second isomer at 1.62(2) eV.

++++++++++++++++++++++++++++++++

(1-Me-anthracene)20-.

C300H240  mw:3841.88 fg:304 cnt:7427

HOF(solv)=  44.2/1.0 GpAd 93SP     

----

07AND/MIT    Datum: EA=1.68(2) eV LPES p:8

DaffH(AH)=  0.9/0.7 dEA

The stated EA is the Vertical Detachment Energy. Second isomer at 1.62(2) eV.

++++++++++++++++++++++++++++++++

(pyrene)19-.

C304H190  mw:3839.49 fg:304 cnt:9814

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.40(10) eV LPES p:7

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(p-terphenyl)17-.

C306H238  mw:3911.86 fg:303 cnt:7058

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.17(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

----

08MIT/AND    Datum: EA=1.33(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)17-.

C306H238  mw:3911.86 fg:303 cnt:7095

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.19(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)17-.

C306H238  mw:3911.86 fg:303 cnt:7132

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.26(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(toluene)45-.

C315H360  mw:4142.82 fg:100 cnt:6167

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.505(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(benzene)53-.

C318H318  mw:4136.49 fg:100 cnt:6146

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.473(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(pyrene)20-.

C320H200  mw:4041.57 fg:304 cnt:9815

HOF(solv)=  53.9/0.6 neut 08ROU/TEM

----

04AND/KOK    Datum: EA=1.40(10) eV LPES p:7

Assigned by JEB per the Figures in the article.

++++++++++++++++++++++++++++++++

(MeOH)323-.

C323H1292O323  mw:10344.5 fg:100 cnt:9114

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.38(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy=2.27(4) eV.

++++++++++++++++++++++++++++++++

(p-terphenyl)18-.

C324H252  mw:4141.97 fg:303 cnt:7059

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.33(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)18-.

C324H252  mw:4141.97 fg:303 cnt:7096

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.22(3) eV LPES p:8

DaffH(AH)=  0.7/1.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)18-.

C324H252  mw:4141.97 fg:303 cnt:7133

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.30(6) eV LPES p:8

DaffH(AH)=  0.9/2.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)56-.

C336H336  mw:4370.63 fg:100 cnt:6147

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.483(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)19-.

C342H266  mw:4372.08 fg:303 cnt:7060

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.34(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)19-.

C342H266  mw:4372.08 fg:303 cnt:7097

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.23(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)19-.

C342H266  mw:4372.08 fg:303 cnt:7134

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.32(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)59-.

C354H354  mw:4604.77 fg:100 cnt:6148

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.492(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(toluene)51-.

C357H408  mw:4695.19 fg:100 cnt:6168

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.523(17) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)20-.

C360H280  mw:4602.19 fg:303 cnt:7061

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.33(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)20-.

C360H280  mw:4602.19 fg:303 cnt:7098

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.24(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)20-.

C360H280  mw:4602.19 fg:303 cnt:7135

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.35(6) eV LPES p:8

DaffH(AH)=  0.7/2.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)62-.

C372H372  mw:4838.91 fg:100 cnt:6149

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.496(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)21-.

C378H294  mw:4832.30 fg:303 cnt:7062

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.35(2) eV LPES p:8

DaffH(AH)=  0.5/0.7 dEA

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)21-.

C378H294  mw:4832.30 fg:303 cnt:7099

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.25(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)21-.

C378H294  mw:4832.30 fg:303 cnt:7136

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.35(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(MeOH)388-.

C388H1552O388  mw:12426.2 fg:100 cnt:9115

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.40(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy=2.29(4) eV.

++++++++++++++++++++++++++++++++

(benzene)65-.

C390H390  mw:5073.05 fg:100 cnt:6150

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.495(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)22-.

C396H308  mw:5062.41 fg:303 cnt:7063

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

----

08MIT/AND    Datum: EA=1.36(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)22-.

C396H308  mw:5062.41 fg:303 cnt:7100

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.26(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)22-.

C396H308  mw:5062.41 fg:303 cnt:7137

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.39(6) eV LPES p:8

DaffH(AH)=  0.9/2.0 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(toluene)57-.

C399H456  mw:5247.57 fg:100 cnt:6169

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.537(33) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(benzene)68-.

C408H408  mw:5307.19 fg:100 cnt:6151

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.498(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)23-.

C414H322  mw:5292.52 fg:303 cnt:7064

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.36(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)23-.

C414H322  mw:5292.52 fg:303 cnt:7101

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.26(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)23-.

C414H322  mw:5292.52 fg:303 cnt:7138

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.41(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)71-.

C426H426  mw:5541.33 fg:100 cnt:6152

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.500(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)24-.

C432H336  mw:5522.63 fg:303 cnt:7065

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

----

08MIT/AND    Datum: EA=1.35(2) eV LPES p:8

DaffH(AH)=  4.2/0.8 dEA

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)24-.

C432H336  mw:5522.63 fg:303 cnt:7102

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.29(4) eV LPES p:8

DaffH(AH)=  0.7/1.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)24-.

C432H336  mw:5522.63 fg:303 cnt:7139

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.41(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)73-.

C438H438  mw:5697.43 fg:100 cnt:6153

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.510(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(toluene)63-.

C441H504  mw:5799.94 fg:100 cnt:6170

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.548(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)25-.

C450H350  mw:5752.74 fg:303 cnt:7066

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.36(2) eV LPES p:8

DaffH(AH)=  4.4/0.8 dEA

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)25-.

C450H350  mw:5752.74 fg:303 cnt:7103

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.31(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)25-.

C450H350  mw:5752.74 fg:303 cnt:7140

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.43(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)76-.

C456H456  mw:5931.57 fg:100 cnt:6154

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.515(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(MeOH)459-.

C459H1836O459  mw:14700.0 fg:100 cnt:9116

HOF(solv)= -48.1/0.1 neut 94PED/   

----

06KAM/VER    Datum: EA=0.42(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy=2.31(4) eV.

++++++++++++++++++++++++++++++++

(p-terphenyl)26-.

C468H364  mw:5982.85 fg:303 cnt:7067

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

----

08MIT/AND    Datum: EA=1.38(2) eV LPES p:8

DaffH(AH)=  0.5/0.7 dEA

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)26-.

C468H364  mw:5982.85 fg:303 cnt:7104

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.32(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)26-.

C468H364  mw:5982.85 fg:303 cnt:7141

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.44(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)79-.

C474H474  mw:6165.71 fg:100 cnt:6155

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.520(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(toluene)69-.

C483H552  mw:6352.32 fg:100 cnt:6171

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.561(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)27-.

C486H378  mw:6212.96 fg:303 cnt:7068

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

----

08MIT/AND    Datum: EA=1.40(2) eV LPES p:8

DaffH(AH)=  0.5/0.7 dEA

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)27-.

C486H378  mw:6212.96 fg:303 cnt:7105

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.33(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)27-.

C486H378  mw:6212.96 fg:303 cnt:7142

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.46(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)82-.

C492H492  mw:6399.85 fg:100 cnt:6156

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.523(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)28-.

C504H392  mw:6443.07 fg:303 cnt:7069

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

----

08MIT/AND    Datum: EA=1.41(2) eV LPES p:8

DaffH(AH)=  5.5/0.8 dEA

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)28-.

C504H392  mw:6443.07 fg:303 cnt:7106

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.34(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)28-.

C504H392  mw:6443.07 fg:303 cnt:7143

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.45(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)85-.

C510H510  mw:6633.99 fg:100 cnt:6157

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.525(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)29-.

C522H406  mw:6673.18 fg:303 cnt:7070

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.40(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)29-.

C522H406  mw:6673.18 fg:303 cnt:7107

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.34(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)29-.

C522H406  mw:6673.18 fg:303 cnt:7144

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.45(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)87-.

C522H522  mw:6790.09 fg:100 cnt:6158

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.530(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(toluene)75-.

C525H600  mw:6904.70 fg:100 cnt:6172

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.569(34) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)30-.

C540H420  mw:6903.29 fg:303 cnt:7071

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.42(3) eV LPES p:8

DaffH(AH)=  0.5/0.8 dEA

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)30-.

C540H420  mw:6903.29 fg:303 cnt:7108

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.36(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)30-.

C540H420  mw:6903.29 fg:303 cnt:7145

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.46(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)91-.

C546H546  mw:7102.27 fg:100 cnt:6159

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.534(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(toluene)81-.

C567H648  mw:7457.07 fg:100 cnt:6173

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.575(31) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(benzene)95-.

C570H570  mw:7414.46 fg:100 cnt:6160

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.538(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(benzene)100-.

C600H600  mw:7804.70 fg:100 cnt:6161

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.541(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(toluene)87-.

C609H696  mw:8009.45 fg:100 cnt:6174

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.582(23) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)35-.

C630H490  mw:8053.84 fg:303 cnt:7072

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.44(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)35-.

C630H490  mw:8053.84 fg:303 cnt:7109

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.37(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)35-.

C630H490  mw:8053.84 fg:303 cnt:7146

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.48(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)106-.

C636H636  mw:8272.98 fg:100 cnt:6162

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.550(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(toluene)93-.

C651H744  mw:8561.82 fg:100 cnt:6175

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.592(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(benzene)112-.

C672H672  mw:8741.26 fg:100 cnt:6163

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.555(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(toluene)99-.

C693H792  mw:9114.20 fg:100 cnt:6176

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.605(16) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)40-.

C720H560  mw:9204.38 fg:303 cnt:7073

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.45(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)40-.

C720H560  mw:9204.38 fg:303 cnt:7110

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.40(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)40-.

C720H560  mw:9204.38 fg:303 cnt:7147

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.50(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(benzene)124-.

C744H744  mw:9677.82 fg:100 cnt:6164

HOF(solv)=  19.7/0.2 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.568(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(toluene)109-.

C763H872  mw:10034.8 fg:100 cnt:6177

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.609(24) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)50-.

C900H700  mw:11505.5 fg:303 cnt:7074

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.49(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

----

08MIT/AND    Datum: EA=1.17(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer A.

++++++++++++++++++++++++++++++++

(m-terphenyl)50-.

C900H700  mw:11505.5 fg:303 cnt:7111

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.41(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)50-.

C900H700  mw:11505.5 fg:303 cnt:7148

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.54(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(toluene)139-.

C973H1112  mw:12796.7 fg:100 cnt:6178

HOF(solv)=  12.1/0.1 neut 94PED/   

----

02MIT/NAK    Datum: EA=0.630(21) eV LPES p:8

The stated EA is the Vertical Detachment Energy. See also 01MIT/NAK.

++++++++++++++++++++++++++++++++

(p-terphenyl)60-.

C1080H840  mw:13806.6 fg:303 cnt:7075

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.50(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)60-.

C1080H840  mw:13806.6 fg:303 cnt:7112

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.44(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)60-.

C1080H840  mw:13806.6 fg:303 cnt:7149

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.56(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(p-terphenyl)70-.

C1260H980  mw:16107.7 fg:303 cnt:7076

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.52(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)70-.

C1260H980  mw:16107.7 fg:303 cnt:7113

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.45(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)70-.

C1260H980  mw:16107.7 fg:303 cnt:7150

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.56(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(p-terphenyl)80-.

C1440H1120  mw:18408.8 fg:303 cnt:7077

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.53(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)80-.

C1440H1120  mw:18408.8 fg:303 cnt:7114

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.44(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)80-.

C1440H1120  mw:18408.8 fg:303 cnt:7151

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.60(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(p-terphenyl)90-.

C1620H1260  mw:20709.9 fg:303 cnt:7078

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.54(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)90-.

C1620H1260  mw:20709.9 fg:303 cnt:7115

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.47(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)90-.

C1620H1260  mw:20709.9 fg:303 cnt:7152

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.61(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(p-terphenyl)100-.

C1800H1400  mw:23011.0 fg:303 cnt:7079

HOF(solv)=  68.0/0.9 neut 08ROU/TEM

----

08MIT/AND    Datum: EA=1.54(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer B.

++++++++++++++++++++++++++++++++

(m-terphenyl)100-.

C1800H1400  mw:23011.0 fg:303 cnt:7116

HOF(solv)=  66.9/0.9  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.48(4) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(o-terphenyl)100-.

C1800H1400  mw:23011.0 fg:303 cnt:7153

HOF(solv)=  67.6/0.8  08ROU/TEM    

----

08MIT/AND    Datum: EA=1.61(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ca-

Ca  mw:39.963 Anion CAS: Z-49587-45-3 fg:1 cnt:1760

HOF(A.)=  42.5/0.2  96GUR/VEY    | BDE(A-H)= 39.8/0.5 R-AH           

HOF(AH)=  54.8/0.5  96GUR/VEY    |

DacidS=16.2/0.1 A-AH |  S(A-)=38.4/0.1 Stat |  S(AH)=48.2/0.1  82WAG/EVA | S(A.)=37.0  82WAG/EVA

----

96PET/AND    Datum: EA=0.02455(10) eV LPES | HOF(A-)=41.9/0.2 R-EA p:9

DacidG(AH)= 346.9/0.5 H-TS| DacidH(AH)= 352.8/1.0 D-EA

----

92WAL/PET    Datum: EA=0.0184(25) eV LPD  p:8

----

92NAD/ZHA    Datum: EA=0.0175(30) eV EFD  p:7

----

87PEG/THO    Datum: EA=0.043(7) eV LPD  p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ca-d.zaf]

CBS-QB3    |45.2   |355.2|350.3|-0.117|55.8   |42.5   |16.3|38.9 

G3MP2B3    |42.4   |352.4|347.6| 0.004|57.2   |42.5   |16.3|37.4 

G3MP2B3+   |42.4   |352.1|347.3| 0.004|57.5   |42.5   |16.0|37.1 

G4MP2      |39.5   |354.0|349.2| 0.132|52.6   |42.5   |16.3|42.0 

M062X/Def2T|51.3   |361.0|356.2|-0.383|55.0   |42.5   |16.2|39.6 

B3/6-311++G|42.1   |356.9|352.2| 0.016|52.5   |42.5   |16.0|42.1 

++++++++++++++++++++++++++++++++

CaCl2-.

CaCl2  mw:109.901 Anion CAS: Z-1286783-84-3 fg:11 cnt:9710

HOF(A.)= -112.7/1.0  98JANAF     |

----

18HE_/FEN    Datum: EA=1.08(8) eV LPES p:8

Vertical Detachment Energy:1.28(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cacl2.zzf]

CBS-QB3    |-138.2 |     |     | 0.994|       |-115.2 |    |     

G3MP2B3    |-137.3 |     |     | 1.227|       |-108.9 |    |     

G3MP2B3+   |-136.0 |     |     | 1.176|       |-109.0 |    |     

G4MP2      |-142.0 |     |     | 1.186|       |-114.4 |    |     

M062X/Def2T|-135.7 |     |     | 1.160|       |-108.8 |    |     

B3/6-311++G|-132.0 |     |     | 1.295|       |-102.0 |    |     

++++++++++++++++++++++++++++++++

H2O..CaCl2-.

CaCl2H2O  mw:127.911

Core ion CAS: Z-1286783-84-3 Solvent: 7732-18-5 fg:21 cnt:9711

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18HE_/FEN    Datum: EA=0.80(8) eV LPES p:8

Vertical Detachment Energy:1.06(8) eV.

++++++++++++++++++++++++++++++++

(H2O)2..CaCl2-.

CaCl2H4O2  mw:145.922 fg:21 cnt:9712

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18HE_/FEN    Datum: EA=0.64(8) eV LPES p:8

Vertical Detachment Energy:0.98(8) eV.

++++++++++++++++++++++++++++++++

(H2O)3..CaCl2-.

CaCl2H6O3  mw:163.933 fg:21 cnt:9713

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18HE_/FEN    Datum: EA=0.58(8) eV LPES p:8

Vertical Detachment Energy:0.92(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..CaCl2-.

CaCl2H8O4  mw:181.943 fg:21 cnt:9714

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18HE_/FEN    Datum: EA=0.50(8) eV LPES p:8

Vertical Detachment Energy:0.84(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..CaCl2-.

CaCl2H10O5  mw:199.954 fg:21 cnt:9715

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18HE_/FEN    Datum: EA=0.50(8) eV LPES p:8

Vertical Detachment Energy:0.87(8) eV.

++++++++++++++++++++++++++++++++

(H2O)6..CaCl2-.

CaCl2H12O6  mw:217.964 fg:21 cnt:9716

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18HE_/FEN    Datum: EA=0.52(8) eV LPES p:8

Vertical Detachment Energy:0.96(8) eV.

++++++++++++++++++++++++++++++++

(H2O)7..CaCl2-.

CaCl2H14O7  mw:235.975 fg:21 cnt:9717

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18HE_/FEN    Datum: EA=0.64(8) eV LPES p:8

DaffH(AH)=  2.8/2.6 dEA

Vertical Detachment Energy:0.91(8) eV.

++++++++++++++++++++++++++++++++

(H2O)8..CaCl2-.

CaCl2H16O8  mw:253.985 fg:21 cnt:9718

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18HE_/FEN    Datum: EA=0.60(8) eV LPES p:8

Vertical Detachment Energy:0.93(8) eV.

++++++++++++++++++++++++++++++++

CaCl3-

CaCl3  mw:144.870 Anion CAS: Z-118732-53-9 fg:11 cnt:8038

----

05ELL/KOY    Datum: EA=6.62(4) eV LPES p:8

DaffH(AH)=  69.3/0.9 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cacl3.zcf]

CBS-QB3    |-238.2 |     |     | 5.531|       |-110.6 |    |     

G3MP2B3    |-235.4 |     |     | 5.684|       |-104.2 |    |     

G3MP2B3+   |-234.0 |     |     | 5.631|       |-104.1 |    |     

G4MP2      |-239.3 |     |     | 5.542|       |-111.5 |    |     

M062X/Def2T|-233.0 |     |     | 5.434|       |-107.7 |    |     

B3/6-311++G|-226.7 |     |     | 5.473|       |-100.4 |    |     

++++++++++++++++++++++++++++++++

CaF2-

CaF2  mw:77.960 Anion CAS: N-7789-75-5 fg:8 cnt:11378

----

21WEI/YAN    Datum: EA=0.74(6) eV LPES p:8

Vertical Detachment Energy:0.89(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [caf2.zzf]

CBS-QB3    |-190.2 |     |     | 0.761|       |-172.6 |    |     

G3MP2B3    |-201.0 |     |     | 0.883|       |-180.4 |    |     

G3MP2B3+   |-199.3 |     |     | 0.866|       |-179.1 |    |     

G4MP2      |-207.7 |     |     | 0.870|       |-187.6 |    |     

M062X/Def2T|-192.8 |     |     | 0.701|       |-176.7 |    |     

B3/6-311++G|-202.2 |     |     | 0.912|       |-181.0 |    |     

++++++++++++++++++++++++++++++++

H2O..CaF2-

CaF2H2O  mw:95.971

Core ion CAS: N-7789-75-5 Solvent: 7732-18-5 fg:21 cnt:11379

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.61(6) eV LPES p:8

Vertical Detachment Energy:0.78(8) eV.

++++++++++++++++++++++++++++++++

(H2O)2..CaF2-

CaF2H4O2  mw:113.981 fg:21 cnt:11380

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.49(6) eV LPES p:8

Vertical Detachment Energy:0.69(8) eV.

++++++++++++++++++++++++++++++++

(H2O)3..CaF2-

CaF2H6O3  mw:131.992 fg:21 cnt:11381

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.45(6) eV LPES p:8

Vertical Detachment Energy:0.70(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..CaF2-

CaF2H8O4  mw:150.002 fg:21 cnt:11382

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.42(6) eV LPES p:8

Vertical Detachment Energy:0.67(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..CaF2-

CaF2H10O5  mw:168.013 fg:21 cnt:11383

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.43(6) eV LPES p:8

Vertical Detachment Energy:0.70(8) eV.

++++++++++++++++++++++++++++++++

(H2O)6..CaF2-

CaF2H12O6  mw:186.023 fg:21 cnt:11384

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.45(6) eV LPES p:8

Vertical Detachment Energy:0.72(8) eV.

++++++++++++++++++++++++++++++++

CaH-

CaH  mw:40.971 Anion CAS: Z-56977-48-1 fg:3 cnt:58

HOF(A.)=  54.8/0.5  96GUR/VEY    | BDE(A-H)= 59.9/3.0 R-AH           

HOF(AH)=  47.0/3.0 Est4          |

----

77RAC/FEL    Datum: EA=0.93(5) eV PD   | HOF(A-)=33.4/1.3 R-EA p:8

DacidH(AH)= 352.1/2.7 D-EA

DaffH(AH)=  43.8/1.3 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cah.zaf]

CBS-QB3    |36.8   |355.2|349.6| 0.825|47.3   |55.8   |18.7|60.6 

G3MP2B3    |33.1   |349.9|345.6| 1.043|50.4   |57.2   |14.5|58.9 

G3MP2B3+   |33.4   |350.1|343.4| 1.044|50.6   |57.5   |22.4|59.0 

G4MP2      |28.5   |350.4|344.8| 1.047|45.3   |52.6   |18.7|59.5 

M062X/Def2T|38.2   |350.2|344.6| 0.729|52.7   |55.0   |18.7|54.4 

B3/6-311++G|32.5   |353.7|347.0| 0.866|46.1   |52.5   |22.4|58.4 

++++++++++++++++++++++++++++++++

H2O..CaI2-

CaH2I2O  mw:311.783

Core ion CAS: N-10102-68-8 Solvent: 7732-18-5 fg:21 cnt:11372

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=1.05(6) eV LPES p:8

Vertical Detachment Energy:1.28(8) eV.

++++++++++++++++++++++++++++++++

(H2O)2..CaI2-

CaH4I2O2  mw:329.793 fg:21 cnt:11373

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.86(6) eV LPES p:8

Vertical Detachment Energy:1.14(8) eV.

++++++++++++++++++++++++++++++++

(H2O)3..CaI2-

CaH6I2O3  mw:347.804 fg:21 cnt:11374

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.76(6) eV LPES p:8

Vertical Detachment Energy:1.03(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..CaI2-

CaH8I2O4  mw:365.814 fg:21 cnt:11375

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.66(6) eV LPES p:8

Vertical Detachment Energy:0.97(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..CaI2-

CaH10I2O5  mw:383.825 fg:21 cnt:11376

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.82(6) eV LPES p:8

DaffH(AH)=  3.7/2.0 dEA

Vertical Detachment Energy:1.10(8) eV.

++++++++++++++++++++++++++++++++

(H2O)6..CaI2-

CaH12I2O6  mw:401.835 fg:21 cnt:11377

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

21WEI/YAN    Datum: EA=0.86(6) eV LPES p:8

DaffH(AH)=  0.9/2.0 dEA

Vertical Detachment Energy:1.18(8) eV.

++++++++++++++++++++++++++++++++

CaI2-

CaI2  mw:293.772 Anion CAS: N-10102-68-8 fg:14 cnt:11371

----

21WEI/YAN    Datum: EA=1.25(6) eV LPES p:8

Vertical Detachment Energy:1.50(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cai2.zz0]

M062X/Def2T|-89.8  |     |     | 1.434|       |-56.5  |    |     

++++++++++++++++++++++++++++++++

Cd-

Cd  mw:113.904 Anion CAS: Z-110668-42-3 fg:1 cnt:10995

HOF(A.)=  26.8/0.1  82WAG/EVA    | S(A-)=41.5/0.1 Stat |  S(AH)= | S(A.)=40.1  82WAG/EVA

----

03SUL/BUR    Datum: EA=-3.50(5) eV ETS  p:7

----

99AND/HAU    Datum: EA=<0.0 eV Est4 p:5

All group 12 elements appear to have unbound anions.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cd-d.za0]

M062X/Def2T|52.4   |353.6|348.7|-1.112|63.5   |26.8   |16.7|15.4 

++++++++++++++++++++++++++++++++

Ce-

Ce  mw:139.906 Anion CAS: Z-54922-96-2 fg:1 cnt:5792

HOF(A.)= 101.5/0.7  10KON/BEN    | S(A-)=43.5/0.1 Stat |  S(AH)= | S(A.)=45.8  82WAG/EVA

----

20FU_/TAN    Datum: EA=0.600160(26) eV [4840.62(21) cm-1] p:9

Given: 0.600160(26) eV. Quartet anion to triplet neutral.

----

14FEL/RAY    Datum: EA=0.57(2) eV LPES p:8

----

11WAL/GIB    Datum: EA=0.628(10) eV IRPD p:8

----

07WAL/GIB    Datum: EA=0.65(3) eV IRPD p:8

Quartet anion to singlet neutral.

----

02DAV/THO2   Datum: EA=0.66(10) eV LPES p:8

As reinterpreted by 06OMA/BEC: true 0->0 threshold too weak to observe.

----

97BER/GHE    Datum: EA=0.70(1) eV LPD  p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ce-q.za0]

M062X/Def2T|197.8  |     |     | 0.903|       |218.7  |    |     

++++++++++++++++++++++++++++++++

CeCl3..Cl-

CeCl4  mw:279.781 Anion CAS: Z-100459-49-2 fg:482 cnt:8051

HOF(solv)=-172.7/4.5  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 79.1/5.0 TDEq | HOF(A-)=-308.7/5.0 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cecl4-d.za0]

M062X/Def2T|-304.2 | 87.2| 79.5| 25.8|-168.5 |-48.4  

++++++++++++++++++++++++++++++++

CeF3..F-

CeF4  mw:215.900 Anion CAS: Z-57077-62-0 fg:481 cnt:219

HOF(A.)= -399.0/1.9  25NIK/KAY   |

HOF(solv)=-298.5/5.0  02BIN/MIL    

----

81SID/SOR *  Datum: HOF(A-)=-477.8/6.9 TDEq p:7

EA(eV)= 3.599 DaffH(X..Y-)= 119.9/8.5 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cef4-d.za0]

M062X/Def2T|-445.9 |107.0| 99.0| 26.9|-293.0 |-45.9  

++++++++++++++++++++++++++++++++

Ce(OH)2-

CeH2O2  mw:173.911 Anion CAS: N-33267-53-7 fg:16 cnt:11022

----

15RAY/FEL    Datum: EA=0.69(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ceoh2-d.za0]

M062X/Def2T|-135.2 |     |     | 0.082|       |-119.2 |    |     

++++++++++++++++++++++++++++++++

CeO3H2-

CeH2O3  mw:189.906 Anion CAS: N-67285-52-3 fg:16 cnt:9137

----

17TOP/KAF    Datum: EA=1.19(2) eV LPES p:8

Vertical Detachment Energy:1.44(1) eV.

++++++++++++++++++++++++++++++++

Ce(OH)4-

CeH4O4  mw:207.917 Anion CAS: Z-156397-24-9 fg:16 cnt:9138

----

17TOP/KAF    Datum: EA=2.38(1) eV LPES p:8

++++++++++++++++++++++++++++++++

CeI-.

CeI  mw:266.810 Anion CAS: N-61596-36-9 fg:14 cnt:190
###### the following are "below the line": evaluated as not accurate ####

----

76CHA/       Datum: EA=>0.32(25) eV EIAE p:3

From CeI3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cei-t.za0]

M062X/Def2T|-17.3  |     |     | 1.086|       |7.7    |    |     

++++++++++++++++++++++++++++++++

CeI2-.

CeI2  mw:393.715 Anion CAS: N-19139-47-0 fg:14 cnt:151

HOF(A.)= -46.0/3.0  76CHA/       |
###### the following are "below the line": evaluated as not accurate ####

----

76CHA/       Datum: EA=>0.30(20) eV EIAE p:3

From CeI3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cei2-d.za0]

M062X/Def2T|-57.0  |     |     | 1.648|       |-19.1  |    |     

++++++++++++++++++++++++++++++++

CeI3-.

CeI3  mw:520.619 Anion CAS: N-7790-87-6 fg:14 cnt:1617

HOF(A.)= -81.0/3.0  76CHA/       |
###### the following are "below the line": evaluated as not accurate ####

----

76CHA/       Datum: EA=>0.30 eV IMRB p:3

CeI2- + CeI3 ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cei3-t.za0]

M062X/Def2T|-130.5 |     |     | 2.161|       |-80.8  |    |     

++++++++++++++++++++++++++++++++

CeI3..I-

CeI4  mw:647.524 Anion CAS: Z-61593-64-4 fg:484 cnt:228

HOF(solv)= -81.0/3.0 neut 76CHA/   

----

76CHA/       Datum: DaffG= 58.6/10.0 TDEq | HOF(A-)=-193.0/8.6 AfIN p:5

DaffH(X..Y-)= 67.0/8.0 TDEq

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cei4-d.za0]

M062X/Def2T|-198.3 | 73.8| 66.5| 24.6|-80.8  |-43.7  

++++++++++++++++++++++++++++++++

CeO-.

CeO  mw:155.901 Anion CAS: Z-225927-96-8 fg:5 cnt:8145

HOF(A.)= -31.5/1.9  14KON/BEN    |

----

15RAY/FEL    Datum: EA=0.936(7) eV LPES | HOF(A-)=-53.1/1.9 R-EA p:8

See also 19MAS/HAR2.

----

11CHI/XIE2   Datum: EA=1.00(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ceo-d.za0]

M062X/Def2T|-80.9  |     |     | 1.017|       |-57.5  |    |     

++++++++++++++++++++++++++++++++

(CeO)Pt-

CeOPt  mw:350.866 fg:17 cnt:10743

----

16RAY/KAF    Datum: EA=0.57(10) eV LPES p:8

++++++++++++++++++++++++++++++++

(CeO)Pt2-

CeOPt2  mw:545.830 fg:17 cnt:10744

----

16RAY/KAF    Datum: EA=1.98(3) eV LPES p:8

++++++++++++++++++++++++++++++++

SmCeO-

CeOSm  mw:307.821 Anion CAS: Z-2115112-96-2 fg:17 cnt:10746

----

17KAF/TOP    Datum: EA=0.80(2) eV LPES p:8

Vertical Detachment Energy:1.218(4) eV.

++++++++++++++++++++++++++++++++

CeO2-

CeO2  mw:171.896 Anion CAS: Z-171421-71-9 fg:6 cnt:9136

HOF(A.)= -128.6/4.8  14KON/BEN   |

----

17TOP/KAF    Datum: EA=0.66(10) eV LPES p:8

Vertical Detachment Energy:0.66(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oceo-d.za0]

M062X/Def2T|-136.2 |     |     | 0.363|       |-127.7 |    |     

++++++++++++++++++++++++++++++++

(CeO2)Pt-

CeO2Pt  mw:366.861 fg:17 cnt:10745

----

16RAY/KAF    Datum: EA=>3.00 eV LPES p:7

++++++++++++++++++++++++++++++++

SmCeO2-

CeO2Sm  mw:323.816 Anion CAS: Z-2115112-97-3 fg:17 cnt:10747

----

17KAF/TOP    Datum: EA=0.74(2) eV LPES p:8

Vertical Detachment Energy:0.834(6) eV.

++++++++++++++++++++++++++++++++

Sm2CeO2-

CeO2Sm2  mw:475.735 fg:17 cnt:11677

----

18TOP/KAF    Datum: EA=0.95(10) eV LPES p:8

Vertical Detachment Energy: 1.08(3) eV.

++++++++++++++++++++++++++++++++

CeO3-

CeO3  mw:187.891 Anion CAS: Z-64884-05-5 fg:6 cnt:9139

----

17TOP/KAF    Datum: EA=2.97(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ceo3-d.za0]

M062X/Def2T|-164.7 |     |     | 3.058|       |-94.4  |    |     

++++++++++++++++++++++++++++++++

Sm2CeO3-

CeO3Sm2  mw:491.730 fg:17 cnt:10754

----

18TOP/KAF    Datum: EA=0.64(2) eV LPES p:8

Vertical Detachment Energy:0.77(20) eV.

++++++++++++++++++++++++++++++++

Sm2CeO4-

CeO4Sm2  mw:507.725 fg:17 cnt:10751

----

18TOP/KAF    Datum: EA=0.848(5) eV LPES p:8

Vertical Detachment Energy:0.905(5) eV.

++++++++++++++++++++++++++++++++

CeCl3..CeCl4-

Ce2Cl7  mw:524.593 Anion CAS: Z-192200-35-4 fg:12 cnt:8057

HOF(solv)=-172.7/4.5  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 53.5/8.8 TDEq | HOF(A-)=-537.2/7.2 AfIN p:7

++++++++++++++++++++++++++++++++

Ce2O3H-

Ce2HO3  mw:328.804 fg:16 cnt:10786

----

17TOP/KAF2   Datum: EA=0.783(5) eV LPES p:8

Vertical Detachment Energy:0.855(5) eV.

++++++++++++++++++++++++++++++++

Ce2O4H3-

Ce2H3O4  mw:346.815 fg:16 cnt:10787

----

17TOP/KAF2   Datum: EA=1.04(4) eV LPES p:8

Vertical Detachment Energy:1.19(3) eV.

++++++++++++++++++++++++++++++++

Ce2O5H5-

Ce2H5O5  mw:364.825 fg:17 cnt:10788

----

17TOP/KAF2   Datum: EA=0.67(3) eV LPES p:8

Vertical Detachment Energy:0.87(5) eV.

++++++++++++++++++++++++++++++++

Ce2O-

Ce2O  mw:295.806 Anion CAS: Z-1632540-26-1 fg:7 cnt:10731

----

16KAF/TOP    Datum: EA=1.06(2) eV LPES p:8

Vertical Detachment Energy:1.09(2) eV. Anion is near-degenerate quartet/doublet states.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ce2o-q.za0]

M062X/Def2T|-74.3  |     |     | 0.973|       |23.4   |    |     

++++++++++++++++++++++++++++++++

Ce2O2-

Ce2O2  mw:311.801 Anion CAS: Z-1632976-40-9 fg:7 cnt:10732

----

16KAF/TOP    Datum: EA=0.83(2) eV LPES p:8

Vertical Detachment Energy:0.88(1) eV.

++++++++++++++++++++++++++++++++

SmCe2O2-

Ce2O2Sm  mw:463.721 fg:17 cnt:11676

----

18TOP/KAF    Datum: EA=1.11(3) eV LPES p:8

Vertical Detachment Energy: 1.23(2) eV.

++++++++++++++++++++++++++++++++

SmCe2O3-

Ce2O3Sm  mw:479.716 fg:17 cnt:10753

----

18TOP/KAF    Datum: EA=0.64(2) eV LPES p:8

Vertical Detachment Energy:0.73(3) eV.

++++++++++++++++++++++++++++++++

Ce2O4-

Ce2O4  mw:343.791 Anion CAS: N-1035968-11-6 fg:7 cnt:9140

----

17TOP/KAF    Datum: EA=0.66(10) eV LPES p:8

Vertical Detachment Energy:1.00(1) eV.

++++++++++++++++++++++++++++++++

SmCe2O4-

Ce2O4Sm  mw:495.711 fg:17 cnt:10750

----

18TOP/KAF    Datum: EA=0.825(5) eV LPES p:8

Vertical Detachment Energy:0.859(5) eV.

++++++++++++++++++++++++++++++++

Ce3-

Ce3  mw:419.717 Anion CAS: Z-1269505-52-3 fg:2 cnt:10733

----

16KAF/TOP    Datum: EA=0.67(1) eV LPES p:8

Vertical Detachment Energy:0.74(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ce3-6.za0]

M062X/Def2T|208.0  |     |     | 0.906|       |228.8  |    |     

++++++++++++++++++++++++++++++++

Ce3O-

Ce3O  mw:435.712 Anion CAS: Z-1632540-29-4 fg:7 cnt:10734

----

25HUI/VAI    Datum: EA=1(5) eV LPES [1.17(5) eV] p:8

Vertical Detachment Energy: 0.89(2) eV.

----

16KAF/TOP    Datum: EA=0.89(5) eV LPES p:8

Vertical Detachment Energy:0.91(2) eV.

++++++++++++++++++++++++++++++++

Ce3O2-

Ce3O2  mw:451.707 Anion CAS: Z-1632540-31-8 fg:7 cnt:10735

----

16KAF/TOP    Datum: EA=0.95(5) eV LPES p:8

Vertical Detachment Energy:1.10(2) eV.

++++++++++++++++++++++++++++++++

Ce3O3-

Ce3O3  mw:467.702 Anion CAS: Z-1632976-41-0 fg:7 cnt:10736

----

18TOP/KAF    Datum: EA=1.00(1) eV LPES p:8

Vertical Detachment Energy:1.10(1) eV.

----

16KAF/TOP    Datum: EA=1.00(1) eV LPES p:8

Vertical Detachment Energy:1.10(1) eV.

++++++++++++++++++++++++++++++++

Ce3O4-

Ce3O4  mw:483.697 Anion CAS: Z-2058224-33-0 fg:7 cnt:10737

----

18TOP/KAF    Datum: EA=0.779(5) eV LPES p:8

----

16KAF/TOP    Datum: EA=0.792(5) eV LPES p:8

Vertical Detachment Energy:0.792(5) eV.

++++++++++++++++++++++++++++++++

Ce4-

Ce4  mw:559.622 Anion CAS: Z-1632976-06-7 fg:2 cnt:10738

----

16KAF/TOP    Datum: EA=0.97(5) eV LPES p:8

Vertical Detachment Energy:1.10(1) eV.

++++++++++++++++++++++++++++++++

Ce4O-

Ce4O  mw:575.617 Anion CAS: Z-1632540-33-0 fg:7 cnt:10739

----

16KAF/TOP    Datum: EA=0.94(2) eV LPES p:8

Vertical Detachment Energy:1.04(1) eV.

++++++++++++++++++++++++++++++++

Ce4O2-

Ce4O2  mw:591.612 Anion CAS: Z-1632540-35-2 fg:7 cnt:10740

----

16KAF/TOP    Datum: EA=1.01(4) eV LPES p:8

Vertical Detachment Energy:1.10(2) eV.

++++++++++++++++++++++++++++++++

Ce5O-

Ce5O  mw:715.523 Anion CAS: Z-2058224-34-1 fg:7 cnt:10741

----

16KAF/TOP    Datum: EA=1.09(5) eV LPES p:8

Vertical Detachment Energy:1.22(1) eV.

++++++++++++++++++++++++++++++++

Ce5O2-

Ce5O2  mw:731.518 Anion CAS: Z-2058226-78-9 fg:7 cnt:10742

----

16KAF/TOP    Datum: EA=0.96(3) eV LPES p:8

Vertical Detachment Energy:1.15(2) eV.

++++++++++++++++++++++++++++++++

Cl-

Cl  mw:34.969 Anion CAS: Z-16887-00-6 fg:1 cnt:13

HOF(A.)=  29.0/0.1  89GUR/VEY    | BDE(A-H)= 103.2/0.1 R-AH          

HOF(AH)= -22.1/0.1  89GUR/VEY    |

DacidS=17.9/0.1 A-AH |  S(A-)=36.6/0.1  98JANAF |  S(AH)=44.7/0.1  89GUR/VEY | S(A.)=39.5/0.1  82WAG/EVA

----

25MAI/LEI    Datum: EA=3.612720(44) eV LPD  p:9

----

98MAR/HEP    Datum: DacidH(AH)= 333.4/0.1 TIPP | HOF(A-)=-54.4/0.1 Acid p:9

DacidG(AH)= 328.0/0.1 H-TS  EA(eV)= 3.615

Given: .DELTA.acidH(0K)=116288.7/0.6 cm-1, or 332.4861/0.0017 kcal/mol.

----

95BER/GUS    Datum: EA=3.612724(27) eV LPD  | HOF(A-)=-54.3/0.3 Acid p:8

DacidH(AH)= 333.4/0.3 D-EA

Given: 3.612724(27) eV. Electron affinity(35Cl) = 0.000049 kcal/mol < electron affinity(37Cl).

----

87TRA/FLE    Datum: EA=3.61269(6) eV LPD  [29138.3(5) cm-1] p:8

Given: 29138.3(5) cm-1.

----

21COR/HAA    Datum: EA=3.63(5) eV LPES p:7

----

81FUJ/MCI #  Datum: DacidG= 328.3/2.0 IMRE p:7

DacidH(AH)= 333.7/2.0 G+TS

----

63BER/REI    Datum: EA=3.613(3) eV Spec p:6

----

78MIL/GOU    Datum: DacidH(AH)= 323.7/2.0 kfkr p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl.zaf]

W1U        |-55.5  |333.4|328.0| 3.666|-23.0  |29.0   |18.0|104.2

CBS-QB3    |-56.7  |332.2|326.9| 3.717|-23.2  |29.0   |18.0|104.3

G3MP2B3    |-56.1  |333.4|328.0| 3.691|-22.3  |29.0   |18.0|103.4

G3MP2B3+   |-56.1  |333.4|328.0| 3.691|-22.3  |29.0   |18.0|103.4

G4MP2      |-55.0  |334.6|329.2| 3.640|-22.3  |29.0   |18.0|103.4

M062X/Def2T|-48.4  |337.0|331.6| 3.357|-20.7  |29.0   |18.0|101.8

B3/6-311++G|-56.9  |318.7|313.4| 3.724|-19.2  |29.0   |18.0|89.0 

++++++++++++++++++++++++++++++++

CrCl-.

ClCr  mw:86.910 Anion CAS: Z-1190719-99-3 fg:11 cnt:164

HOF(A.)=  33.7/2.6  17FAN/VAS    |
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=-34.6/11.7 EIAE;EA(eV)=1.100 p:4

DaffH(AH)=  129.4/11.7 A-IN

From CrO2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crcl-k.za0]

CBS-QB3    |4.1    |     |     | 1.224|       |32.3   |    |     

M062X/Def2T|-0.4   |     |     | 1.096|       |24.8   |    |     

B3/6-311++G|12.7   |     |     | 1.073|       |37.4   |    |     

++++++++++++++++++++++++++++++++

CrOCl-.

ClCrO  mw:102.905 Anion CAS: Z-168840-70-8 fg:20 cnt:171

HOF(A.)= -27.7/11.5  69FLE/WHI   |
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=-55.3/12.2 EIAE;EA(eV)=1.200 p:3

DaffH(AH)=  101.2/12.2 A-IN

From CrO2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crocl-k.za0]

CBS-QB3    |-66.3  |     |     | 1.626|       |-29.1  |    |     

M062X/Def2T|-59.9  |     |     | 2.113|       |-11.3  |    |     

++++++++++++++++++++++++++++++++

CrO2Cl-

ClCrO2  mw:118.900 Anion CAS: Z-168840-71-9 fg:20 cnt:123

HOF(A.)= -73.8/11.5  69FLE/WHI   |
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=-126.8/23.6 EIAE;EA(eV)=2.400 p:3

DaffH(AH)=  112.7/23.6 A-IN

From CrO2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cro2cl-t.za0]

CBS-QB3    |-157.2 |     |     | 3.708|       |-71.8  |    |     

M062X/Def2T|-121.0 |     |     | 4.196|       |-24.2  |    |     

B3/6-311++G|-135.7 |     |     | 3.681|       |-50.9  |    |     

++++++++++++++++++++++++++++++++

CsCl-.

ClCs  mw:168.876 Anion CAS: Z-106070-96-6 fg:11 cnt:3643

HOF(A.)= -57.4/0.1  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.455(10) eV LPES | HOF(A-)=-67.9/0.2 R-EA p:9

DaffH(AH)=  86.1/0.2 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cscl.zz0]

M062X/Def2T|-63.8  |     |     | 0.330|       |-56.2  |    |     

++++++++++++++++++++++++++++++++

ClF-.

ClF  mw:53.968 Anion CAS: Z-807261-54-7 fg:11 cnt:243

HOF(A.)= -13.3/0.1  89GUR/VEY    |
###### the following are "below the line": evaluated as not accurate ####

----

79ILL/SCH    Datum: EA=>1.50(20) eV EIAE p:2

From CFCl3. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.1 to 2.4 eV.

----

72THY/       Datum: EA=>1.5(4) eV EIAE p:2

From SF5Cl.

----

79DUD/GOR    Datum: EA=2.86(20) eV EIAE p:1

From ClF3.

----

78DIS/LAC    Datum: EA=1.5(3) eV NBIE p:1

From CF2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clf.zzf]

W1U        |-65.1  |     |     | 2.212|       |-14.3  |    |     

CBS-QB3    |-66.2  |     |     | 2.292|       |-13.6  |    |     

G3MP2B3    |-58.9  |     |     | 2.062|       |-11.6  |    |     

G3MP2B3+   |-60.6  |     |     | 2.137|       |-11.6  |    |     

G4MP2      |-59.7  |     |     | 2.026|       |-13.2  |    |     

M062X/Def2T|-62.6  |     |     | 2.143|       |-13.3  |    |     

B3/6-311++G|-76.4  |     |     | 3.125|       |-4.5   |    |     

++++++++++++++++++++++++++++++++

FH..Cl-

ClFH  mw:54.976 Anion CAS: Z-53754-18-0 fg:482 cnt:1356

HOF(solv)= -65.2/0.2 neut 98JANAF  

----

84LAR/MCM2   Datum: DaffG= 15.1/2.0 IMRE | HOF(A-)=-87.0/2.0 AfIN p:9

DaffH(X..Y-)= 21.8/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fhcl#.zcf]

W1U        |-144.7 | 23.1| 16.6| 21.9|-66.1  |-55.5  

G3MP2B3    |-144.0 | 22.4| 16.0| 21.5|-65.5  |-56.1  

G3MP2B3+   |-143.9 | 22.3| 15.8| 21.9|-65.5  |-56.1  

G4MP2      |-143.2 | 22.6| 16.2| 21.6|-65.6  |-55.0  

M062X/Def2T|-137.5 | 27.3| 20.7| 21.9|-61.8  |-48.4  

B3/6-311++G|-142.9 | 13.0| 17.4| 21.8|-62.1  |-56.9  

++++++++++++++++++++++++++++++++

FClO-. | chlorosyl fluoride

ClFO  mw:69.963 Anion CAS: N-22363-68-4 fg:10 cnt:257

HOF(A.)=  15.8/4.0 Est5          |

----

80BAL/NIK2   Datum: EA=> 2.00(19) eV EIAE [46.1(44) kcal] p:5

From ClOF;  Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.2 eV, but the anion is dissociative with respect to Cl- loss.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clof.zzf]

W1U        |-38.6  |     |     | 2.217|       |12.0   |    |     

W1U        |-62.8  |     |     | 2.936|       |4.5    |    |     

CBS-QB3    |-41.3  |     |     | 2.270|       |10.6   |    |     

CBS-QB3    |-61.3  |     |     | 2.888|       |5.0    |    |     

G3MP2B3    |-37.0  |     |     | 2.247|       |14.4   |    |     

G3MP2B3    |-58.8  |     |     | 2.894|       |7.6    |    |     

G3MP2B3+   |-37.0  |     |     | 2.240|       |14.2   |    |     

G3MP2B3+   |-59.8  |     |     | 2.939|       |7.6    |    |     

G4MP2      |-36.4  |     |     | 2.194|       |13.7   |    |     

G4MP2      |-60.7  |     |     | 2.868|       |5.0    |    |     

M062X/Def2T|-37.3  |     |     | 2.250|       |14.1   |    |     

M062X/Def2T|-53.5  |     |     | 2.805|       |10.8   |    |     

B3/6-311++G|-47.8  |     |     | 3.093|       |23.1   |    |     

B3/6-311++G|-60.4  |     |     | 3.882|       |28.6   |    |     

++++++++++++++++++++++++++++++++

ClO2F-

ClFO2  mw:85.958 Anion CAS: N-13637-83-7 fg:10 cnt:266

HOF(A.)=  -8.0/3.0  73BAR/       |
###### the following are "below the line": evaluated as not accurate ####

----

83ALE/FED    Datum: EA=>2.49(14) eV EIAE p:2

From ClO3F;  Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.1 to 1.45 eV, and a HOF(a-) of -24 to -39 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fclo2.zzf]

W1U        |-39.2  |     |     | 1.343|       |-9.1   |    |     

CBS-QB3    |-39.5  |     |     | 1.450|       |-6.8   |    |     

G3MP2B3    |-26.1  |     |     | 1.060|       |-2.3   |    |     

G3MP2B3+   |-24.3  |     |     | 1.005|       |-1.9   |    |     

G4MP2      |-30.0  |     |     | 1.008|       |-7.5   |    |     

M062X/Def2T|-30.2  |     |     | 1.447|       |2.4    |    |     

B3/6-311++G|-24.4  |     |     | 2.988|       |43.8   |    |     

++++++++++++++++++++++++++++++++

FCl..F-

ClF2  mw:72.966 Anion CAS: Z-16892-05-0 fg:481 cnt:203

HOF(solv)= -13.3/0.1 neut 89GUR/VEY
###### the following are "below the line": evaluated as not accurate ####

----

80BAL/NIK    Datum: EA=> 3.23(19) eV EIAE [74.5(44) kcal] p:1

From ClF5;  Composite computational methods(18BAR/) indicate an electron affinity of ca. 4.7 - 4.8 eV.

----

79DUD/GOR    Datum: EA=>0.90(20) eV EIAE p:1

From ClF3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [f2cl#.zaf]

W1U        |-121.6 | 47.1| 38.8| 27.8|-14.3  |-60.1  | 4.807

G3MP2B3    |-118.7 | 46.9| 38.6| 28.0|-11.6  |-60.1  | 4.765

G3MP2B3+   |-118.4 | 46.8| 38.5| 27.6|-11.6  |-60.1  | 4.805

G4MP2      |-120.2 | 45.0| 36.6| 28.2|-13.2  |-62.0  | 4.638

M062X/Def2T|-113.3 | 54.0| 45.6| 28.2|-13.3  |-45.9  | 4.636

B3/6-311++G|-120.0 | 43.7| 45.8| 27.6|-4.5   |-61.5  | 5.055

++++++++++++++++++++++++++++++++

F2SO..Cl-

ClF2OS  mw:120.933 Anion CAS: Z-61468-11-9 fg:482 cnt:1006

HOF(solv)=-139.8/12.0  89GUR/VEY   

----

85LAR/MCM    Datum: DaffG= 10.2/2.0 IMRE | HOF(A-)=-156.9/12.1 AfIN p:9

DaffH(X..Y-)= 17.1/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f2socl.zcf]

CBS-QB3    |-212.6 | 17.4| 10.2| 23.9|-138.5 |-56.7  

G3MP2B3    |-208.9 | 17.1| 10.2| 23.4|-135.6 |-56.1  

G3MP2B3+   |-207.8 | 16.8|  9.8| 23.3|-134.8 |-56.1  

G4MP2      |-212.8 | 16.8|  9.7| 23.9|-141.0 |-55.0  

M062X/Def2T|-207.9 | 22.4| 15.1| 24.4|-137.0 |-48.4  

B3/6-311++G|-177.5 | 11.9| 15.9| 23.3|-97.8  |-56.9  

++++++++++++++++++++++++++++++++

ClF3-.

ClF3  mw:91.965 Anion CAS: Z-184289-50-7 fg:12 cnt:206

HOF(A.)= -39.0/0.5  82BAU/COX    |
###### the following are "below the line": evaluated as not accurate ####

----

80BAL/NIK    Datum: EA=> 2.40(10) eV EIAE [55.3(23) kcal] p:4

From ClF5;  Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.3-3.4 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f3cl.zzf]

W1U        |-116.9 |     |     | 3.332|       |-40.6  |    |     

CBS-QB3    |-115.2 |     |     | 3.447|       |-36.3  |    |     

G3MP2B3    |-109.6 |     |     | 3.340|       |-33.3  |    |     

G3MP2B3+   |-109.6 |     |     | 3.359|       |-32.8  |    |     

G4MP2      |-113.3 |     |     | 3.300|       |-37.8  |    |     

M062X/Def2T|-111.3 |     |     | 3.380|       |-34.0  |    |     

B3/6-311++G|-123.0 |     |     | 4.769|       |-13.6  |    |     

++++++++++++++++++++++++++++++++

F3PO..Cl-

ClF3OP  mw:138.933

Core ion CAS: Z-16887-00-6 Solvent: 13478-20-1 fg:482 cnt:1012

HOF(solv)=-299.2/1.9  89GUR/VEY    

----

85LAR/MCM    Datum: DaffG= 7.6/2.0 IMRE | HOF(A-)=-313.1/2.8 AfIN p:9

DaffH(X..Y-)= 13.9/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f3pocl.zcf]

W1U        |-371.1 | 11.6|  4.5| 23.8|-303.9 |-55.5  

CBS-QB3    |-370.8 | 11.8|  4.6| 24.2|-302.2 |-56.7  

G3MP2B3    |-362.5 | 11.3|  4.2| 23.9|-295.1 |-56.1  

G3MP2B3+   |-361.9 | 11.2|  4.1| 24.0|-294.5 |-56.1  

G4MP2      |-367.5 | 11.5|  4.5| 23.7|-301.0 |-55.0  

M062X/Def2T|-369.2 | 19.0| 11.6| 24.7|-301.8 |-48.4  

B3/6-311++G|-316.0 |  4.0|  7.1| 26.2|-244.2 |-56.9  

++++++++++++++++++++++++++++++++

PF3..Cl-

ClF3P  mw:122.938 Anion CAS: Z-97276-25-0 fg:482 cnt:1010

HOF(solv)=-228.8/0.3  89GUR/VEY    

----

85LAR/MCM    Datum: DaffG= 9.2/2.0 IMRE | HOF(A-)=-244.3/2.0 AfIN p:9

DaffH(X..Y-)= 15.5/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f3pcl.zcf]

W1U        |-301.0 | 15.3|  8.7| 22.0|-230.2 |-55.5  

CBS-QB3    |-299.8 | 15.5|  8.2| 24.2|-227.6 |-56.7  

G3MP2B3    |-294.9 | 15.2|  8.7| 21.7|-223.5 |-56.1  

G3MP2B3+   |-293.7 | 14.8|  8.4| 21.7|-222.7 |-56.1  

G4MP2      |-298.5 | 15.0|  8.4| 22.2|-228.6 |-55.0  

M062X/Def2T|-299.3 | 20.9| 14.1| 22.7|-230.0 |-48.4  

B3/6-311++G|-269.4 |  7.3| 11.7| 21.6|-194.3 |-56.9  

++++++++++++++++++++++++++++++++

SiF4..Cl-

ClF4Si  mw:138.940 Anion CAS: Z-142358-73-4 fg:482 cnt:1003

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

85LAR/MCM    Datum: DaffG= 16.8/2.0 IMRE | HOF(A-)=-409.4/2.0 AfIN p:9

DaffH(X..Y-)= 23.4/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sif4cl.zcf]

CBS-QB3    |-469.5 | 25.1| 17.0| 27.1|-387.7 |-56.7  

G3MP2B3    |-463.3 | 24.1| 17.5| 22.3|-383.0 |-56.1  

G3MP2B3+   |-462.5 | 23.8| 15.8| 26.8|-382.6 |-56.1  

G4MP2      |-465.3 | 24.4| 16.4| 26.7|-386.0 |-55.0  

M062X/Def2T|-466.4 | 32.0| 23.9| 27.3|-385.9 |-48.4  

B3/6-311++G|-418.8 | 15.9| 18.8| 26.8|-335.0 |-56.9  

++++++++++++++++++++++++++++++++

SF6..Cl-

ClF6S  mw:180.932

Core ion CAS: Z-16887-00-6 Solvent: 2551-62-4 fg:482 cnt:1899

HOF(solv)=-291.7/0.2 neut 87HER/   

----

86CHO/KEB2   Datum: DaffG=<1.8 IMRB | HOF(A-)=-346.0/0.2 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sf6cl.zcf]

G3MP2B3    |-339.2 |  1.9| -0.4|  7.6|-281.1 |-56.1  

G4MP2      |-349.3 |  2.8| -0.5| 10.8|-291.6 |-55.0  

M062X/Def2T|-343.7 |  5.0|  1.2| 12.8|-290.2 |-48.4  

++++++++++++++++++++++++++++++++

Ge4Cl-

ClGe4  mw:330.654 Anion CAS: Z-213695-25-1 fg:12 cnt:7636

----

98NEG/KAW    Datum: EA=2.90(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge4cl.zaf]

CBS-QB3    |1.2    |     |     | 3.135|       |73.5   |    |     

G3MP2B3    |20.9   |     |     | 3.114|       |92.7   |    |     

G3MP2B3+   |12.0   |     |     | 3.152|       |84.7   |    |     

G4MP2      |23.0   |     |     | 3.073|       |93.8   |    |     

M062X/Def2T|38.2   |     |     | 2.844|       |103.8  |    |     

B3/6-311++G|40.8   |     |     | 2.908|       |107.8  |    |     

++++++++++++++++++++++++++++++++

Ge5Cl-

ClGe5  mw:404.575 Anion CAS: Z-213695-26-2 fg:12 cnt:7637

----

98NEG/KAW    Datum: EA=3.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge6Cl-

ClGe6  mw:478.496 Anion CAS: Z-213695-27-3 fg:12 cnt:7638

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge7Cl-

ClGe7  mw:552.418 Anion CAS: Z-213695-28-4 fg:12 cnt:7639

----

98NEG/KAW    Datum: EA=3.30(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge8Cl-

ClGe8  mw:626.339 Anion CAS: Z-213695-29-5 fg:12 cnt:7640

----

98NEG/KAW    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge9Cl-

ClGe9  mw:700.260 Anion CAS: Z-213695-30-8 fg:12 cnt:7641

----

98NEG/KAW    Datum: EA=3.15(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge10Cl-

ClGe10  mw:774.181 Anion CAS: Z-213695-31-9 fg:12 cnt:7642

----

98NEG/KAW    Datum: EA=3.30(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge11Cl-

ClGe11  mw:848.102 Anion CAS: Z-213695-32-0 fg:12 cnt:7643

----

98NEG/KAW    Datum: EA=3.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge12Cl-

ClGe12  mw:922.024 Anion CAS: Z-213695-33-1 fg:12 cnt:7644

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge13Cl-

ClGe13  mw:995.945 Anion CAS: Z-213695-34-2 fg:12 cnt:7645

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge14Cl-

ClGe14  mw:1069.87 Anion CAS: Z-213695-35-3 fg:12 cnt:7646

----

98NEG/KAW    Datum: EA=3.20(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge15Cl-

ClGe15  mw:1143.79 Anion CAS: Z-213695-36-4 fg:12 cnt:7647

----

98NEG/KAW    Datum: EA=3.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge16Cl-

ClGe16  mw:1217.71 Anion CAS: Z-213695-37-5 fg:12 cnt:7648

----

98NEG/KAW    Datum: EA=3.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge17Cl-

ClGe17  mw:1291.63 Anion CAS: Z-213695-38-6 fg:12 cnt:7649

----

98NEG/KAW    Datum: EA=3.25(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge18Cl-

ClGe18  mw:1365.55 Anion CAS: Z-213695-39-7 fg:12 cnt:7650

----

98NEG/KAW    Datum: EA=3.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge19Cl-

ClGe19  mw:1439.47 Anion CAS: Z-213695-40-0 fg:12 cnt:7651

----

98NEG/KAW    Datum: EA=3.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge20Cl-

ClGe20  mw:1513.39 Anion CAS: Z-213695-42-2 fg:12 cnt:7652

----

98NEG/KAW    Datum: EA=3.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

HCl..I-

ClHI  mw:162.882 Anion CAS: Z-36570-32-8 fg:484 cnt:1334

HOF(solv)= -22.1/0.1 neut 89GUR/VEY

----

85CAL/KEB    Datum: DaffG= 8.8/2.6 TDAs | HOF(A-)=-81.9/2.0 AfIN p:9

DaffH(X..Y-)= 14.8/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clhi.zc0]

M062X/Def2T|-80.5  | 16.1|  9.8| 21.3|-20.7  |-43.7  

++++++++++++++++++++++++++++++++

HCl..MnO4-

ClHMnO4  mw:154.895

Core ion CAS: Z-14333-13-2 Solvent: 7647-01-0 fg:21 cnt:9514

HOF(solv)= -22.1/0.1 neut 89GUR/VEY

----

15ZHA/SUN    Datum: EA=5.50(10) eV LPES p:8

Vertical Detachment Energy:6.15(5) eV.

++++++++++++++++++++++++++++++++

OH..Cl-

ClHO  mw:51.972

Core ion CAS: Z-16887-00-6 Solvent: 3352-57-6 fg:482 cnt:3129

HOF(A.)=  33.6                   |

HOF(solv)=   9.0/0.1 D+AH          

----

94DAV/KOI    Datum: EA=4.2 eV LPES | HOF(A-)=-63.2  p:6

DaffH(AH)=  13.5/0.1 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ohcl.zcf]

W1U        |-65.2  | 18.2| 12.1| 20.6|8.6    |-55.5  | 4.317

G3MP2B3    |-65.3  | 17.3| 11.1| 20.7|8.1    |-56.1  | 4.289

G3MP2B3+   |-65.3  | 17.3| 11.2| 20.5|8.1    |-56.1  | 4.295

G4MP2      |-64.4  | 18.0| 11.8| 20.7|8.6    |-55.0  | 4.329

M062X/Def2T|-59.4  | 21.6| 15.3| 21.0|10.6   |-48.4  | 4.049

B3/6-311++G|-67.0  |  8.0| 12.8| 20.5|8.8    |-56.9  | 4.069

++++++++++++++++++++++++++++++++

H2..Cl-

ClH2  mw:36.985

Core ion CAS: Z-16887-00-6 Solvent: 1333-74-0 fg:482 cnt:9784

HOF(solv)=0.0 Defn

----

02FER/MEL    Datum: EA=3.666(5) eV LPES p:8

DaffH(AH)=  1.2/0.1 dEA

Vertical Detachment Energy:3.683(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2cl#.zcf]

W1U        |-57.3  |  1.7| -2.9| 15.7|0.0    |-55.5  | 3.702

G3MP2B3    |-58.1  |  0.9| -3.9| 16.1|-1.1   |-56.1  | 3.667

M062X/Def2T|-50.0  |  2.9| -1.6| 15.3|1.4    |-48.4  | 3.447

++++++++++++++++++++++++++++++++

D2..Cl-

ClD2  mw:38.998

Core ion CAS: Z-16887-00-6 Solvent: 7782-39-0 fg:482 cnt:9785

HOF(solv)=0.0 Defn

----

02FER/MEL    Datum: EA=3.666(5) eV LPES p:8

DaffH(AH)=  1.2/0.1 dEA

Vertical Detachment Energy:3.697(5) eV.

++++++++++++++++++++++++++++++++

H2O..NaCl-.

ClH2NaO  mw:75.970

Core ion CAS: Z-67291-87-6 Solvent: 7732-18-5 fg:21 cnt:9173

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17HOU/LIU    Datum: EA=0.63(8) eV LPES p:8

Vertical Detachment Energy:0.64(8) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [naclw.zcf]

W1U        |-129.8 | 10.6|  2.7| 26.4|-58.5  |-60.7  | 0.465

G3MP2B3    |-131.6 | 10.0|  2.0| 26.8|-57.6  |-63.9  | 0.579

M062X/Def2T|-122.1 | 11.9|  4.2| 25.9|-53.6  |-56.6  | 0.250

++++++++++++++++++++++++++++++++

H2O..Cl-

ClH2O  mw:52.980

Core ion CAS: Z-16887-00-6 Solvent: 7732-18-5 fg:482 cnt:1343

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

80KEE/CAS2   Datum: DaffG= 9.0/1.4 TDAs | HOF(A-)=-72.7/0.2 AfIN p:9

DaffH(X..Y-)= 14.9/0.2 TDAs

----

94MAR/POL    Datum: EA=4.37(10) eV LPES p:8

DaffH(AH)=  17.4/2.3 dEA

For photodissociation plus electron loss. Affinity is the difference between this electron affinity and the next solvent loss electron affinity. See also 91MAR/GIN2.

----

87HIR/MIZ4   Datum: DaffG= 8.8/1.4 TDAs p:7

DaffH(X..Y-)= 14.7/1.0 TDAs

----

86YAM/FUR    Datum: DaffG= 9.0/2.6 TDAs p:7

DaffH(X..Y-)= 14.9/2.0 TDAs

----

85SIE/       Datum: DaffG= 9.6/0.2 TDAs p:6

DaffH(X..Y-)= 14.9/0.1 TDAs

----

84LAR/MCM2   Datum: DaffG= 8.4/2.0 IMRE p:6

DaffH(X..Y-)= 14.4/2.0 G+TS

----

82BUR/HAY    Datum: DaffG= 8.3/2.4 TDAs p:6

DaffH(X..Y-)= 13.4/2.4 TDAs
###### the following are "below the line": evaluated as not accurate ####

----

71YAM/KEB    Datum: DaffG= 8.2/2.0 TDAs p:4

DaffH(X..Y-)= 13.1/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2ocl.zcf]

W1U        |-128.6 | 14.5|  8.8| 19.3|-58.5  |-55.5  

CBS-QB3    |-129.2 | 14.3|  8.7| 18.9|-58.2  |-56.7  

G3MP2B3    |-127.6 | 13.9|  8.3| 18.9|-57.6  |-56.1  

G3MP2B3+   |-127.7 | 14.0|  8.4| 18.8|-57.6  |-56.1  

G4MP2      |-126.3 | 13.8|  8.1| 19.3|-57.5  |-55.0  

M062X/Def2T|-119.7 | 17.6| 11.9| 19.1|-53.6  |-48.4  

B3/6-311++G|-125.5 |  3.6|  8.8| 18.9|-54.2  |-56.9  

++++++++++++++++++++++++++++++++

D2O..Cl-

ClD2O  mw:54.993

Core ion CAS: Z-16887-00-6 Solvent: 7789-20-0 fg:482 cnt:2053

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

88LAR/MCM    Datum: DaffG= 8.8/1.4 IMRE | HOF(A-)=-73.3/1.5 AfIN p:7

DaffH(X..Y-)= 14.7/1.5 G+TS

Anchored to 80KEE/CAS2: HOH.bullet..bullet.Cl- + DOD <=> DOD.bullet..bullet.Cl- + HOH, Keq=0.77.

++++++++++++++++++++++++++++++++

HOOH..Cl-

ClH2O2  mw:68.975

Core ion CAS: Z-16887-00-6 Solvent: 7722-84-1 fg:482 cnt:1477

HOF(solv)= -32.5/0.1 neut 03DOR/IOR

----

84BOH/FAH    Datum: DaffG= 15.6/1.0 TDEq | HOF(A-)=-54.6/1.0 AfIN p:8

DaffH(X..Y-)= 22.1/1.0 TDEq

Relative to HOH.bullet..bullet.Cl-, 80KEE/LEE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hoohcl.zcf]

W1U        |-112.0 | 23.6| 17.1| 21.8|-32.9  |-55.5  

CBS-QB3    |-113.5 | 23.1| 16.8| 21.2|-33.7  |-56.7  

G3MP2B3    |-110.3 | 22.6| 16.4| 20.7|-31.6  |-56.1  

G3MP2B3+   |-110.3 | 22.6| 16.4| 20.8|-31.6  |-56.1  

G4MP2      |-109.2 | 22.8| 16.4| 21.6|-31.4  |-55.0  

M062X/Def2T|-105.0 | 27.5| 21.1| 21.4|-29.1  |-48.4  

B3/6-311++G|-105.3 | 10.9| 15.6| 20.9|-26.6  |-56.9  

++++++++++++++++++++++++++++++++

H2O..ClO2-

ClH2O3  mw:84.970

Core ion CAS: Z-80424-04-0 Solvent: 7732-18-5 fg:13 cnt:3217

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

07TSC/BOE    Datum: EA=2.81(2) eV PDPE p:8

DaffH(AH)=  15.3/0.5 dEA

Affinity is difference from ClO2- electron affinity, corrected for calculated neutral bond energy of 0.09 eV.

----

95BLA/KLA    Datum: DaffG= 9.0/0.3 IMRE | HOF(A-)=-99.1/0.3 AfIN p:8

DaffH(X..Y-)= 16.0/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clo2w.zcf]

W1U        |-101.3 | 16.5|  7.7| 29.4|-58.5  |-26.3  

CBS-QB3    |-101.8 | 17.5|  8.4| 30.5|-58.2  |-26.1  

G3MP2B3    |-97.5  | 17.1|  8.0| 30.6|-57.6  |-22.8  

G3MP2B3+   |-97.4  | 16.7|  8.2| 28.4|-57.6  |-23.1  

G4MP2      |-99.0  | 15.6|  6.4| 30.6|-57.5  |-25.8  

M062X/Def2T|-90.6  | 20.3| 11.6| 29.2|-53.6  |-16.7  

B3/6-311++G|-73.1  | 17.0|  8.6| 28.4|-54.2  |-1.8   

++++++++++++++++++++++++++++++++

H2O..{SO2}..Cl-

ClH2O3S  mw:116.942 fg:482 cnt:3888

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

84UPS/SCH    Datum: DaffG= 4.6 TDAs | HOF(A-)=-161.3/2.0 AfIN p:8

DaffH(X..Y-)= 10.4 TDAs

++++++++++++++++++++++++++++++++

H2O..ClO3-

ClH2O4  mw:100.965

Core ion CAS: Z-14866-68-3 Solvent: 7732-18-5 fg:13 cnt:3218

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.2/0.3 IMRE | HOF(A-)=-122.6/3.7 AfIN p:8

DaffH(X..Y-)= 13.2/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wclo3.zcf]

W1U        |-123.0 | 12.7|  4.3| 28.4|-58.5  |-51.8  

CBS-QB3    |-122.5 | 13.3|  4.4| 29.8|-58.2  |-51.0  

G3MP2B3    |-115.8 | 12.9|  4.1| 29.5|-57.6  |-45.2  

G3MP2B3+   |-115.5 | 13.3|  5.2| 27.3|-57.6  |-44.6  

G4MP2      |-119.8 | 12.0|  3.2| 29.6|-57.5  |-50.3  

M062X/Def2T|-108.1 | 15.8|  7.6| 27.7|-53.6  |-38.6  

B3/6-311++G|-65.4  | 13.6|  6.1| 25.3|-54.2  |2.4    

++++++++++++++++++++++++++++++++

HCl..HSO4-

ClH2O4S  mw:132.937

Core ion CAS: Z-14996-02-2 Solvent: 7647-01-0 fg:21 cnt:1483

HOF(solv)= -22.1/0.1 neut 89GUR/VEY

----

19HOU/WAN    Datum: EA=5.87(8) eV LPES p:8

Vertical Detachment Energy:6.22(8) eV. The likely structure is H2SO4.bullet..bullet.Cl-.

----

84BOH/FAH    Datum: DaffG= 11.2/1.0 TDEq p:8

DaffH(X..Y-)= 15.7/1.0 TDEq

Relative to HOH.bullet..bullet.HSO4-, 84BOH/FAH.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hclhso4.zcf]

CBS-QB3    |-276.1 | 24.7| 14.0| 35.9|-23.2  |-228.2 | 5.462

G3MP2B3    |-266.7 | 23.6| 13.2| 34.9|-22.3  |-220.8 | 5.420

G3MP2B3+   |-266.5 | 23.6| 13.4| 34.5|-22.3  |-220.6 | 5.415

G4MP2      |-271.5 | 23.5| 13.1| 34.9|-22.3  |-225.7 | 5.321

M062X/Def2T|-266.9 | 26.9| 16.8| 33.8|-20.7  |-219.3 | 5.327

B3/6-311++G|-203.4 | 22.5| 12.2| 34.7|-19.2  |-161.6 | 5.375

++++++++++++++++++++++++++++++++

H2O..ClO4-

ClH2O5  mw:116.960

Core ion CAS: Z-14797-73-0 Solvent: 7732-18-5 fg:13 cnt:3219

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.8/0.3 IMRE | HOF(A-)=-69.6/0.3 AfIN p:8

DaffH(X..Y-)= 11.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wclo4.zcf]

CBS-QB3    |-135.3 | 11.5|  3.6| 26.7|-58.2  |-65.5  

G3MP2B3    |-124.2 | 11.2|  3.3| 26.7|-57.6  |-55.3  

G3MP2B3+   |-123.5 | 11.3|  3.7| 25.7|-57.6  |-54.6  

G4MP2      |-132.2 | 10.5|  2.5| 27.0|-57.5  |-64.2  

M062X/Def2T|-121.2 | 12.3|  5.0| 24.6|-53.6  |-55.2  

B3/6-311++G|-48.6  | 10.8|  3.0| 26.1|-54.2  |16.4   

++++++++++++++++++++++++++++++++

H2O..{SO2}2..Cl-

ClH2O5S2  mw:180.904 fg:482 cnt:3890

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

84UPS/SCH    Datum: DaffG= 3.1 TDAs | HOF(A-)=-244.1/2.2 AfIN p:8

DaffH(X..Y-)= 9.9 TDAs

++++++++++++++++++++++++++++++++

NH3..Cl-

ClH3N  mw:51.996

Core ion CAS: Z-16887-00-6 Solvent: 7664-41-7 fg:482 cnt:1374

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

87EVA/KEE    Datum: DaffG= 3.6/0.2 TDAs | HOF(A-)=-19.2/0.1 AfIN p:9

DaffH(X..Y-)= 8.2/0.1 TDAs

----

08TSC/BOE    Datum: EA=< 3.9303(186) eV LPES [31700.(150) cm-1] p:8

DaffH(AH)= <7.3/0.4 dEA

The electron affinity given is for dissociation plus electron detachment.

----

93MAR/CHE    Datum: EA=4.00(5) eV LPES p:7

DaffH(AH)=  8.9/1.2 dEA

----

84LAR/MCM2   Datum: DaffG= 4.5/2.0 IMRE p:6

DaffH(X..Y-)= 10.5/2.0 G+TS

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h3ncl.zcf]

W1U        |-75.2  |  8.4|  2.7| 19.2|-11.3  |-55.5  

CBS-QB3    |-75.5  |  8.2|  2.6| 18.9|-10.5  |-56.7  

G3MP2B3    |-74.1  |  7.8|  2.1| 19.2|-10.2  |-56.1  

G3MP2B3+   |-74.2  |  7.8|  2.3| 18.7|-10.2  |-56.1  

G4MP2      |-73.0  |  7.7|  1.9| 19.5|-10.3  |-55.0  

M062X/Def2T|-66.1  | 10.4|  4.8| 18.9|-7.2   |-48.4  

B3/6-311++G|-76.3  | -3.2|  2.1| 18.6|-11.7  |-56.9  

++++++++++++++++++++++++++++++++

(NH4+Cl-)-

ClH4N  mw:53.004 Anion CAS: N-12125-02-9 fg:13 cnt:7984

----

08EUS/RAD    Datum: EA=0.075(20) eV LPES p:9

Vertical Detachment Energy:0.541(10) eV.

----

10EUS/WHI    Datum: EA=0.54(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nh4cl.zzf]

W1U        |-23.6  |     |     |-0.746|       |-41.4  |    |     

CBS-QB3    |-23.2  |     |     |-0.733|       |-40.7  |    |     

G3MP2B3    |-22.5  |     |     |-0.652|       |-38.3  |    |     

G3MP2B3+   |-22.7  |     |     |-0.648|       |-38.5  |    |     

G4MP2      |-21.9  |     |     |-0.688|       |-38.5  |    |     

M062X/Def2T|-14.7  |     |     |-0.889|       |-36.1  |    |     

B3/6-311++G|-28.0  |     |     |-0.478|       |-39.8  |    |     

++++++++++++++++++++++++++++++++

(H2O)2..NaCl-.

ClH4NaO2  mw:93.980 fg:21 cnt:9174

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17HOU/LIU    Datum: EA=0.46(8) eV LPES p:8

Vertical Detachment Energy:0.51(8) eV.

++++++++++++++++++++++++++++++++

(H2O)2..Cl-

ClH4O2  mw:70.991 fg:482 cnt:3495

HOF(A.)= -84.0/4.0               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

87HIR/MIZ4   Datum: DaffG= 6.6/1.0 TDAs | HOF(A-)=-143.5/1.0 AfIN p:9

DaffH(X..Y-)= 13.0/1.0 TDAs

----

94MAR/POL    Datum: EA=4.97(10) eV LPES | HOF(A-)=-144.3/3.3 AfIN p:8

DaffH(AH)=  13.8/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

95DUN/MCM    Datum: DaffH= 11.6/0.5 ZTID | HOF(A-)=-142.1/0.5 AfIN p:7

----

80KEE/CAS2   Datum: DaffG= 6.5 TDAs | HOF(A-)=-143.1/0.2 AfIN p:6

DaffH(X..Y-)= 12.6 TDAs

----

71PAY/YAM    Datum: DaffG= 6.5/1.4 TDAs | HOF(A-)=-143.2/1.0 AfIN p:6

DaffH(X..Y-)= 12.7/1.0 TDAs

----

70ARS/YAM    Datum: DaffG= 6.5/1.4 TDAs | HOF(A-)=-143.2/1.0 AfIN p:6

DaffH(X..Y-)= 12.7/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [w2cl.zcf]

W1U        |-200.2 | 13.1|  4.5| 29.0|-58.5  |-128.6 | 4.479

CBS-QB3    |-200.1 | 12.7|  4.3| 28.1|-58.2  |-129.2 |      

G3MP2B3    |-197.3 | 12.1|  3.4| 29.1|-57.6  |-127.6 | 4.481

G3MP2B3+   |-198.3 | 12.9|  4.2| 29.1|-57.6  |-127.7 |      

G4MP2      |-196.1 | 12.2|  3.5| 29.3|-57.5  |-126.3 |      

M062X/Def2T|-189.7 | 16.4|  8.1| 27.6|-53.6  |-119.7 | 4.274

B3/6-311++G|-192.2 | 12.6|  3.9| 29.2|-54.2  |-125.5 | 4.309

++++++++++++++++++++++++++++++++

(H2O)2..ClO2-

ClH4O4  mw:102.980 fg:13 cnt:3267

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.1/0.3 IMRE | HOF(A-)=-70.9/0.3 AfIN p:8

DaffH(X..Y-)= 13.1/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)2..{SO2}..Cl-

ClH4O4S  mw:134.952 fg:482 cnt:3889

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

84UPS/SCH    Datum: DaffG= 3.4 TDAs | HOF(A-)=-228.4/2.0 AfIN p:8

DaffH(X..Y-)= 9.3 TDAs

++++++++++++++++++++++++++++++++

(H2O)2..ClO3-

ClH4O5  mw:118.975 fg:13 cnt:3268

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.7/0.3 IMRE | HOF(A-)=-192.1/3.7 AfIN p:8

DaffH(X..Y-)= 11.7/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)3..NaCl-.

ClH6NaO3  mw:111.991 fg:21 cnt:9175

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17HOU/LIU    Datum: EA=0.36(8) eV LPES p:8

Vertical Detachment Energy:0.46(8) eV.

++++++++++++++++++++++++++++++++

(H2O)3..Cl-

ClH6O3  mw:89.001 fg:482 cnt:3496

HOF(A.)= -141.0/4.1              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

87HIR/MIZ4   Datum: DaffG= 5.1/1.0 TDAs | HOF(A-)=-213.1/1.4 AfIN p:8

DaffH(X..Y-)= 11.8/1.0 TDAs

----

94MAR/POL    Datum: EA=5.50(10) eV LPES | HOF(A-)=-213.5/3.4 AfIN p:7

DaffH(AH)=  12.2/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

95DUN/MCM    Datum: DaffH= 9.5/0.5 ZTID | HOF(A-)=-210.8/1.1 AfIN p:6

----

80KEE/CAS2   Datum: DaffG= 4.8 TDAs | HOF(A-)=-212.8/1.0 AfIN p:6

DaffH(X..Y-)= 11.5 TDAs

----

71PAY/YAM    Datum: DaffG= 4.7/1.4 TDAs | HOF(A-)=-213.0/1.4 AfIN p:6

DaffH(X..Y-)= 11.7/1.0 TDAs

----

70ARS/YAM    Datum: DaffG= 4.8/1.4 TDAs | HOF(A-)=-213.0/1.4 AfIN p:6

DaffH(X..Y-)= 11.7/1.0 TDAs

----

68KEB/ARS    Datum: DaffG= 5.4/2.0 IMRE p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl3w.zcf]

CBS-QB3    |-272.5 | 14.2|  2.7| 38.5|-58.2  |-200.1 

G3MP2B3    |-268.1 | 13.1|  1.6| 38.6|-57.6  |-197.3 

G3MP2B3+   |-269.3 | 13.4|  3.2| 34.5|-57.6  |-198.3 

G4MP2      |-266.0 | 12.4|  1.1| 37.9|-57.5  |-196.1 

M062X/Def2T|-261.2 | 17.8|  6.8| 37.0|-53.6  |-189.7 

B3/6-311++G|-258.8 | 12.4|  2.1| 34.5|-54.2  |-192.2 

++++++++++++++++++++++++++++++++

(H2O)3..ClO2-

ClH6O5  mw:120.991 fg:13 cnt:3285

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.8/0.3 IMRE | HOF(A-)=-140.5/0.4 AfIN p:8

DaffH(X..Y-)= 11.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)4..NaCl-.

ClH8NaO4  mw:130.001 fg:21 cnt:9176

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17HOU/LIU    Datum: EA=0.38(8) eV LPES p:8

Vertical Detachment Energy:0.48(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..Cl-

ClH8O4  mw:107.012 fg:482 cnt:3497

HOF(A.)= -198.4/4.2              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

87HIR/MIZ4   Datum: DaffG= 3.8/1.0 TDAs | HOF(A-)=-281.5/1.7 AfIN p:8

DaffH(X..Y-)= 10.6/1.0 TDAs

----

94MAR/POL    Datum: EA=5.92(10) eV LPES | HOF(A-)=-280.6/3.6 AfIN p:7

DaffH(AH)=  9.7/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

80KEE/CAS2   Datum: DaffG= 3.5/2.3 TDAs | HOF(A-)=-281.8/1.6 AfIN p:7

DaffH(X..Y-)= 10.9/0.7 TDAs

----

70ARS/YAM    Datum: DaffG= 3.4/1.4 TDAs | HOF(A-)=-282.0/1.7 AfIN p:7

DaffH(X..Y-)= 11.1/1.0 TDAs

----

68KEB/ARS    Datum: DaffG= 4.0/2.0 IMRE p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl4w.zcf]

CBS-QB3    |-337.7 |  7.0|  4.3|  9.1|-58.2  |-272.5 

G3MP2B3    |-332.7 |  7.0|  4.9|  7.3|-57.6  |-268.1 

G3MP2B3+   |-334.3 |  7.4|  3.8| 12.1|-57.6  |-269.3 

G4MP2      |-331.3 |  7.7|  5.6|  7.2|-57.5  |-266.0 

M062X/Def2T|-321.1 |  6.2|  1.6| 15.4|-53.6  |-261.2 

B3/6-311++G|-321.3 |  8.4|  5.4| 10.0|-54.2  |-258.8 

++++++++++++++++++++++++++++++++

(H2O)5..NaCl-.

ClH10NaO5  mw:148.012 fg:21 cnt:9177

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17HOU/LIU    Datum: EA=0.39(8) eV LPES p:8

Vertical Detachment Energy:0.52(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..Cl-

ClH10O5  mw:125.022 fg:482 cnt:3498

HOF(A.)= -257.1/4.4              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

87HIR/MIZ4   Datum: DaffG= 3.0/1.0 TDAs | HOF(A-)=-348.8/2.0 AfIN p:8

DaffH(X..Y-)= 9.5/1.0 TDAs

----

94MAR/POL    Datum: EA=6.21(10) eV LPES | HOF(A-)=-346.0/3.7 AfIN p:7

DaffH(AH)=  6.7/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

68KEB/ARS    Datum: DaffG= 2.9/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)6..NaCl-.

ClH12NaO6  mw:166.023 fg:21 cnt:9178

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17HOU/LIU    Datum: EA=0.45(8) eV LPES p:8

DaffH(AH)=  1.4/2.6 dEA

Vertical Detachment Energy:0.63(8) eV.

++++++++++++++++++++++++++++++++

(H2O)6..Cl-

ClH12O6  mw:143.033 fg:482 cnt:3499

HOF(A.)= -317.7/4.5              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

87HIR/MIZ4   Datum: DaffG= 2.4/1.0 TDAs | HOF(A-)=-415.4/2.3 AfIN p:8

DaffH(X..Y-)= 8.8/1.0 TDAs

----

94MAR/POL    Datum: EA=6.58(10) eV LPES | HOF(A-)=-415.1/3.8 AfIN p:7

DaffH(AH)=  8.5/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)7..Cl-

ClH14O7  mw:161.043 fg:482 cnt:3500

HOF(A.)= -375.7/4.6              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

87HIR/MIZ4   Datum: DaffG= 2.1/1.0 TDAs | HOF(A-)=-481.3/2.5 AfIN p:8

DaffH(X..Y-)= 8.1/1.0 TDAs

Estimated entropy; single temperature measurement.

----

94MAR/POL    Datum: EA=6.88(10) eV LPES | HOF(A-)=-480.1/4.0 AfIN p:7

DaffH(AH)=  6.9/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

ICl-.

ClI  mw:161.874 Anion CAS: Z-12323-69-2 fg:11 cnt:305

HOF(A.)=   4.2/0.1  89GUR/VEY    |

----

73AUE/HUB    Datum: EA=2.41(10) eV NBIE | HOF(A-)=-51.4/2.3 R-EA p:5

DaffH(AH)=  35.4/2.3 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

77REF/FRA    Datum: HOF(A-)=-37.0/2.2 Endo p:4

EA(eV)= 1.785 DaffH(X..Y-)= 21.0/2.2 A-IN

I- + NOCl ->.

----

76HUB/KLE    Datum: EA=1.48(5) eV NBIE p:2

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [icl.zz0]

M062X/Def2T|-52.1  |     |     | 2.518|       |5.8    |    |     

++++++++++++++++++++++++++++++++

I2Cl-

ClI2  mw:288.778 Anion CAS: Z-17705-05-4 fg:12 cnt:11059

----

20GIB/CAS    Datum: EA=4.20(5) eV PEPI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clii.zc0]

M062X/Def2T|-73.3  |     |     | 4.346|       |27.0   |    |     

++++++++++++++++++++++++++++++++

KCl-.

ClK  mw:73.933 Anion CAS: Z-71892-02-9 fg:11 cnt:260

HOF(A.)= -51.2/0.1  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.582(10) eV LPES | HOF(A-)=-64.6/0.3 R-EA p:9

DaffH(AH)=  85.9/0.2 A-IN

----

79DEV/WIJ    Datum: EA=0.63 eV NBAE p:7
###### the following are "below the line": evaluated as not accurate ####

----

64EBI/       Datum: EA=>1.27 eV EIAE p:2

From (KCl)2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [kcl.zzf]

G3MP2B3    |-67.6  |     |     | 0.699|       |-51.5  |    |     

G3MP2B3+   |-67.4  |     |     | 0.698|       |-51.4  |    |     

G4MP2      |-65.8  |     |     | 0.660|       |-50.7  |    |     

M062X/Def2T|-59.8  |     |     | 0.369|       |-51.3  |    |     

B3/6-311++G|-63.5  |     |     | 0.727|       |-46.8  |    |     

++++++++++++++++++++++++++++++++

KCl..MnO4-

ClKMnO4  mw:192.851

Core ion CAS: Z-14333-13-2 Solvent: 7447-40-7 fg:21 cnt:9513

HOF(solv)= -51.2/0.1 neut 82WAG/EVA

----

15ZHA/SUN    Datum: EA=5.65(5) eV LPES p:8

Vertical Detachment Energy:5.83(5) eV.

++++++++++++++++++++++++++++++++

Kr..Cl-

ClKr  mw:118.881 Anion CAS: Z-151269-55-5 fg:482 cnt:4970

HOF(solv)=0.0 Defn

----

98YOU/LEN    Datum: DaffH= 2.2/0.1 ZEKE p:8

Given: 0.0957(10) eV.

----

07WAD/KIK    Datum: DaffG= -2.9/0.4 TDAs | HOF(A-)=-2.8/0.4 AfIN p:7

DaffH(X..Y-)= 2.8/0.4 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [krcl.zcf]

G3MP2B3    |-57.9  |  1.7| -1.8| 11.8|       |-56.1  

G3MP2B3+   |-57.8  |     |     |     |       |-56.1  

G4MP2      |-56.2  |  1.3| -2.5| 12.5|       |-55.0  

M062X/Def2T|-51.2  |  2.8| -1.0| 12.7|       |-48.4  

B3/6-311++G|-58.0  | -9.8| -2.2| 11.3|       |-56.9  

++++++++++++++++++++++++++++++++

LiCl-.

ClLi  mw:41.985 Anion CAS: Z-58451-02-8 fg:11 cnt:237

HOF(A.)= -46.7/0.5  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.593(10) eV LPES | HOF(A-)=-60.4/0.6 R-EA p:9

DaffH(AH)=  98.5/0.6 A-IN

----

76CAR/PET    Datum: EA=0.61(2) eV LPES p:8
###### the following are "below the line": evaluated as not accurate ####

----

64EBI/       Datum: EA=>1.28 eV EIAE p:2

From (LiCl)2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [licl.zzf]

W1U        |-60.8  |     |     | 0.595|       |-47.1  |    |     

CBS-QB3    |-60.7  |     |     | 0.604|       |-46.9  |    |     

G3MP2B3    |-62.2  |     |     | 0.724|       |-45.6  |    |     

G3MP2B3+   |-62.3  |     |     | 0.725|       |-45.6  |    |     

G4MP2      |-61.2  |     |     | 0.701|       |-45.1  |    |     

M062X/Def2T|-52.1  |     |     | 0.311|       |-45.0  |    |     

B3/6-311++G|-59.5  |     |     | 0.721|       |-43.0  |    |     

++++++++++++++++++++++++++++++++

MgCl-

ClMg  mw:58.954 Anion CAS: Z-51232-91-8 fg:11 cnt:1882

HOF(A.)= -13.1/1.5  96GUR/VEY    |

----

88MIL/LIN    Datum: EA=1.589(11) eV LPES | HOF(A-)=-49.7/1.5 R-EA p:9

DaffH(AH)=  85.0/1.5 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mgcl.zaf]

W1U        |-50.0  |     |     | 1.596|       |-13.3  |    |     

CBS-QB3    |-51.7  |     |     | 1.611|       |-14.7  |    |     

G3MP2B3    |-51.3  |     |     | 1.708|       |-12.0  |    |     

G3MP2B3+   |-51.3  |     |     | 1.708|       |-12.0  |    |     

G4MP2      |-54.8  |     |     | 1.742|       |-14.7  |    |     

M062X/Def2T|-44.9  |     |     | 1.434|       |-11.9  |    |     

B3/6-311++G|-46.1  |     |     | 1.680|       |-7.5   |    |     

++++++++++++++++++++++++++++++++

NO..Cl-

ClNO  mw:64.967 Anion CAS: Z-287481-20-3 fg:482 cnt:5491

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

18LAP/MCK    Datum: EA=3.82(5) eV LPES p:8

DaffH(AH)=  4.7/1.2 dEA

The stated EA is the Vertical Detachment Energy.

----

00HIR/IIN    Datum: DaffG= -1.9/2.0 TDAs | HOF(A-)=17.7/0.2 AfIN p:8

DaffH(X..Y-)= 4.1/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [clno.zzf]

W1U        |-36.7  |  3.2| -2.1| 17.7|22.1   |-55.5  | 2.180

CBS-QB3    |-39.3  |  3.2| -1.9| 17.2|20.7   |-56.7  | 2.223

G3MP2B3    |-36.5  |  1.8| -3.6| 18.0|21.5   |-56.1  | 2.134

G3MP2B3+   |-36.7  |  1.9| -3.3| 17.7|21.4   |-56.1  | 2.141

G4MP2      |-36.8  |  3.1| -2.3| 18.0|21.2   |-55.0  |      

M062X/Def2T|-32.9  |  7.0|  1.9| 17.1|22.6   |-48.4  | 2.128

B3/6-311++G|-40.5  | -4.3|  1.4| 17.7|23.1   |-56.9  | 2.460

++++++++++++++++++++++++++++++++

N2..Cl-

ClN2  mw:62.976

Core ion CAS: Z-16887-00-6 Solvent: 7727-37-9 fg:482 cnt:9190

HOF(solv)=0.0 Defn

----

16WAT/YON    Datum: EA=3.75(21) eV LPES p:8

DaffH(AH)=  3.1/4.8 dEA

The stated EA is the Vertical Detachment Energy. Deconvolution predicts the 2P3/2 state of Cl- as 3.72 eV, and the 2P1/2 state as 3.83 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [n2cl.zcf]

W1U        |-57.1  |  2.0| -1.4| 11.7|0.5    |-55.5  | 3.714

CBS-QB3    |-58.1  |  2.0| -0.8|  9.5|0.7    |-56.7  | 3.754

G3MP2B3    |-56.8  |  1.1| -2.9| 13.3|0.5    |-56.1  | 3.670

G3MP2B3+   |-57.2  |  1.5| -0.9|  8.2|0.5    |-56.1  | 3.693

G4MP2      |-56.6  |  1.3| -2.7| 13.2|-0.4   |-55.0  | 3.622

M062X/Def2T|-50.0  |  3.0| -0.1| 10.2|1.5    |-48.4  | 3.433

B3/6-311++G|-54.5  | -9.7| -1.2|  8.2|3.7    |-56.9  | 3.757

++++++++++++++++++++++++++++++++

N2O..Cl-

ClN2O  mw:78.970

Core ion CAS: Z-16887-00-6 Solvent: 10024-97-2 fg:482 cnt:7219

HOF(A.)=  48.7/0.1               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

08BOE/DIS    Datum: EA=3.807(1) eV LPES | HOF(A-)=15.1/0.1 AfIN p:9

DaffH(AH)=  4.4/0.1 dEA

----

93HIR/ARU    Datum: DaffH= 5.8/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(NO)2..Cl-

ClN2O2  mw:94.965 fg:482 cnt:5492

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

00HIR/IIN    Datum: DaffG= -1.6/2.0 TDAs | HOF(A-)=15.4/0.2 AfIN p:8

DaffH(X..Y-)= 6.4/0.2 TDAs

++++++++++++++++++++++++++++++++

ClONO2..NO3-

ClN2O6  mw:158.945 Anion CAS: Z-156734-67-7 fg:489 cnt:4457

HOF(solv)=   6.0/2.0 Calc 18BAR/   

----

97WIN/MER    Datum: DaffH= 20.3/5.7 IMRB | HOF(A-)=-87.6/6.1 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clno32.zcf]

G3MP2B3    |-88.6  | 22.9| 14.4| 28.5|7.1    |-72.8  

G4MP2      |-88.8  | 22.3| 13.8| 28.6|6.7    |-73.2  

M062X/Def2T|-88.7  | 23.9| 15.4| 28.5|7.0    |-71.8  

B3/6-311++G|-80.8  |     |     |     |       |       

++++++++++++++++++++++++++++++++

ClN3-.

ClN3  mw:76.979 Anion CAS: N-13973-88-1 fg:12 cnt:7886

----

10EYE/FRE    Datum: EA=2.48(20) eV IMRB p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cln3.zzf]

W1U        |41.2   |     |     | 2.298|       |93.8   |    |     

CBS-QB3    |37.7   |     |     | 2.376|       |92.1   |    |     

G3MP2B3    |40.2   |     |     | 2.356|       |94.1   |    |     

G3MP2B3+   |40.0   |     |     | 2.360|       |94.1   |    |     

G4MP2      |40.2   |     |     | 2.302|       |92.9   |    |     

M062X/Def2T|40.4   |     |     | 2.269|       |92.4   |    |     

B3/6-311++G|27.2   |     |     | 3.019|       |96.4   |    |     

++++++++++++++++++++++++++++++++

(N2O)2..Cl-

mw:122.971 fg:482 cnt:12007

----

93HIR/ARU    Datum: DaffH= 5.6/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2O)3..Cl-

mw:166.972 fg:482 cnt:12008

----

93HIR/ARU    Datum: DaffH= 5.1/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2O)4..Cl-

mw:210.973 fg:482 cnt:12009

----

93HIR/ARU    Datum: DaffH= 4.9/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2O)5..Cl-

mw:254.974 fg:482 cnt:12010

----

93HIR/ARU    Datum: DaffH= 4.8/0.3 TDAs p:8

Entropy estimated

++++++++++++++++++++++++++++++++

(N2O)6..F-

mw:298.975 fg:481 cnt:12005

----

93HIR/ARU    Datum: DaffH= 6.0/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2O)7..F-

mw:342.976 fg:481 cnt:12006

----

93HIR/ARU    Datum: DaffH= 3.3/0.3 TDAs p:8

Entropy estimated

++++++++++++++++++++++++++++++++

NaCl-.

ClNa  mw:57.959 Anion CAS: Z-67291-87-6 fg:11 cnt:246

HOF(A.)= -42.2/0.1  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.727(10) eV LPES | HOF(A-)=-59.0/0.3 R-EA p:9

DaffH(AH)=  84.6/0.2 A-IN

----

17HOU/LIU    Datum: EA=0.717(10) eV LPES p:8

Vertical Detachment Energy:0.762(10) eV.

----

79DEV/WIJ    Datum: EA=0.77 eV NBAE p:6
###### the following are "below the line": evaluated as not accurate ####

----

64EBI/       Datum: EA=>1.28 eV EIAE p:2

From (NaCl)2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nacl.zzf]

W1U        |-60.7  |     |     | 0.748|       |-43.5  |    |     

CBS-QB3    |-63.2  |     |     | 0.820|       |-44.4  |    |     

G3MP2B3    |-63.9  |     |     | 0.826|       |-45.0  |    |     

G3MP2B3+   |-64.0  |     |     | 0.824|       |-45.0  |    |     

G4MP2      |-62.6  |     |     | 0.840|       |-43.2  |    |     

M062X/Def2T|-56.6  |     |     | 0.558|       |-43.8  |    |     

B3/6-311++G|-58.8  |     |     | 0.907|       |-38.0  |    |     

++++++++++++++++++++++++++++++++

ClO-

ClO  mw:50.964 Anion CAS: Z-14380-61-1 fg:5 cnt:86

HOF(A.)=  24.3/0.1  89GUR/VEY    | BDE(A-H)= 94.5/1.1 R-AH           

HOF(AH)= -18.1/1.1  89GUR/VEY    |

DacidS=21.6/0.1 A-AH |  S(A-)=52.1/0.1 Isoe 82WAG/EVA |  S(AH)=56.5/0.1  89GUR/VEY

----

00DIS/BOE    Datum: EA=2.2775(13) eV ZEKE | HOF(A-)=-28.2/1.8 Acid p:9

DacidG(AH)= 349.4/0.1 H-TS| DacidH(AH)= 355.6/1.5 D-EA

DaffH(AH)=  87.8/1.8 A-IN

Given: 2.2775(13) eV.

----

92GIL/POL    Datum: EA=2.276(6) eV LPES p:8

----

79LEE/SMI    Datum: EA=2.17(23) eV LPD  p:7

----

80BAL/NIK2   Datum: EA=2.35(15) eV EIAE [54.2(35) kcal] p:5

From Cl2O.
###### the following are "below the line": evaluated as not accurate ####

----

78DOT/ALB    Datum: EA=1.95(25) eV IMRB p:3

----

77VOG/DRE    Datum: HOF(A-)=<-13.0/5.0 Endo p:3

EA(eV)= 1.617 DaffH(X..Y-)=>72.6/5.0 A-IN

Cl- + O2 ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clo.zaf]

W1U        |-29.0  |356.2|349.7| 2.321|-19.3  |24.5   |21.7|95.9 

CBS-QB3    |-28.9  |356.3|349.8| 2.338|-19.4  |25.0   |21.6|96.5 

G3MP2B3    |-26.9  |357.6|351.1| 2.326|-17.2  |26.7   |21.7|96.1 

G3MP2B3+   |-27.4  |357.1|350.7| 2.344|-17.3  |26.6   |21.6|96.0 

G4MP2      |-28.4  |356.7|350.3| 2.349|-17.9  |25.8   |21.6|95.8 

M062X/Def2T|-22.4  |359.9|353.5| 2.044|-17.6  |24.7   |21.5|94.5 

B3/6-311++G|-22.0  |354.6|348.1| 2.334|-9.3   |31.8   |21.6|93.2 

++++++++++++++++++++++++++++++++

VOCl-.

ClOV  mw:101.908 Anion CAS: Z-732197-92-1 fg:20 cnt:1163

HOF(A.)= -76.3/10.0  02BIN/MIL   |

----

75FLE/SVE    Datum: HOF(A-)=-74.0/63.7 EIAE;EA(eV)=1.400 p:5

DaffH(AH)=  99.1/63.7 A-IN

From VOCl3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vocl-q.za0]

CBS-QB3    |-80.8  |     |     | 1.739|       |-40.9  |    |     

M062X/Def2T|-67.8  |     |     | 1.749|       |-27.6  |    |     

B3/6-311++G|-76.7  |     |     | 4.361|       |23.9   |    |     

++++++++++++++++++++++++++++++++

OClO-

ClO2  mw:66.959 Anion CAS: Z-80424-04-0 fg:6 cnt:97

HOF(A.)=  24.2/0.1  01DEL/PAR    |

DacidS=23.0/2.0 Calc | 

----

00DIS/BOE    Datum: EA=2.1451(25) eV ZEKE | HOF(A-)=-25.3/0.3 R-EA p:9

DacidG(AH)= 336.4/0.1 H-TS| DacidH(AH)= 336.4 A-AH

DaffH(AH)=  75.5/0.2 A-IN

Given: 2.1451(25) eV. Reassignment of bands from 92GIL/POL.

----

07TSC/BOE    Datum: EA=2.15(2) eV ZEKE p:8

Vertical Detachment Energy:2.39(2) eV.

----

00WAN/WAN3   Datum: EA=2.15(3) eV LPES p:8

Vertical Detachment Energy:2.38(5) eV.

----

92GIL/POL    Datum: EA=2.378(6) eV LPES p:7

DaffH(AH)=  21.1/0.1 dEA

----

89BAB/PEN    Datum: EA=2.37(10) eV IMRB p:7

Electron affinity: Less than NO2, greater than HS.bullet., SF4.
###### the following are "below the line": evaluated as not accurate ####

----

81WEC/CHR    Datum: EA=< 2.2 eV ECD  [50. kcal] p:4

----

80BAL/NIK2   Datum: EA=1.76(16) eV EIAE [40.6(37) kcal] p:2

From FClO3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oclo.zaf]

W1U        |-26.3  |335.3|328.4| 2.164|4.3    |23.5   |23.1|71.4 

G3MP2B3    |-22.8  |337.1|330.3| 2.232|7.3    |28.6   |22.9|73.4 

G3MP2B3+   |-23.1  |336.8|330.0| 2.249|7.3    |28.6   |22.9|73.5 

G4MP2      |-25.8  |335.9|329.0| 2.210|5.4    |25.0   |23.0|71.7 

M062X/Def2T|-16.7  |337.9|331.0| 2.044|10.2   |30.4   |23.1|72.3 

B3/6-311++G|-1.8   |335.2|328.4| 2.532|30.2   |56.4   |22.9|78.3 

++++++++++++++++++++++++++++++++

ClOO-

ClO2  mw:66.959 Anion CAS: Z-224299-14-3 fg:6 cnt:4951

HOF(A.)=  23.7/0.5  91BAE/HIP    |

HOF(AH)=  -0.1 Est5              |

----

00DIS/BOE    Datum: EA=3.66021(20) eV ZEKE [29521.6(16) cm-1] | HOF(A-)=-60.7/0.5 R-EA p:9

Given: 29521.6(16) cm-1.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cloo-t.zaf]

W1U        |-56.7  |310.1|299.9| 3.565|-1.0   |25.3   |34.2|78.4 

CBS-QB3    |-59.1  |     |     | 3.590|       |23.4   |    |     

G3MP2B3    |-56.4  |309.4|299.4| 3.716|1.4    |29.1   |33.7|79.8 

G3MP2B3+   |-56.5  |309.5|299.2| 3.717|1.2    |29.0   |34.4|79.9 

G4MP2      |-55.1  |311.4|301.3| 3.653|0.7    |29.0   |33.8|80.4 

M062X/Def2T|-52.6  |     |     | 3.366|       |24.9   |    |     

B3/6-311++G|-58.6  |     |     | 3.689|       |26.2   |    |     

++++++++++++++++++++++++++++++++

SO2..Cl-

ClO2S  mw:98.931 Anion CAS: Z-32582-12-0 fg:482 cnt:114

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

85CAL/KEB    Datum: DaffG= 15.7/2.0 TDAs | HOF(A-)=-93.1/2.0 AfIN p:8

DaffH(X..Y-)= 22.2/2.0 TDAs

----

85LAR/MCM    Datum: DaffG= 14.7/2.0 IMRE p:6

DaffH(X..Y-)= 20.9/2.0 G+TS

----

84BOH/FAH    Datum: DaffG= 15.0/1.6 TDEq p:6

DaffH(X..Y-)= 22.2/2.2 TDEq

Relative to HOH.bullet..bullet.Cl- in 80KEE/LEE.

----

80KEE/LEE    Datum: DaffG= 14.8/0.3 TDAs p:6

DaffH(X..Y-)= 21.8/0.2 TDAs
###### the following are "below the line": evaluated as not accurate ####

----

79ROB/FRA    Datum: HOF(A-)=<-135.0/0.3 IMRB p:4

DaffH(X..Y-)=>64.1/0.3 A-IN

----

78SUL/BEA2   Datum: HOF(A-)=>-151.0/5.0 IMRB p:3

DaffH(X..Y-)=<80.1/5.0 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so2cl.zcf]

W1U        |-149.3 | 22.7| 15.8| 23.4|-71.1  |-55.5  

CBS-QB3    |-150.7 | 22.9| 16.1| 22.8|-71.1  |-56.7  

G3MP2B3    |-146.3 | 21.8| 15.0| 22.7|-68.3  |-56.1  

G3MP2B3+   |-146.2 | 21.8| 15.0| 22.8|-68.3  |-56.1  

G4MP2      |-148.0 | 22.8| 15.8| 23.3|-70.3  |-55.0  

M062X/Def2T|-141.6 | 29.6| 22.5| 23.9|-63.5  |-48.4  

B3/6-311++G|-114.8 | 13.3| 17.5| 22.8|-33.7  |-56.9  

++++++++++++++++++++++++++++++++

ClO3-

ClO3  mw:82.954 Anion CAS: Z-14866-68-3 fg:6 cnt:103

HOF(A.)=  46.4/2.9  02BIN/MIL    | BDE(A-H)= 97.6/4.0 D-EA           

HOF(AH)=   0.9/5.0 R-DH          |

DacidS=21.0/2.0 Calc | 

----

00WAN/WAN3   Datum: EA=4.25(10) eV LPES | HOF(A-)=-51.6/3.7 R-EA p:9

DacidG(AH)= 306.9/4.7 H-TS| DacidH(AH)= 313.2/4.6 D-EA

DaffH(AH)=  101.6/3.7 A-IN

Vertical Detachment Energy:4.65(10) eV.

----

10MEY/KAS    Datum: DacidH(AH)= 313.2/3.3 IMRB p:8

----

83ALE/FED    Datum: EA=>3.14(12) eV EIAE p:5

From ClO3F.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clo3.zaf]

W1U        |-51.8  |316.8|309.4| 4.163|-2.8   |44.2   |25.1|99.1 

CBS-QB3    |-51.0  |316.1|309.6| 4.120|-1.3   |44.0   |21.8|97.4 

G3MP2B3    |-45.2  |317.6|311.7| 4.239|4.4    |52.6   |19.7|100.2

G3MP2B3+   |-44.6  |317.9|311.7| 4.225|4.7    |52.8   |20.6|100.2

G4MP2      |-50.3  |317.0|310.4| 4.146|-0.1   |45.3   |22.0|97.5 

M062X/Def2T|-38.6  |318.1|311.7| 4.033|8.0    |54.4   |21.4|98.5 

B3/6-311++G|2.4    |318.1|312.8| 4.364|51.6   |103.1  |18.0|103.6

++++++++++++++++++++++++++++++++

SO3..Cl-

ClO3S  mw:114.926 Anion CAS: Z-15181-48-3 fg:482 cnt:1425

HOF(AH)= -133.0/1.0 Est 78BEN/   |

HOF(solv)= -94.6/0.2 neut 89GUR/VEY

DacidS=21.8/2.0 Stat | 

----

05HAO/GIL    Datum: DaffH= 53.8/3.1 CIDT | HOF(A-)=-148.4/3.1 AfIN p:8

DacidH(AH)= 350.3/3.3 A-AH

0K threshold 53.0 kcal/mol. scaled to 298K with B3LYP data.
###### the following are "below the line": evaluated as not accurate ####

----

86ADA/SMI    Datum: DacidH(AH)=<313.6/2.0 EIAE p:3

DacidG(AH)=<307.1/2.1 H-TS

From ClSO3H (Appearance Energy 0 eV).

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [clso3.zaf]

W1U        |-197.5 | 47.2| 38.8| 28.3|-94.8  |-55.5  | 5.451

CBS-QB3    |-198.5 | 47.3| 40.0| 24.5|-94.4  |-56.7  | 5.494

G3MP2B3    |-190.7 | 45.3| 38.1| 27.7|-89.2  |-56.1  | 5.477

G3MP2B3+   |-190.7 | 45.3| 37.1| 27.8|-89.2  |-56.1  | 5.479

G4MP2      |-195.2 | 47.3| 38.9| 28.1|-92.9  |-55.0  | 5.381

M062X/Def2T|-190.5 | 55.0| 46.5| 28.6|-87.0  |-48.4  | 5.502

B3/6-311++G|-136.3 | 32.3| 35.0| 27.8|-36.2  |-56.9  | 5.437

++++++++++++++++++++++++++++++++

ClO4-

ClO4  mw:98.949 Anion CAS: Z-14797-73-0 fg:6 cnt:2452

HOF(A.)=  59.3/7.3 D+AH          | BDE(A-H)= 107.4/6.2 D-EA          

HOF(AH)=   4.0/4.0  78BEN/       |

DacidS=23.7/1.0 A-AH |  S(A-)=66.7/0.2 Isoe 82WAG/EVA |  S(AH)=69.0/1.0  76BEN

----

00WAN/WAN3   Datum: EA=5.25(10) eV LPES p:9

Vertical Detachment Energy:5.5(1) eV. .DELTA.fH(HClO4): see 10MEY/KAS.

----

10MEY/KAS    Datum: DacidH(AH)= 299.9/5.7 IMRB | HOF(A-)=-61.8/7.0 Acid p:8

DacidG(AH)= 292.8/5.7 H-TS
###### the following are "below the line": evaluated as not accurate ####

----

87MAR/       Datum: HOF(A-)=-74.0/10.0 Latt p:2

DacidG(AH)= 281.4/14.1 H-TS DacidH(AH)= 287.7/10.8 A-AH

Acidity seems too strong by ca. 10 kcal/mol. Other lattice energetics (84MAL/ROS,77FIN/GAT) are also too stable for anions.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [clo4.zaf]

W1U        |-66.2  |300.4|293.6| 5.331|-0.8   |57.0   |22.9|109.9

CBS-QB3    |-65.5  |298.8|292.1| 5.416|1.4    |59.7   |22.5|110.4

G3MP2B3    |-55.3  |300.8|294.9| 5.343|11.1   |68.2   |19.6|109.2

G3MP2B3+   |-54.6  |301.1|294.4| 5.322|11.5   |68.5   |22.7|109.1

G4MP2      |-64.2  |300.9|294.2| 5.266|2.1    |57.6   |22.4|107.6

M062X/Def2T|-55.2  |298.9|292.1| 5.406|10.5   |69.7   |22.9|111.3

B3/6-311++G|16.4   |298.9|292.1| 5.332|84.7   |139.7  |22.7|107.0

++++++++++++++++++++++++++++++++

(SO2)2..Cl-

ClO4S2  mw:162.893 fg:482 cnt:911

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

80KEE/LEE    Datum: DaffG= 5.5/2.2 TDAs | HOF(A-)=-176.4/2.2 AfIN p:8

DaffH(X..Y-)= 12.3/1.0 TDAs

----

79ROB/FRA    Datum: HOF(A-)=<-205.9/8.2 IMRB p:6

DaffH(X..Y-)=>41.9/8.2 A-IN

++++++++++++++++++++++++++++++++

SO2..ClO4-

ClO6S  mw:162.911 Anion CAS: Z-620973-51-5 fg:20 cnt:3994

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

85BAN/IRI    Datum: DaffG= 5.7/0.1 IMRE p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so2clo4.zcf]

CBS-QB3    |-148.8 | 12.1|  4.7| 25.0|-71.1  |-65.5  

G3MP2B3    |-135.4 | 11.7|  3.9| 26.3|-68.3  |-55.3  

G3MP2B3+   |-134.5 | 11.7|  4.3| 24.8|-68.3  |-54.6  

G4MP2      |-145.4 | 10.9|  2.7| 27.7|-70.3  |-64.2  

M062X/Def2T|-131.3 | 12.5|  4.9| 25.6|-63.5  |-55.2  

B3/6-311++G|-28.9  | 11.6|  4.2| 25.0|-33.7  |16.4   

++++++++++++++++++++++++++++++++

(SO2)3..Cl-

ClO6S3  mw:226.855 fg:482 cnt:3886

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

80KEE/LEE    Datum: DaffG= 3.1/0.3 TDAs | HOF(A-)=-257.3/2.2 AfIN p:8

DaffH(X..Y-)= 10.0/0.1 TDAs

++++++++++++++++++++++++++++++++

(SO2)4..Cl-

ClO8S4  mw:290.817 fg:482 cnt:3887

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

80KEE/LEE    Datum: DaffG= 1.6/1.0 TDAs | HOF(A-)=-336.9/2.3 AfIN p:8

DaffH(X..Y-)= 8.6/0.2 TDAs

++++++++++++++++++++++++++++++++

PbCl-.

ClPb  mw:242.946 Anion CAS: N-13931-84-5 fg:11 cnt:334

HOF(A.)=   2.1/2.9  91GUR/VEY    |
###### the following are "below the line": evaluated as not accurate ####

----

67HAS/BLO #  Datum: HOF(A-)=-54.9/4.6 EIAE p:3

EA(eV)= 2.472 DaffH(X..Y-)= 101.6/4.6 A-IN

From PbCl2. Reworked with the given threshold appearance energy,  and modern thermochemical data.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbcl-t.za0]

M062X/Def2T|-42.1  |     |     | 1.404|       |-9.8   |    |     

++++++++++++++++++++++++++++++++

RbCl-.

ClRb  mw:119.881 Anion CAS: Z-106070-95-5 fg:11 cnt:283

HOF(A.)= -54.7/0.5  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.543(10) eV LPES | HOF(A-)=-67.2/0.6 R-EA p:9

DaffH(AH)=  86.6/0.6 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

64EBI/       Datum: EA=>1.54 eV EIAE p:3

From (RbCl)2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rbcl-d.za0]

M062X/Def2T|-61.8  |     |     | 0.450|       |-51.5  |    |     

++++++++++++++++++++++++++++++++

Sn4Cl-

ClSn4  mw:514.578 Anion CAS: Z-261373-61-9 fg:12 cnt:4792

----

00NEG/KAW    Datum: EA=2.69(22) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn5Cl-

ClSn5  mw:634.480 Anion CAS: Z-261373-63-1 fg:12 cnt:4793

----

00NEG/KAW    Datum: EA=2.90(35) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn6Cl-

ClSn6  mw:754.383 Anion CAS: Z-261373-64-2 fg:12 cnt:4794

----

00NEG/KAW    Datum: EA=2.92(16) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn7Cl-

ClSn7  mw:874.285 Anion CAS: Z-261373-65-3 fg:12 cnt:4795

----

00NEG/KAW    Datum: EA=3.22(27) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn8Cl-

ClSn8  mw:994.187 Anion CAS: Z-261373-66-4 fg:12 cnt:4796

----

00NEG/KAW    Datum: EA=2.64(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn9Cl-

ClSn9  mw:1114.09 Anion CAS: Z-261373-67-5 fg:12 cnt:4797

----

00NEG/KAW    Datum: EA=3.22(33) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn10Cl-

ClSn10  mw:1233.99 Anion CAS: Z-261373-68-6 fg:12 cnt:4798

----

00NEG/KAW    Datum: EA=2.79(21) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn11Cl-

ClSn11  mw:1353.89 Anion CAS: Z-261373-69-7 fg:12 cnt:4799

----

00NEG/KAW    Datum: EA=2.89(19) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn12Cl-

ClSn12  mw:1473.80 Anion CAS: Z-261373-71-1 fg:12 cnt:4800

----

00NEG/KAW    Datum: EA=3.01(14) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn13Cl-

ClSn13  mw:1593.70 Anion CAS: Z-261373-72-2 fg:12 cnt:4801

----

00NEG/KAW    Datum: EA=2.78(17) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn14Cl-

ClSn14  mw:1713.60 Anion CAS: Z-261373-73-3 fg:12 cnt:4802

----

00NEG/KAW    Datum: EA=2.78(9) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn15Cl-

ClSn15  mw:1833.50 Anion CAS: Z-261373-74-4 fg:12 cnt:4803

----

00NEG/KAW    Datum: EA=3.04(12) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn16Cl-

ClSn16  mw:1953.40 Anion CAS: Z-261373-75-5 fg:12 cnt:4804

----

00NEG/KAW    Datum: EA=3.06(10) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn17Cl-

ClSn17  mw:2073.31 Anion CAS: Z-261373-76-6 fg:12 cnt:4805

----

00NEG/KAW    Datum: EA=3.01(13) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn18Cl-

ClSn18  mw:2193.21 Anion CAS: Z-261373-77-7 fg:12 cnt:4806

----

00NEG/KAW    Datum: EA=3.09(19) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn19Cl-

ClSn19  mw:2313.11 Anion CAS: Z-261373-78-8 fg:12 cnt:4807

----

00NEG/KAW    Datum: EA=3.12(19) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn20Cl-

ClSn20  mw:2433.01 Anion CAS: Z-261373-79-9 fg:12 cnt:4808

----

00NEG/KAW    Datum: EA=3.07(14) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Xe..Cl-

ClXe  mw:166.874 Anion CAS: Z-43081-55-6 fg:482 cnt:1485

HOF(solv)=0.0 Defn

----

02LEN/YOU    Datum: EA=3.7232(7) eV ZEKE p:9

DaffH(AH)=  2.5/0.1 dEA

----

07WAD/KIK    Datum: DaffG= -1.5/0.3 TDAs | HOF(A-)=-4.2/0.3 AfIN p:8

DaffH(X..Y-)= 4.2/0.3 TDAs

----

84GAT/       Datum: DaffH= 3.1 Mobl | HOF(A-)=-3.1 AfIN p:6

----

80THA/EIS    Datum: DaffH= 3.1 Mobl | HOF(A-)=-3.1 AfIN p:6
###### the following are "below the line": evaluated as not accurate ####

----

79DEV/WIJ2   Datum: DaffH=<3.2 Mobl | HOF(A-)=>-3.2 AfIN p:4

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [xecl.zc0]

M062X/Def2T|-52.7  |     |     |     |       |       | 3.429

++++++++++++++++++++++++++++++++

(Xe)2..Cl-

ClXe2  mw:298.778 Anion CAS: Z-22537-15-1 fg:482 cnt:6945

HOF(solv)=0.0 Defn

----

07WAD/KIK    Datum: DaffG= -2.3/0.4 TDAs | HOF(A-)=-3.7/0.4 AfIN p:8

DaffH(X..Y-)= 3.7/0.4 TDAs

++++++++++++++++++++++++++++++++

Cl2-

Cl2  mw:69.938 Anion CAS: Z-12595-89-0 fg:2 cnt:256

HOF(A.)= 0.0 Defn            |

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

24YAN/ZHA2   Datum: EA=2() eV LPES [19432(9) cm-1] p:9

----

77DIS/LAC2   Datum: EA=2.4(2) eV NBIE p:8

----

83BOW/LIE    Datum: EA=2.5(2) eV NBIE p:6

----

73HUG/LIF    Datum: EA=2.32(10) eV Endo p:6

----

72DUN/FEH    Datum: EA=2.46(14) eV IMRB p:6

----

72BAE/       Datum: EA=2.45(15) eV NBIE p:6

----

81AYA/WEN    Datum: EA=2.33 eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

71DEC/FRA #  Datum: HOF(A-)=<-53.5/3.5 EIAE p:4

EA(eV)= 2.320 DaffH(X..Y-)=>82.5/3.5 A-IN

From CCl4. Reworked with modern thermochemistry.

----

71CHU/BER    Datum: EA=2.38(10) eV Endo p:4

----

76HUB/KLE    Datum: EA=1.02(5) eV NBIE p:2

The stated EA is the Vertical Detachment Energy.

----

70LAC/HER    Datum: EA=3.2(2) eV NBIE p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2.zzf]

W1U        |-56.2  |     |     | 2.403|       |-1.0   |    |     

CBS-QB3    |-59.2  |     |     | 2.499|       |-1.8   |    |     

G3MP2B3    |-55.8  |     |     | 2.462|       |0.7    |    |     

G3MP2B3+   |-55.9  |     |     | 2.465|       |0.8    |    |     

G4MP2      |-54.9  |     |     | 2.368|       |-0.6   |    |     

M062X/Def2T|-56.0  |     |     | 2.375|       |-1.4   |    |     

B3/6-311++G|-63.1  |     |     | 3.195|       |10.4   |    |     

++++++++++++++++++++++++++++++++

CrCl2-.

Cl2Cr  mw:121.879 Anion CAS: Z-88334-03-6 fg:11 cnt:124

HOF(A.)= -30.7/0.1  82WAG/EVA    |
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=-73.8/11.5 EIAE;EA(eV)=1.700 p:3

From CrO2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crcl2-6.za0]

CBS-QB3    |-93.0  |     |     | 2.500|       |-35.6  |    |     

M062X/Def2T|-99.4  |     |     | 2.582|       |-39.9  |    |     

++++++++++++++++++++++++++++++++

CrOCl2-.

Cl2CrO  mw:137.874 Anion CAS: Z-168840-72-0 fg:20 cnt:177

HOF(A.)= -73.8/11.5  69FLE/WHI   |
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=-131.4/48.9 EIAE;EA(eV)=2.500 p:3

DaffH(AH)=  103.7/48.9 A-IN

From CrO2Cl2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crocl2-q.za0]

CBS-QB3    |-155.9 |     |     | 2.937|       |-88.3  |    |     

M062X/Def2T|-141.0 |     |     | 3.628|       |-57.6  |    |     

B3/6-311++G|-133.0 |     |     | 3.156|       |-60.5  |    |     

++++++++++++++++++++++++++++++++

CuCl2-.

Cl2Cu  mw:132.868 Anion CAS: Z-15697-16-2 fg:11 cnt:5140

----

01WAN/WAN    Datum: EA=4.35(5) eV LPES p:9

----

11KO_/WAN    Datum: EA=4.3(1) eV LPES p:8

Vertical Detachment Energy:4.6(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cucl2-s.za0]

CBS-QB3    |-116.5 |     |     | 4.724|       |-7.5   |    |     

M062X/Def2T|-96.9  |     |     | 4.249|       |0.8    |    |     

B3/6-311++G|-94.7  |     |     | 4.341|       |5.2    |    |     

++++++++++++++++++++++++++++++++

EuCl2-.

Cl2Eu  mw:222.859 Anion CAS: Z-150238-25-8 fg:11 cnt:3369

HOF(A.)= -114.8/1.0  08CHE/CHE   |

----

93KUD/BUR    Datum: DaffH= 66.2/3.6 TDAs | HOF(A-)=-147.5/4.8 AfIN p:7

EA(eV)= 1.534

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [eucl2-9.za0]

M062X/Def2T|-133.4 |     |     | 1.273|       |-104.1 |    |     

++++++++++++++++++++++++++++++++

Cl2SiF-

Cl2FSi  mw:116.914 Anion CAS: Z-145089-77-6 fg:10 cnt:6430

HOF(solv)= -89.5/4.0 Est5 91GUR/VEY

----

04POU/SCH    Datum: DaffH= 49.1/2.0 CIDT | HOF(A-)=-138.6/4.5 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [cl2sif.zaf]

W1U        |-197.5 | 45.3| 37.7| 25.7|-96.7  |-55.5  | 2.819

CBS-QB3    |-198.4 | 44.9| 37.3| 25.5|-96.8  |-56.7  | 2.818

G3MP2B3    |-194.9 | 44.2| 36.6| 25.5|-94.5  |-56.1  | 2.860

G3MP2B3+   |-194.7 | 44.3| 36.7| 25.5|-94.3  |-56.1  | 2.861

G4MP2      |-195.7 | 44.9| 37.3| 25.8|-95.8  |-55.0  | 2.764

M062X/Def2T|-196.6 | 50.8| 43.1| 26.0|-97.3  |-48.4  | 2.660

B3/6-311++G|-176.6 | 31.7| 35.0| 25.4|-77.1  |-56.9  | 3.183

++++++++++++++++++++++++++++++++

F2ClP..Cl-

Cl2F2P  mw:138.909 Anion CAS: Z-622407-97-0 fg:482 cnt:6760

HOF(solv)=-175.7/7.2  89GUR/VEY    

----

03CHE/LOB    Datum: DaffH= 23.7/2.2 CIDT | HOF(A-)=-199.3/7.5 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f2cl2p.zcf]

CBS-QB3    |-254.1 | 24.4| 17.2| 24.2|-172.9 |-56.7  

G3MP2B3    |-248.2 | 23.7| 16.7| 23.5|-168.3 |-56.1  

G3MP2B3+   |-247.5 | 23.6| 16.6| 23.5|-167.7 |-56.1  

G4MP2      |-251.1 | 23.7| 16.5| 24.3|-172.4 |-55.0  

M062X/Def2T|-254.7 | 30.7| 23.4| 24.5|-175.6 |-48.4  

B3/6-311++G|-225.5 | 15.4| 19.3| 23.5|-142.3 |-56.9  

++++++++++++++++++++++++++++++++

Fe2S2Cl2-

Cl2Fe2S2  mw:245.752 Anion CAS: Z-757954-35-1 fg:13 cnt:10248

----

05FU_/YAN    Datum: EA=3.77(6) eV LPES p:8

Vertical Detachment Energy:3.92(5) eV.

----

02YAN/WAN    Datum: EA=3.6(1) eV LPES p:7

Vertical Detachment Energy:3.9(1) eV.

++++++++++++++++++++++++++++++++

GeCl2-.

Cl2Ge  mw:143.859 Anion CAS: Z-65336-56-3 fg:11 cnt:181

HOF(A.)= -39.0/1.9  19BEC/WAL    |
###### the following are "below the line": evaluated as not accurate ####

----

77PAB/MAR    Datum: EA=1.93 eV EIAE p:1

From GeCl4. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.51-1.53 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gecl2-d.zaf]

CBS-QB3    |-81.4  |     |     | 1.515|       |-46.7  |    |     

G3MP2B3    |-75.5  |     |     | 1.526|       |-40.5  |    |     

G3MP2B3+   |-77.7  |     |     | 1.524|       |-42.7  |    |     

G4MP2      |-75.8  |     |     | 1.520|       |-41.0  |    |     

M062X/Def2T|-76.7  |     |     | 1.430|       |-43.9  |    |     

B3/6-311++G|-72.6  |     |     | 1.668|       |-34.4  |    |     

++++++++++++++++++++++++++++++++

HCl..Cl-

Cl2H  mw:70.946 Anion CAS: Z-23231-72-3 fg:482 cnt:1332

HOF(solv)= -22.1/0.1 neut 89GUR/VEY

----

88MET/KIT    Datum: EA=4.896(15) eV LPES p:9

DaffH(AH)=  29.5/0.4 dEA

The reported affinity is the shift in apparent electron affinity from the lesser-solvated ion. This ignores any neutral-neutral bond.

----

85CAL/KEB    Datum: DaffG= 17.1/2.6 TDEq | HOF(A-)=-45.9/2.0 AfIN p:8

DaffH(X..Y-)= 23.8/2.0 TDEq

----

84LAR/MCM2   Datum: DaffG= 16.0/2.0 IMRE p:7

DaffH(X..Y-)= 23.1/2.0 G+TS

----

74YAM/KEB    Datum: DaffG= 16.7/0.3 TDAs p:7

DaffH(X..Y-)= 23.7/0.2 TDAs
###### the following are "below the line": evaluated as not accurate ####

----

80SCH/ILL    Datum: HOF(A-)=<-124.5/11.5 EIAE p:2

DaffH(X..Y-)=>102.5/11.5 A-IN

From CHCl3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [clhcl.zcf]

W1U        |-104.2 | 25.6| 18.6| 23.6|-23.0  |-55.5  

CBS-QB3    |-105.0 | 25.0| 18.0| 23.6|-23.2  |-56.7  

G3MP2B3    |-102.0 | 23.6| 16.6| 23.4|-22.3  |-56.1  

G3MP2B3+   |-102.3 | 23.8| 16.9| 23.0|-22.3  |-56.1  

G4MP2      |-101.1 | 23.9| 16.8| 23.8|-22.3  |-55.0  

M062X/Def2T|-99.7  | 30.6| 23.5| 23.8|-20.7  |-48.4  

B3/6-311++G|-103.3 | 16.3| 20.3| 23.2|-19.2  |-56.9  

++++++++++++++++++++++++++++++++

DCl..Cl-

Cl2D  mw:71.952 Anion CAS: Z-29790-91-8 fg:482 cnt:1905

HOF(solv)= -22.1/0.1 neut 89GUR/VEY

----

87LAR/MCM3   Datum: DaffG= 16.3/2.0 IMRE p:8

K = 0.60 for HCl.bullet..bullet.Cl- + DCL <=> DCl.bullet..bullet.Cl- + HCl, anchored to 84LAR/MCM2.

++++++++++++++++++++++++++++++++

H2O..MgCl2-.

Cl2H2MgO  mw:111.934

Core ion CAS: Z-1094274-23-3 Solvent: 7732-18-5 fg:21 cnt:9148

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17FEN/LIU    Datum: EA=0.63(3) eV LPES p:8

Vertical Detachment Energy:0.84(3) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wmgcl2.zcf]

G3MP2B3    |-187.3 |  9.4|  0.3| 30.4|-57.6  |-120.3 | 0.545

G3MP2B3+   |-189.4 | 11.5|  3.6| 26.5|-57.6  |-120.3 | 0.647

M062X/Def2T|-181.2 | 10.6|  1.6| 29.9|-53.6  |-117.0 | 0.423

B3/6-311++G|-176.9 | 11.0|  3.1| 26.4|-54.2  |-111.8 | 0.758

++++++++++++++++++++++++++++++++

(H2O)2..MgCl2-.

Cl2H4MgO2  mw:129.944 fg:21 cnt:9149

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17FEN/LIU    Datum: EA=0.65(3) eV LPES p:8

Vertical Detachment Energy:0.92(3) eV.

++++++++++++++++++++++++++++++++

(H2O)3..MgCl2-.

Cl2H6MgO3  mw:147.955 fg:21 cnt:9150

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17FEN/LIU    Datum: EA=0.58(3) eV LPES p:8

Vertical Detachment Energy:0.88(3) eV.

++++++++++++++++++++++++++++++++

(H2O)4..MgCl2-.

Cl2H8MgO4  mw:165.966 fg:21 cnt:9151

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17FEN/LIU    Datum: EA=0.56(3) eV LPES p:8

Vertical Detachment Energy:0.86(3) eV.

++++++++++++++++++++++++++++++++

(H2O)5..MgCl2-.

Cl2H10MgO5  mw:183.976 fg:21 cnt:9152

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17FEN/LIU    Datum: EA=0.56(3) eV LPES p:8

Vertical Detachment Energy:0.86(3) eV.

++++++++++++++++++++++++++++++++

(H2O)6..MgCl2-.

Cl2H12MgO6  mw:201.987 fg:21 cnt:9153

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17FEN/LIU    Datum: EA=0.62(3) eV LPES p:8

Vertical Detachment Energy:1.01(3) eV.

++++++++++++++++++++++++++++++++

ICl2-

Cl2I  mw:196.843 Anion CAS: Z-14522-79-3 fg:11 cnt:218

HOF(solv)=   4.2/0.1 neut 89GUR/VEY

----

20GIB/CAS    Datum: EA=>4.66 eV PEPI p:6

No detachment at 266 nm/4.66 eV.
###### the following are "below the line": evaluated as not accurate ####

----

77FIN/GAT    Datum: HOF(A-)=-144.6/0.3 Latt p:3

DaffH(X..Y-)= 148.8/0.3 A-IN

This value is far more strongly bound than expected from other X3- data.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [clicl.zc0]

M062X/Def2T|-88.5  | 45.9| 38.2| 25.6|5.8    |-48.4  | 4.657

++++++++++++++++++++++++++++++++

InCl2-

Cl2In  mw:184.842 Anion CAS: Z-57586-94-4 fg:11 cnt:7852

HOF(A.)=<-35.1 EIAE 72SUL/       |

----

72SUL/       Datum: HOF(A-)=-52.0/2.3 EIAE;EA(eV)=0.611 p:5

From InCl3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [incl2-s.za0]

M062X/Def2T|-108.0 |     |     | 3.083|       |-37.1  |    |     

++++++++++++++++++++++++++++++++

LiCl2-

Cl2Li  mw:76.954 Anion CAS: Z-18223-40-0 fg:11 cnt:5303

----

99WAN/DIN2   Datum: EA=5.92(4) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [licl2#.zaf]

W1U        |-158.7 |     |     | 6.013|       |-19.8  |    |     

G3MP2B3    |-157.8 |     |     | 5.984|       |-19.5  |    |     

G3MP2B3+   |-157.8 |     |     | 5.984|       |-19.6  |    |     

G4MP2      |-156.2 |     |     | 5.945|       |-18.8  |    |     

M062X/Def2T|-154.0 |     |     | 4.773|       |-44.3  |    |     

B3/6-311++G|-155.5 |     |     | 5.172|       |-36.0  |    |     

++++++++++++++++++++++++++++++++

MgCl2-.

Cl2Mg  mw:93.923 Anion CAS: Z-1094274-23-3 fg:11 cnt:9147

HOF(A.)= -93.8/2.0  98JANAF      |

----

17FEN/LIU    Datum: EA=1.42(3) eV LPES p:8

Vertical Detachment Energy:1.80(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mgcl2.zzf]

W1U        |-121.2 |     |     | 1.091|       |-96.0  |    |     

CBS-QB3    |-123.9 |     |     | 1.057|       |-99.5  |    |     

G3MP2B3    |-120.3 |     |     | 1.146|       |-93.8  |    |     

G3MP2B3+   |-120.3 |     |     | 1.146|       |-93.8  |    |     

G4MP2      |-123.3 |     |     | 1.171|       |-96.3  |    |     

M062X/Def2T|-117.0 |     |     | 1.137|       |-90.7  |    |     

B3/6-311++G|-111.8 |     |     | 1.249|       |-83.0  |    |     

++++++++++++++++++++++++++++++++

NaCl2-

Cl2Na  mw:92.928 Anion CAS: Z-50417-29-3 fg:11 cnt:5304

----

99WAN/DIN2   Datum: EA=5.86(6) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

04ALE/BOL    Datum: EA=5.6(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nacl2#.zaf]

W1U        |-150.2 |     |     | 5.904|       |-13.8  |    |     

G3MP2B3    |-151.4 |     |     | 5.880|       |-15.6  |    |     

G3MP2B3+   |-151.6 |     |     | 5.885|       |-15.7  |    |     

G4MP2      |-150.2 |     |     | 5.857|       |-15.0  |    |     

M062X/Def2T|-148.0 |     |     | 5.387|       |-23.8  |    |     

B3/6-311++G|-145.5 |     |     | 4.998|       |-30.1  |    |     

++++++++++++++++++++++++++++++++

(NaCl)2-.

Cl2Na2  mw:115.918 Anion CAS: Z-107440-92-6 fg:12 cnt:5996

HOF(A.)= -135.3  98JANAF         |

----

22LU_/TAN    Datum: EA=1.451(11) eV LPES p:9

The stated EA is the Vertical Detachment Energy. There is a dipole-bound state at 192(12) meV. The authors' calculations indicate a linear anion and rhomboid neutral.

----

93XIA/YU     Datum: EA=1.55(5) eV LPES | HOF(A-)=-171.0/1.2  p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naclnacl.zzf]

W1U        |-143.7 |     |     | 1.467|       |-108.8 |    |     

CBS-QB3    |-146.1 |     |     | 1.533|       |-110.8 |    |     

G3MP2B3    |-146.9 |     |     | 1.521|       |-111.9 |    |     

G3MP2B3+   |-146.7 |     |     | 1.522|       |-111.6 |    |     

M062X/Def2T|-140.0 |     |     | 0.175|       |-136.7 |    |     

B3/6-311++G|-136.1 |     |     | 1.659|       |-97.6  |    |     

++++++++++++++++++++++++++++++++

Cl2O-.

Cl2O  mw:85.933 Anion CAS: Z-365546-30-1 fg:7 cnt:1741

HOF(A.)=  18.9/2.4  89GUR/VEY    | | S(A.)=64.0/0.4  89GUR/VEY
###### the following are "below the line": evaluated as not accurate ####

----

81WEC/CHR    Datum: EA=1.30(43) eV ECD  [30.0(100) kcal] | HOF(A-)=-11.1/10.3 R-EA p:2

Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.4-2.8 eV, but clearly an ion-molecule complex in geometry at all levels.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2o-1.zzf]

W1U        |-46.3  |     |     | 2.790|       |17.5   |    |     

CBS-QB3    |-47.1  |     |     | 2.772|       |16.2   |    |     

G3MP2B3    |-44.2  |     |     | 2.808|       |20.0   |    |     

G3MP2B3+   |-44.0  |     |     | 2.801|       |20.0   |    |     

G4MP2      |-44.6  |     |     | 2.767|       |18.6   |    |     

M062X/Def2T|-41.6  |     |     | 2.591|       |17.5   |    |     

B3/6-311++G|-42.2  |     |     | 3.269|       |32.6   |    |     

++++++++++++++++++++++++++++++++

Cl2PO-

Cl2OP  mw:116.907 Anion CAS: Z-43627-46-9 fg:20 cnt:122

----

05LOB/CHE    Datum: DaffH= 42.5/1.9 CIDT p:7

Affinity is POCl.bullet..bullet.Cl-..

----

76MAT/ROT    Datum: EA=3.83(25) eV NBAE p:7

From POCl3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl2po.zaf]

W1U        |-161.1 |313.4|305.6| 3.691|-108.7 |-76.3  |26.0|84.5 

CBS-QB3    |-163.4 |312.0|304.0| 3.684|-109.6 |-78.8  |26.6|82.9 

G3MP2B3    |-159.0 |312.7|304.9| 3.736|-104.5 |-73.1  |25.9|83.4 

G3MP2B3+   |-159.1 |312.4|304.6| 3.740|-104.3 |-73.2  |26.2|83.3 

G4MP2      |-159.6 |314.2|306.5| 3.630|-106.6 |-76.2  |25.8|82.5 

M062X/Def2T|-161.1 |314.4|306.8| 3.628|-110.8 |-77.7  |25.5|85.2 

B3/6-311++G|-141.8 |305.6|297.8| 4.084|-80.1  |-47.9  |26.2|84.3 

++++++++++++++++++++++++++++++++

VOCl2-

Cl2OV  mw:136.877 Anion CAS: N-10213-09-9 fg:20 cnt:1160

HOF(A.)= -67.2/16.3              |
###### the following are "below the line": evaluated as not accurate ####

----

75FLE/SVE    Datum: HOF(A-)=-141.0/11.5 EIAE;EA(eV)=3.200 p:3

From VOCl3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vocl2-t.za0]

CBS-QB3    |-176.8 |     |     | 2.748|       |-113.5 |    |     

M062X/Def2T|-159.3 |     |     | 3.441|       |-80.1  |    |     

++++++++++++++++++++++++++++++++

SO2Cl2-.

Cl2O2S  mw:133.900 Anion CAS: Z-12599-04-1 fg:20 cnt:1618

HOF(A.)= -87.0/0.5  82WAG/EVA    |

----

79ROB/FRA    Datum: EA=> 2.42 eV IMRB [55.9 kcal] | HOF(A-)=<-142.9/0.5 R-EA p:5

Electron affinity: > Cl2-. Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.6-2.9 eV, but clearly dissociative in geometry at all levels.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [so2cl2.zzf]

W1U        |-146.0 |     |     | 2.658|       |-85.4  |    |     

CBS-QB3    |-151.5 |     |     | 2.873|       |-86.0  |    |     

G3MP2B3    |-140.2 |     |     | 2.706|       |-78.6  |    |     

G3MP2B3+   |-140.2 |     |     | 2.707|       |-78.6  |    |     

G4MP2      |-145.0 |     |     | 2.701|       |-83.5  |    |     

M062X/Def2T|-142.3 |     |     | 2.749|       |-79.7  |    |     

B3/6-311++G|-111.1 |     |     | 3.879|       |-22.4  |    |     

++++++++++++++++++++++++++++++++

UO2Cl2-

Cl2O2U  mw:339.979 Anion CAS: Z-1690167-59-9 fg:20 cnt:11411

HOF(A.)= -232.5/6.0  84COR/KUB   |

----

21MAR/ZHU3   Datum: EA=3.2(2) eV LPES | HOF(A-)=-306.3/7.6 R-EA p:7

Vertical Detachment Energy:3.69(20) eV.

++++++++++++++++++++++++++++++++

PCl2-

Cl2P  mw:100.912 Anion CAS: Z-95206-60-3 fg:11 cnt:117

HOF(A.)= -13.0/1.4  89GUR/VEY    | BDE(A-H)= 81.1/3.3 R-AH           

HOF(AH)= -42.0/3.0 Est5          | S(A-)=67.3 Isoe 89GUR/VEY |  S(AH)=
###### the following are "below the line": evaluated as not accurate ####

----

78PAB/MAR    Datum: EA=0.95(10) eV EIAE p:3

DacidH(AH)= 372.8/3.5 D-EA

From PCl3. Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.7 eV, and a .DELTA.fH(A-) of -58 to -62 kcal/mol.

----

64HAL/KLE #  Datum: HOF(A-)=<-215.2/2.9 EIAE p:1

From POCl3. Reworked with modern thermochemical data.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcl2.zaf]

W1U        |-60.0  |348.6|340.9| 1.659|-42.8  |-21.9  |25.8|72.9 

CBS-QB3    |-62.1  |347.8|340.2| 1.702|-44.2  |-23.1  |25.7|73.3 

G3MP2B3    |-58.6  |348.5|340.8| 1.700|-39.9  |-19.6  |25.6|72.4 

G3MP2B3+   |-58.7  |348.4|340.7| 1.704|-39.9  |-19.6  |25.6|72.4 

G4MP2      |-59.4  |349.4|341.7| 1.636|-41.6  |-21.9  |25.5|71.8 

M062X/Def2T|-61.6  |348.8|341.2| 1.537|-45.7  |-26.4  |25.4|71.5 

B3/6-311++G|-50.3  |342.2|334.6| 1.855|-25.2  |-7.7   |25.6|69.6 

++++++++++++++++++++++++++++++++

Cl..ClPS-

Cl2PS  mw:132.884 Anion CAS: Z-666718-71-4 fg:13 cnt:6647

HOF(solv)=  29.0/0.1 neut 89GUR/VEY

----

05LOB/CHE    Datum: DaffH= 44.5/1.4 CIDT | HOF(A-)=5.2 AfIN p:8

Affinity is Cl.bullet..bullet. ClPS-..

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [cl2ps.zzf]

W1U        |-104.6 | 80.9| 72.1| 29.6|29.0   |-52.7  | 3.478

CBS-QB3    |-108.2 | 82.2| 73.4| 29.5|29.0   |-55.0  | 3.469

G3MP2B3    |-103.9 | 80.6| 71.8| 29.6|29.0   |-52.2  | 3.541

G3MP2B3+   |-103.8 | 80.5| 71.8| 29.4|29.0   |-52.3  | 3.543

G4MP2      |-104.8 | 80.4| 71.5| 29.9|29.0   |-53.4  | 3.433

M062X/Def2T|-106.2 | 81.4| 72.3| 30.2|29.0   |-53.8  | 3.374

B3/6-311++G|-85.8  | 60.0| 62.6| 29.4|29.0   |-43.5  | 3.793

++++++++++++++++++++++++++++++++

PtCl2-

Cl2Pt  mw:264.903 Anion CAS: Z-154091-18-6 fg:11 cnt:10024

HOF(A.)=  30.0/1.0  73WOS/SCH    |

----

12JOS/PRA    Datum: EA=3.5(1) eV LPES p:8

Vertical Detachment Energy:3.8(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptcl2-d.za0]

M062X/Def2T|-33.7  |     |     | 3.731|       |52.2   |    |     

++++++++++++++++++++++++++++++++

SiCl2-.

Cl2Si  mw:97.915 Anion CAS: Z-65336-53-0 fg:11 cnt:168

HOF(A.)= -35.6/0.1  82WAG/EVA    |
###### the following are "below the line": evaluated as not accurate ####

----

77PAB/MAR    Datum: HOF(A-)=-61.7/4.6 EIAE p:2

EA(eV)= 1.134 DaffH(X..Y-)= 101.3/4.6 A-IN

From SiCl4, AE=6.7 eV. Reworked with modern thermochemistry.  Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.2 eV.

----

68JAG/HEN #  Datum: HOF(A-)=<-158.0/0.5 EIAE;EA(eV)=5.308 p:2

DaffH(AH)= >197.6/0.5 A-IN

From SiCl4. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sicl2-d.zaf]

W1U        |-69.5  |334.1|326.4| 1.192|-37.7  |-42.2  |25.8|47.6 

CBS-QB3    |-70.5  |334.5|326.8| 1.168|-39.2  |-43.7  |26.0|47.6 

G3MP2B3    |-68.4  |334.3|326.6| 1.195|-35.4  |-41.0  |25.8|46.5 

G3MP2B3+   |-68.4  |334.2|326.5| 1.198|-35.5  |-41.0  |25.8|46.5 

G4MP2      |-69.1  |335.2|327.6| 1.193|-37.2  |-41.8  |25.7|47.5 

M062X/Def2T|-69.6  |335.4|327.8| 1.096|-40.3  |-44.5  |25.6|47.9 

B3/6-311++G|-59.4  |327.8|320.1| 1.518|-19.9  |-24.6  |25.8|47.4 

++++++++++++++++++++++++++++++++

SnCl2-.

Cl2Sn  mw:189.840 Anion CAS: Z-62171-37-3 fg:11 cnt:175

HOF(A.)= -48.0/17.0  91GUR/VEY   |
###### the following are "below the line": evaluated as not accurate ####

----

77PAB/PER #  Datum: HOF(A-)=-24.4/4.6 EIAE;EA(eV)=1.040 p:3

From SnCl4. Reworked as modern electron affinity(Cl) less the difference in appearance energies.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sncl2.zz0]

M062X/Def2T|-88.4  |     |     | 1.602|       |-51.7  |    |     

++++++++++++++++++++++++++++++++

VCl2-.

Cl2V  mw:120.882 Anion CAS: N-10580-52-6 fg:11 cnt:1154

HOF(A.)= -61.3/0.5  82WAG/EVA    |
###### the following are "below the line": evaluated as not accurate ####

----

75FLE/SVE    Datum: EA=1.2(2) eV EIAE p:3

From VOCl3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vcl2-k.za0]

CBS-QB3    |-67.6  |     |     | 1.365|       |-36.2  |    |     

M062X/Def2T|-69.9  |     |     | 1.523|       |-34.7  |    |     

B3/6-311++G|-64.3  |     |     | 1.828|       |-22.0  |    |     

++++++++++++++++++++++++++++++++

Cl3-

Cl3  mw:104.907 Anion CAS: Z-18434-33-8 fg:2 cnt:209

HOF(solv)=0.0 Defn

----

98NIZ/POM    Datum: DaffH= 23.7/1.2 CIDT | HOF(A-)=-23.7/1.2 AfIN p:8

----

99KAL/HEA    Datum: EA=<4.64(1) eV LPES p:7

----

83BOW/LIE    Datum: EA=5.1(2) eV NBAE p:6
###### the following are "below the line": evaluated as not accurate ####

----

79ROB/FRA2   Datum: HOF(A-)=-69.4/0.3 IMRE p:4

DaffH(X..Y-)= 69.4/0.3 A-IN

.DELTA.G approx. +1 kcal for Cl- + SO2Cl2 <=> Cl3- + SO2. High level calculations(18BAR/) indicate this is exoenergetic by ca,. 10-15 kcal/mol.

----

79ROB/FRA    Datum: HOF(A-)=-71.8/5.0 IMRB p:3

EA(eV)= 3.114 DaffH(X..Y-)= 71.8/5.0 A-IN

----

79LEE/SMI    Datum: DaffH=<43.6 PDis p:3

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [cl3#.zcf]

W1U        |-80.5  | 23.9| 17.2| 22.5|-1.0   |-55.5  | 4.735

G3MP2B3    |-80.3  | 24.9| 18.3| 22.2|0.7    |-56.1  | 4.788

G3MP2B3+   |-80.3  | 24.9| 18.3| 22.1|0.8    |-56.1  | 4.790

G4MP2      |-80.1  | 24.6| 17.9| 22.7|-0.6   |-55.0  | 4.705

M062X/Def2T|-78.0  | 28.1| 21.3| 22.8|-1.4   |-48.4  | 4.450

B3/6-311++G|-77.6  |     |     |     |       |       | 4.929

++++++++++++++++++++++++++++++++

CoCl3-

Cl3Co  mw:163.840 Anion CAS: Z-18904-74-0 fg:11 cnt:7909

HOF(solv)= -22.4/2.0  98JANAF      

----

03YAN/WAN    Datum: EA=4.70(10) eV LPES p:8

Vertical Detachment Energy:4.90(10) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [cocl3-q.za0]

CBS-QB3    |-153.0 |     |     |     |       |       | 4.760

M062X/Def2T|-152.8 |     |     |     |       |       | 5.085

++++++++++++++++++++++++++++++++

CuCl3-

Cl3Cu  mw:167.837 Anion CAS: Z-15697-18-4 fg:11 cnt:9306

----

11KO_/WAN    Datum: EA=5.5(1) eV LPES p:8

Vertical Detachment Energy:5.8(5) eV.

++++++++++++++++++++++++++++++++

Cu2Cl3-

Cl3Cu2  mw:230.766 Anion CAS: Z-12515-56-9 fg:12 cnt:9308

----

11KO_/WAN    Datum: EA=5.0(2) eV LPES p:8

Vertical Detachment Energy:5.2(5) eV.

++++++++++++++++++++++++++++++++

EuCl3-.

Cl3Eu  mw:257.828 Anion CAS: Z-150238-26-9 fg:11 cnt:3370

HOF(A.)= -155.6/10.0  93KUD/BUR  |

----

93KUD/BUR    Datum: DaffH= 117.6/7.9 TDAs | HOF(A-)=-234.2/3.4 AfIN p:7

EA(eV)= 3.410

++++++++++++++++++++++++++++++++

FeCl3-

Cl3Fe  mw:160.842 Anion CAS: Z-43562-08-9 fg:11 cnt:7907

HOF(A.)= -60.5/1.2  98JANAF      |

----

03YAN/WAN    Datum: EA=4.22(6) eV LPES | HOF(A-)=-157.8/1.9 R-EA p:8

DaffH(AH)=  122.3/1.9 A-IN

Vertical Detachment Energy:4.46(8) eV.

----

00WAN/WAN6   Datum: EA=4.10(6) eV LPES p:8

Vertical Detachment Energy:4.36(6) eV.

++++++++++++++++++++++++++++++++

Fe4S4Cl3-

Cl3Fe4S4  mw:456.535 Anion CAS: Z-737762-03-7 fg:13 cnt:10361

----

04ZHA/YAN    Datum: EA=4.23(5) eV LPES p:8

Vertical Detachment Energy:4.42(4) eV.

++++++++++++++++++++++++++++++++

GeCl3-

Cl3Ge  mw:178.828 Anion CAS: Z-19717-84-1 fg:11 cnt:139

HOF(A.)= -63.9/12.0  91GUR/VEY   | BDE(A-H)= 72.3/12.0 R-AH          

HOF(AH)= -84.1/0.6  19BEC/WAL    |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

79MAT/ROT    Datum: EA=>2.61 eV NBAE p:3

DacidH(AH)=<325.7/4.9 D-EA

From GeCl4. Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.7-3.9 eV, and a .DELTA.fH(A-) of -148 to -157 kcal/mol.

----

78PAB/MAR #  Datum: EA=2.013(100) eV EIAE p:1

From GeCl4. Reworked as modern electron affinity(Cl) less the difference in the AEs.

----

77PAB/MAR    Datum: EA=1.85 eV EIAE p:1

From GeCl4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gecl3.zaf]

CBS-QB3    |-155.9 |308.7|300.1| 3.792|-98.8  |-68.7  |28.8|82.2 

G3MP2B3    |-147.0 |307.1|298.6| 3.884|-86.9  |-57.6  |28.5|81.4 

G3MP2B3+   |-149.2 |307.2|298.7| 3.876|-89.1  |-60.0  |28.5|81.2 

G4MP2      |-146.6 |308.8|300.3| 3.755|-88.2  |-60.2  |28.7|80.1 

M062X/Def2T|-149.3 |310.1|301.7| 3.479|-94.7  |-69.4  |28.1|77.5 

B3/6-311++G|-139.0 |297.6|289.1| 4.056|-69.4  |-45.7  |28.4|75.8 

++++++++++++++++++++++++++++++++

(HCl)2..Cl-

Cl3H2  mw:106.923 fg:482 cnt:4050

HOF(solv)= -22.1/0.1 neut 89GUR/VEY

----

74YAM/KEB    Datum: DaffG= 7.9/0.2 TDAs | HOF(A-)=-37.3/0.2 AfIN p:8

DaffH(X..Y-)= 15.2/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [clhclhcl.zcf]

W1U        |-140.7 | 13.5|  7.0| 21.8|-23.0  |-104.2 | 5.107

G3MP2B3    |-137.8 | 13.5|  7.0| 21.9|-22.3  |-102.0 | 5.025

G3MP2B3+   |-137.9 | 13.3|  6.8| 21.8|-22.3  |-102.3 | 5.025

M062X/Def2T|-134.9 | 14.4|  7.9| 22.0|-20.7  |-99.7  | 4.965

B3/6-311++G|-136.1 | 13.5|  7.1| 21.6|-19.2  |-103.3 | 5.183

++++++++++++++++++++++++++++++++

IrCl3-

Cl3Ir  mw:297.869 Anion CAS: N-10025-83-9 fg:11 cnt:11914

----

25TAN/ZHA    Datum: EA=3.57(5) eV LPES p:8

Vertical Detachment Energy: 3.89(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ircl3-q.zz0]

M062X/Def2T|-58.5  |     |     | 3.642|       |25.2   |    |     

++++++++++++++++++++++++++++++++

MgCl3-

Cl3Mg  mw:128.892 Anion CAS: Z-14024-32-9 fg:11 cnt:8037

----

05ELL/KOY    Datum: EA=6.60(4) eV LPES p:8

DaffH(AH)=  68.8/0.9 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mgcl3.zcf]

W1U        |-220.8 |     |     | 5.775|       |-87.6  |    |     

CBS-QB3    |-225.1 |     |     | 5.718|       |-93.2  |    |     

G3MP2B3    |-218.3 |     |     | 5.780|       |-84.9  |    |     

G3MP2B3+   |-218.2 |     |     | 5.780|       |-84.9  |    |     

G4MP2      |-220.7 |     |     | 5.692|       |-89.4  |    |     

M062X/Def2T|-214.9 |     |     | 5.592|       |-85.9  |    |     

B3/6-311++G|-203.9 |     |     | 5.513|       |-76.7  |    |     

++++++++++++++++++++++++++++++++

MnCl3-

Cl3Mn  mw:159.845 Anion CAS: Z-21570-70-7 fg:11 cnt:7905

----

03YAN/WAN    Datum: EA=5.07(6) eV LPES p:8

Vertical Detachment Energy:5.50(6) eV.

----

11WU_/WAN    Datum: EA=5.2(2) eV LPES p:7

Vertical Detachment Energy:5.6(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mncl3-6.za0]

CBS-QB3    |-189.3 |     |     | 4.927|       |-75.9  |    |     

M062X/Def2T|-240.1 |     |     | 5.366|       |-116.5 |    |     

B3/6-311++G|-172.1 |     |     | 4.670|       |-64.6  |    |     

++++++++++++++++++++++++++++++++

Na2Cl3-

Cl3Na2  mw:150.887 Anion CAS: Z-534574-82-8 fg:12 cnt:8064

----

04ALE/BOL    Datum: EA=6.46(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NaCl)3-.

Cl3Na3  mw:173.876 Anion CAS: Z-107472-99-1 fg:12 cnt:5997

----

93XIA/YU     Datum: EA=1.06(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NdCl2..Cl-

Cl3Nd  mw:246.815 Anion CAS: Z-150644-65-8 fg:482 cnt:2910

HOF(A.)= -170.9/1.4  84SAP/BAL   |

HOF(solv)= -84.9/1.9  08CHE/CHE    

----

93KUD/POG *  Datum: DaffH= 65.5/3.6 TDAs | HOF(A-)=-206.0/4.1 AfIN p:8

EA(eV)= 1.586

++++++++++++++++++++++++++++++++

NiCl3-

Cl3Ni  mw:162.842 Anion CAS: Z-43625-53-2 fg:11 cnt:7911

HOF(solv)= -17.7/0.1  98JANAF      

----

03YAN/WAN    Datum: EA=5.20(8) eV LPES p:8

Vertical Detachment Energy:5.50(10) eV.

++++++++++++++++++++++++++++++++

Cl3PO-.

Cl3OP  mw:151.876 Anion CAS: Z-12599-09-6 fg:20 cnt:298

HOF(A.)= -135.9/0.6  89GUR/VEY   |

----

05LOB/CHE    Datum: DaffH= 41.1/1.7 CIDT p:8

Affinity is Cl.bullet..bullet.POCl2-..
###### the following are "below the line": evaluated as not accurate ####

----

76MAT/ROT    Datum: EA=1.40(20) eV NBIE | HOF(A-)=-168.1/4.7 R-EA p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl3po.zzf]

W1U        |-169.4 |     |     | 1.514|       |-135.5 |    |     

CBS-QB3    |-175.2 |     |     | 1.663|       |-137.9 |    |     

G3MP2B3    |-166.4 |     |     | 1.614|       |-130.2 |    |     

G3MP2B3+   |-166.4 |     |     | 1.615|       |-130.2 |    |     

G4MP2      |-168.8 |     |     | 1.600|       |-133.0 |    |     

M062X/Def2T|-172.3 |     |     | 1.648|       |-135.0 |    |     

B3/6-311++G|-147.5 |     |     | 2.643|       |-87.6  |    |     

++++++++++++++++++++++++++++++++

Cl3SO-

Cl3OS  mw:152.874 Anion CAS: Z-61467-97-8 fg:20 cnt:5486

HOF(solv)= -50.8/0.5  82WAG/EVA    

----

01BAC/HAY    Datum: DaffH= 20.4/1.8 CIDT | HOF(A-)=-71.2/1.9 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl3so.zcf]

CBS-QB3    |-134.1 | 27.4| 20.7| 22.4|-50.0  |-56.7  

G3MP2B3    |-124.1 | 22.5| 18.3| 14.0|-45.4  |-56.1  

G3MP2B3+   |-124.6 | 23.0| 16.7| 21.2|-45.4  |-56.1  

M062X/Def2T|-126.5 | 32.4| 25.3| 23.9|-45.7  |-48.4  

++++++++++++++++++++++++++++++++

Cl2SeO..Cl-

Cl3OSe  mw:200.819 Anion CAS: Z-58782-34-6 fg:482 cnt:6310

HOF(solv)= -34.0/5.0 Est4          

----

03LOB/HAO    Datum: DaffH= 35.9/2.4 CIDT | HOF(A-)=-69.8/5.5 AfIN p:9

The .DELTA.fH(Cl2SeO) from 82WAG/EVA seriously disagrees with composite computation methods(18BAR/), which give .DELTA.fH of ca. -33 to -35 kcal/mol. Value given is extrapolated from SOCl2 data and .DELTA.fH(SeOCl2)[l] from 82BIN/MIL.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [seocl3.zcf]

CBS-QB3    |-131.3 | 34.8| 28.1| 22.5|-39.7  |-56.7  

G3MP2B3    |-124.0 | 34.7| 28.1| 22.0|-33.2  |-56.1  

G3MP2B3+   |-125.0 | 35.4| 28.6| 22.5|-33.5  |-56.1  

G4MP2      |-123.6 | 34.8| 28.0| 22.9|-33.8  |-55.0  

M062X/Def2T|-117.2 | 41.5| 34.3| 24.2|-27.2  |-48.4  

B3/6-311++G|-112.0 | 27.2| 31.4| 22.5|-17.0  |-56.9  

++++++++++++++++++++++++++++++++

Cl3SiO-

Cl3OSi  mw:148.879 Anion CAS: Z-94295-07-5 fg:20 cnt:2013

HOF(AH)= -195.0/5.0 Est3         |

DacidS=24.0/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 317.0/4.0 IMRB | HOF(A-)=-236.5/7.1 Acid p:7

DacidH(AH)= 324.2/4.1 G+TS DaffH(X..Y-)= 126.5/7.1 A-IN

Between CF3CO2H, HNO3.

----

87LAR/MCM2   Datum: DaffH=>24.2 IMRB p:6

TBuO- + SiCl4 -> Cl3SiO- + tBuCl; chloride affinity > SiCl4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl3sio.zaf]

W1U        |-240.4 |328.7|321.6| 4.771|-203.2 |-130.3 |23.8|125.0

CBS-QB3    |-243.4 |327.8|320.7|      |-205.5 |       |23.7|     

G3MP2B3    |-236.8 |328.5|321.5| 4.758|-198.2 |-127.1 |23.6|123.2

G3MP2B3+   |-236.9 |328.5|321.3| 4.758|-198.2 |-127.1 |24.2|123.2

G4MP2      |-237.2 |329.7|322.7| 4.630|-199.7 |-130.4 |23.6|121.5

M062X/Def2T|-237.7 |329.6|322.7| 4.558|-202.5 |-132.5 |22.9|122.1

B3/6-311++G|-203.1 |323.9|316.7| 4.748|-159.7 |-93.5  |24.3|118.3

++++++++++++++++++++++++++++++++

VOCl3-.

Cl3OV  mw:171.846 Anion CAS: Z-15189-71-6 fg:20 cnt:309

HOF(A.)= -166.2/0.1  82WAG/EVA   |
###### the following are "below the line": evaluated as not accurate ####

----

75FLE/SVE    Datum: EA=>3.6(5) eV IMRB | HOF(A-)=<-249.3/11.5 R-EA p:4

DaffH(AH)= >49.3/11.5 dEA

Electron affinity: > Cl-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vocl3-d.za0]

CBS-QB3    |-239.5 |     |     | 3.804|       |-152.3 |    |     

M062X/Def2T|-210.1 |     |     | 4.316|       |-110.7 |    |     

B3/6-311++G|-217.8 |     |     | 3.747|       |-131.8 |    |     

++++++++++++++++++++++++++++++++

SO2Cl2..Cl-

Cl3O2S  mw:168.869 Anion CAS: Z-32629-55-3 fg:482 cnt:950

HOF(solv)= -87.0/0.5 neut 82WAG/EVA
###### the following are "below the line": evaluated as not accurate ####

----

79ROB/FRA    Datum: HOF(A-)=<-164.0/8.2 IMRB p:2

DaffH(X..Y-)=>77.0/8.2 A-IN

Chloride affinity > Cl2,SO2. Composite computational methods(18BAR/) indicate .DELTA.fH(A- ca. -140 to -149 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so2cl3-p.zcf]

CBS-QB3    |-149.5 |  6.7| -0.5| 24.4|-86.0  |-56.7  

G3MP2B3    |-139.7 |  5.0| -2.0| 23.5|-78.6  |-56.1  

G3MP2B3+   |-139.9 |  5.2| -1.7| 23.1|-78.6  |-56.1  

G4MP2      |-143.5 |  5.0| -1.8| 23.0|-83.5  |-55.0  

M062X/Def2T|-139.2 | 11.0|  3.7| 24.8|-79.7  |-48.4  

B3/6-311++G|-88.7  | -1.5|  2.5| 23.1|-22.4  |-56.9  

++++++++++++++++++++++++++++++++

UO2Cl3-

Cl3O2U  mw:374.948 Anion CAS: Z-14874-60-3 fg:13 cnt:8492

----

13SU_/DAU    Datum: EA=6.64(5) eV LPES p:9

DaffH(AH)=  69.8/0.1 dEA

Vertical Detachment Energy:6.72(5) eV.

++++++++++++++++++++++++++++++++

OsCl3-

Cl3Os  mw:296.869 Anion CAS: Z-746540-40-9 fg:14 cnt:11683

----

24TAN/ZHA    Datum: EA=3.27(3) eV LPES p:8

Vertical Detachment Energy: 3.48(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oscl3-k.za0]

M062X/Def2T|-37.1  |     |     | 3.418|       |41.5   |    |     

++++++++++++++++++++++++++++++++

PCl3-.

Cl3P  mw:135.881 Anion CAS: Z-73863-68-0 fg:11 cnt:288

HOF(A.)= -69.2/0.5  89GUR/VEY    |
###### the following are "below the line": evaluated as not accurate ####

----

76MAT/ROT    Datum: EA=0.82(10) eV NBIE | HOF(A-)=-88.1/2.8 R-EA p:4

DaffH(AH)=  75.1/2.8 A-IN

Composite computational methods(18BAR/) indicate an electron affinity of ca. 1.30-1.37 eV.

----

64HAL/KLE    Datum: EA=> 3.61 eV IMRB [83.3 kcal] p:1

From PCl5.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pcl3.zzf]

W1U        |-99.6  |     |     | 1.301|       |-70.3  |    |     

CBS-QB3    |-102.8 |     |     | 1.346|       |-72.5  |    |     

G3MP2B3    |-97.8  |     |     | 1.371|       |-66.9  |    |     

G3MP2B3+   |-97.9  |     |     | 1.372|       |-66.9  |    |     

G4MP2      |-99.5  |     |     | 1.342|       |-69.2  |    |     

M062X/Def2T|-102.6 |     |     | 1.275|       |-73.9  |    |     

B3/6-311++G|-89.0  |     |     | 2.042|       |-42.6  |    |     

++++++++++++++++++++++++++++++++

SCl2..Cl-

Cl3S  mw:136.879 Anion CAS: Z-97263-18-8 fg:482 cnt:5349

HOF(solv)=  -4.7/0.5  82WAG/EVA    

----

00GAI/POM    Datum: DaffH= 20.3/1.9 CIDT | HOF(A-)=-25.0/2.0 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl3s.zcf]

W1U        |-84.7  | 23.5| 16.9| 22.1|-5.7   |-55.5  

CBS-QB3    |-88.8  | 25.3| 18.7| 22.0|-6.7   |-56.7  

G3MP2B3    |-83.6  | 24.3| 17.9| 21.4|-3.2   |-56.1  

G3MP2B3+   |-83.6  | 24.2| 17.9| 21.2|-3.2   |-56.1  

G4MP2      |-84.8  | 24.2| 17.6| 22.2|-5.6   |-55.0  

M062X/Def2T|-84.0  | 28.5| 21.7| 22.7|-7.1   |-48.4  

B3/6-311++G|-70.2  | 17.3| 21.9| 21.1|14.9   |-56.9  

++++++++++++++++++++++++++++++++

Cl2Se..Cl-

Cl3Se  mw:184.824 Anion CAS: Z-85025-32-7 fg:482 cnt:6309

HOF(solv)=  -7.6/0.5  82WAG/EVA    

----

03LOB/HAO    Datum: DaffH= 31.8/2.2 CIDT | HOF(A-)=-39.4/2.3 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [secl3.zcf]

CBS-QB3    |-101.5 | 33.6| 26.7| 23.2|-11.1  |-56.7  

G3MP2B3    |-94.0  | 32.4| 25.2| 24.3|-5.4   |-56.1  

G3MP2B3+   |-94.4  | 32.7| 25.5| 24.3|-5.6   |-56.1  

G4MP2      |-93.9  | 32.1| 24.8| 24.7|-6.7   |-55.0  

M062X/Def2T|-90.2  | 37.2| 29.9| 24.3|-4.6   |-48.4  

B3/6-311++G|-89.6  | 24.3| 28.4| 22.9|2.5    |-56.9  

++++++++++++++++++++++++++++++++

SiCl3-

Cl3Si  mw:132.884 Anion CAS: Z-27121-81-9 fg:11 cnt:128

HOF(A.)= -76.7/1.9 PEPI 09SHU/SPE| BDE(A-H)= 93.6/2.0 R-AH           

HOF(AH)= -118.2/0.5  09SHU/SPE   |

DacidS=26.0/2.0 Stat | 

----

04POU/SCH    Datum: DaffH= 53.7/3.3 CIDT | HOF(A-)=-89.3/3.3 AfIN p:8

EA(eV)= 2.904
###### the following are "below the line": evaluated as not accurate ####

----

68JAG/HEN    Datum: HOF(A-)=-140.7/4.6 EIAE;EA(eV)=3.615 p:4

DaffH(AH)=  105.1/4.6 A-IN

From SiCl4.

----

77PAB/MAR    Datum: EA=1.1(1) eV EIAE | HOF(A-)=-102.1/3.1 Acid p:3

DacidG(AH)= 374.1/3.4 H-TS| DacidH(AH)= 381.8/3.0 D-EA

DaffH(AH)=  66.5/3.1 A-IN

From SiCl4. Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cl3si.zaf]

W1U        |-147.9 |339.2|330.7| 2.954|-121.2 |-80.1  |28.5|93.2 

CBS-QB3    |-150.7 |338.5|329.9| 2.964|-123.4 |-82.6  |28.6|92.9 

G3MP2B3    |-146.2 |338.0|329.5| 3.003|-116.9 |-77.2  |28.5|91.8 

G3MP2B3+   |-146.2 |338.0|329.5| 3.004|-117.0 |-77.2  |28.6|91.9 

G4MP2      |-146.4 |339.2|330.7| 2.902|-118.5 |-79.8  |28.4|90.8 

M062X/Def2T|-148.6 |336.8|328.4| 2.828|-120.7 |-83.7  |28.1|89.1 

B3/6-311++G|-128.0 |328.1|319.6| 3.272|-88.8  |-52.9  |28.6|88.1 

++++++++++++++++++++++++++++++++

SmCl2..Cl-

Cl3Sm  mw:256.827 Anion CAS: Z-43642-76-8 fg:482 cnt:4479

HOF(A.)= -169.2/1.4  98KHA/POG   |

HOF(solv)=-110.8/0.7  08CHE/CHE    

----

98KHA/POG *  Datum: DaffH= 61.5/0.5 TDEq | HOF(A-)=-172.3/0.9 AfIN p:8

EA(eV)= 2.493

++++++++++++++++++++++++++++++++

SnCl3-

Cl3Sn  mw:224.809 Anion CAS: Z-15529-74-5 fg:11 cnt:142

HOF(A.)= -69.9/12.0  91GUR/VEY   | BDE(A-H)= 61.2/13.0 R-AH          

HOF(AH)= -79.0/5.0 Est5          |

DacidS=26.0/2.0 Stat | 

----

79MAT/ROT #  Datum: EA=3.69(50) eV NBAE | HOF(A-)=-155.0/21.8 Acid p:5

DacidH(AH)= 289.7/12.6 D-EA

DaffH(AH)=  107.0/21.7 A-IN

From SnCl4. Uncertainty given as +0.5/-0.15 eV.
###### the following are "below the line": evaluated as not accurate ####

----

83LAC/MAN    Datum: EA=3.4(2) eV NBAE p:3

From SnCl4.

----

78PAB/MAR    Datum: EA=2.264(100) eV EIAE p:3

From SnCl4.

----

77PAB/PER    Datum: HOF(A-)=-141.0/72.3 EIAE;EA(eV)=1.965 p:3

DaffH(AH)=  93.1/72.3 A-IN

From SnCl4. Reworked with modern EA(Cl).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sncl3.za0]

M062X/Def2T|-160.4 |290.1|281.9| 3.837|-85.8  |-72.1  |27.4|65.8 

++++++++++++++++++++++++++++++++

Cl2Te..Cl-

Cl3Te  mw:234.813 Anion CAS: Z-645394-46-3 fg:482 cnt:6312

HOF(solv)= -26.7  02BIN/MIL        

----

03LOB/HAO    Datum: DaffH= 40.6/1.7 CIDT | HOF(A-)=-67.3/1.7 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tecl3.zc0]

M062X/Def2T|-103.7 | 46.6| 39.8| 22.8|-8.6   |-48.4  

++++++++++++++++++++++++++++++++

TiCl3-

Cl3Ti  mw:152.855 Anion CAS: Z-55522-38-8 fg:11 cnt:132

HOF(A.)= -129.5/0.5  82WAG/EVA   |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

78PAB/MAR #  Datum: EA=2.013(100) eV EIAE p:4

From TiCl4. Reworked with modern electron affinity(Cl) less the difference in electron affinities.

----

74BEN/PAB #  Datum: HOF(A-)=-139.9/3.2 EIAE;EA(eV)=1.709 p:3

From TiCl4. Reworked with modern thermochemistry.

----

79MAT/ROT    Datum: EA=0.61(17) eV NBAE p:2

From TiCl4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ticl3-t.za0]

CBS-QB3    |-177.9 |309.4|300.4| 2.211|-121.6 |-127.1 |30.4|46.6 

M062X/Def2T|-178.2 |296.0|286.6| 2.448|-109.6 |-122.1 |31.5|39.6 

B3/6-311++G|-170.1 |312.4|303.3| 2.306|-115.2 |-117.2 |30.4|50.2 

++++++++++++++++++++++++++++++++

VCl3-.

Cl3V  mw:155.851 Anion CAS: Z-43645-36-9 fg:11 cnt:1158

HOF(A.)= -91.0/4.0  02BIN/MIL    |
###### the following are "below the line": evaluated as not accurate ####

----

75FLE/SVE    Datum: HOF(A-)=-136.0/13.1 EIAE;EA(eV)=2.200 p:3

DaffH(AH)=  74.7/13.1 A-IN

From VOCl3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vcl3-q.za0]

CBS-QB3    |-158.4 |     |     | 3.148|       |-86.0  |    |     

M062X/Def2T|-156.2 |     |     | 3.456|       |-76.8  |    |     

++++++++++++++++++++++++++++++++

YbCl2..Cl-

Cl3Yb  mw:278.846 Anion CAS: Z-200339-53-3 fg:482 cnt:4164

HOF(A.)= -159.4/1.9  97KUZ/KUD   |

HOF(solv)=-108.4/0.7  08CHE/CHE    

----

97KUZ/KUD *  Datum: DaffH=>56.4 TDEq | HOF(A-)=<-164.8/0.7 AfIN p:8

EA(eV)= 2.591

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ybcl3-s.za0]

M062X/Def2T|-229.6 | 77.5| 71.3| 21.1|-103.6 |-48.4  | 3.672

++++++++++++++++++++++++++++++++

CuCl4-

Cl4Cu  mw:202.806 Anion CAS: Z-71852-80-7 fg:11 cnt:9307

----

11KO_/WAN    Datum: EA=4.6(1) eV LPES p:8

Vertical Detachment Energy:5.0(5) eV.

++++++++++++++++++++++++++++++++

Cu2Cl4-

Cl4Cu2  mw:265.735 Anion CAS: Z-110488-60-3 fg:12 cnt:9309

----

11KO_/WAN    Datum: EA=4.6(1) eV LPES p:8

Vertical Detachment Energy:4.8(1) eV.

++++++++++++++++++++++++++++++++

DyCl3..Cl-

Cl4Dy  mw:303.805 Anion CAS: Z-171422-05-2 fg:482 cnt:8054

HOF(solv)=-165.3/7.0  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 82.7/5.5 TDEq | HOF(A-)=-309.0/4.3 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dycl4-6.zc0]

M062X/Def2T|-401.8 | 94.1| 85.8| 28.0|-259.2 |-48.4  

++++++++++++++++++++++++++++++++

ErCl3..Cl-

Cl4Er  mw:305.806 Anion CAS: Z-171422-18-7 fg:482 cnt:5928

HOF(solv)=-165.7/6.0  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 82.2/5.0 TDEq | HOF(A-)=-305.4/5.0 AfIN p:7

----

02POG/MOT #  Datum: DaffH= 75.2/2.2 TDAs | HOF(A-)=-296.8/3.6 AfIN p:7

++++++++++++++++++++++++++++++++

EuCl3..Cl-

Cl4Eu  mw:292.797 Anion CAS: Z-100459-52-7 fg:482 cnt:3371

HOF(solv)=-155.6/10.0 neut 93KUD/BU

----

93KUD/BUR    Datum: HOF(A-)=-329.1/3.6 TDAs p:7

EA(eV)= 6.288

++++++++++++++++++++++++++++++++

FGeCl3..Cl-

Cl4FGe  mw:232.796 Anion CAS: Z-81315-96-0 fg:482 cnt:6564

HOF(solv)=-159.5/3.0 Est5          

----

05HAO/KAS    Datum: DaffH= 39.9/1.7 CIDT | HOF(A-)=-199.4/3.4 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [gecl4f.zcf]

CBS-QB3    |-267.9 | 36.7| 28.9| 26.2|-174.4 |-56.7  

G3MP2B3    |-254.6 | 36.6| 28.9| 25.8|-161.9 |-56.1  

G3MP2B3+   |-256.8 | 36.7| 28.9| 26.2|-163.9 |-56.1  

G4MP2      |-255.3 | 36.0| 28.1| 26.6|-164.3 |-55.0  

M062X/Def2T|-266.0 | 43.9| 35.9| 26.8|-173.7 |-48.4  

B3/6-311++G|-226.9 | 23.9| 27.1| 26.1|-135.2 |-56.9  

++++++++++++++++++++++++++++++++

FSiCl3..Cl-

Cl4FSi  mw:186.851 Anion CAS: Z-339291-99-5 fg:482 cnt:6561

HOF(solv)=-214.0/3.0 Est3          

----

05HAO/KAS    Datum: DaffH= 27.5/1.7 CIDT | HOF(A-)=-241.5/3.4 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fsicl4-a.zcf]

CBS-QB3    |-304.9 | 28.0| 20.2| 26.2|-220.2 |-56.7  

G3MP2B3    |-295.6 | 26.3| 18.5| 26.2|-213.1 |-56.1  

G3MP2B3+   |-295.5 | 26.3| 18.5| 26.3|-213.0 |-56.1  

G4MP2      |-296.1 | 25.9| 18.0| 26.3|-215.2 |-55.0  

M062X/Def2T|-299.0 | 32.8| 24.9| 26.8|-217.7 |-48.4  

B3/6-311++G|-253.2 | 11.8| 14.9| 26.3|-173.5 |-56.9  

++++++++++++++++++++++++++++++++

FSnCl3..Cl-

Cl4FSn  mw:278.777 Anion CAS: Z-109612-27-3 fg:482 cnt:6567

HOF(solv)=-148.0/5.0 Est5          

----

05HAO/KAS    Datum: DaffH= 60.0/2.9 CIDT | HOF(A-)=-208.0/5.8 AfIN p:8

++++++++++++++++++++++++++++++++

FeCl4-

Cl4Fe  mw:195.811 Anion CAS: Z-14946-92-0 fg:11 cnt:7901

HOF(solv)= -60.5/1.2  98JANAF      

----

03YAN/WAN    Datum: EA=6.00(8) eV LPES p:8

Vertical Detachment Energy:6.32(8) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [fecl4-q.za0]

M062X/Def2T|-179.7 |     |     |     |       |       | 4.545

++++++++++++++++++++++++++++++++

Fe4S4Cl4=

Cl4Fe4S4  mw:491.505 Anion CAS: Z-62711-69-7 fg:13 cnt:10246

----

04FU_/YAN    Datum: EA=0.80(10) eV LPES p:8

Vertical Detachment Energy:1.01(6) eV.

----

03WAN/NIU    Datum: EA=0.76(10) eV LPES p:8

Vertical Detachment Energy:1.00(6) eV. Reverse Coulomb barrier estimated as 2.0 eV.

----

02YAN/WAN    Datum: EA=0.6(1) eV LPES p:7

Vertical Detachment Energy:1.0(1) eV.

++++++++++++++++++++++++++++++++

Fe4S4Cl4-

Cl4Fe4S4  mw:491.504 Anion CAS: Z-177332-88-6 fg:13 cnt:10360

----

04ZHA/YAN    Datum: EA=4.62(5) eV LPES p:8

Vertical Detachment Energy:4.85(4) eV.

++++++++++++++++++++++++++++++++

[Fe4Se4Cl4]=

Cl4Fe4Se4  mw:683.282 Anion CAS: Z-112592-33-3 fg:13 cnt:10272

----

03WAN/NIU    Datum: EA=0.72(10) eV LPES p:8

Vertical Detachment Energy:0.94(6) eV. Reverse Coulomb barrier estimated as 2.0 eV.

++++++++++++++++++++++++++++++++

GdCl3..Cl-

Cl4Gd  mw:297.800 Anion CAS: Z-100459-55-0 fg:482 cnt:8053

HOF(solv)=-169.6/5.5  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 86.3/4.1 TDEq | HOF(A-)=-308.7/5.0 AfIN p:7

++++++++++++++++++++++++++++++++

(HCl)3..Cl-

Cl4H3  mw:142.899 fg:482 cnt:4051

HOF(solv)= -22.1/0.1 neut 89GUR/VEY

----

74YAM/KEB    Datum: DaffG= 4.7/0.3 TDAs | HOF(A-)=-71.0/0.4 AfIN p:7

DaffH(X..Y-)= 11.7/0.3 TDAs

++++++++++++++++++++++++++++++++

HoCl3..Cl-

Cl4Ho  mw:304.806 Anion CAS: Z-171422-11-0 fg:482 cnt:8055

HOF(solv)=-165.9/6.5  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 83.9/4.5 TDEq | HOF(A-)=-305.4/4.5 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hocl4-t.zc0]

M062X/Def2T|-216.2 | 94.6| 86.5| 27.1|-73.2  |-48.4  

++++++++++++++++++++++++++++++++

ICl4-.

Cl4I  mw:266.780 Anion CAS: Z-15392-46-8 fg:11 cnt:221
###### the following are "below the line": evaluated as not accurate ####

----

77FIN/GAT    Datum: HOF(A-)=-150.8 Latt p:3

Authors' estimate from unstated thermochemical cycle.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [icl4.zz0]

M062X/Def2T|-102.5 |     |     | 5.229|       |17.9   |    |     

++++++++++++++++++++++++++++++++

IrCl4-

Cl4Ir  mw:332.838 Anion CAS: Z-185306-22-3 fg:11 cnt:11915

----

25TAN/ZHA    Datum: EA=4.76(5) eV LPES p:8

Vertical Detachment Energy: 4.98(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ircl4-t.zz0]

M062X/Def2T|-102.7 |     |     | 4.817|       |8.3    |    |     

++++++++++++++++++++++++++++++++

LaCl3..Cl-

Cl4La  mw:278.782 Anion CAS: Z-33937-22-3 fg:482 cnt:1861

HOF(solv)=-174.8/4.5  07CHE/CHE2   

----

08YAN/WAN    Datum: EA=7.03(10) eV LPES p:8

Vertical Detachment Energy:7.83(6) eV.

----

07KUD/VOR *  Datum: DaffH= 79.4/4.1 TDEq | HOF(A-)=-309.0/4.1 AfIN p:7

----

87BUT/KUD *  Datum: DaffH= 68.6/3.6 TDAs | HOF(A-)=-299.9/3.6 AfIN p:7

++++++++++++++++++++++++++++++++

LuCl3..Cl-

Cl4Lu  mw:314.817 Anion CAS: Z-171595-21-4 fg:482 cnt:4094

HOF(solv)=-159.9/2.4  97POG/KUD    

----

97POG/KUD *  Datum: DaffH= 55.4/3.3 TDAs | HOF(A-)=-215.3/4.1 AfIN p:8

Electron affinity estimated as 3.7(1) eV.

----

07KUD/VOR *  Datum: DaffH= 85.8/2.4 TDEq | HOF(A-)=-308.7/2.9 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [lucl4-s.za0]

M062X/Def2T|-305.1 |188.9|179.7| 30.6|-67.8  |-48.4  

++++++++++++++++++++++++++++++++

Cl4MoO-

Cl4MoO  mw:253.776 Anion CAS: Z-31894-85-6 fg:20 cnt:10238

----

02WAN/INS    Datum: EA=4.43(8) eV LPES p:7

Vertical Detachment Energy:4.67(8) eV.

++++++++++++++++++++++++++++++++

Na3Cl4-

Cl4Na3  mw:208.845 Anion CAS: Z-1352786-07-2 fg:12 cnt:8065

----

04ALE/BOL    Datum: EA=6.3(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NaCl)4-.

Cl4Na4  mw:231.835 Anion CAS: Z-107473-00-7 fg:12 cnt:5998

----

93XIA/YU     Datum: EA=1.72(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na4cl4.zzf]

CBS-QB3    |-324.8 |     |     | 0.204|       |-320.5 |    |     

G3MP2B3    |-324.7 |     |     | 0.199|       |-320.6 |    |     

G3MP2B3+   |-324.8 |     |     | 0.196|       |-320.6 |    |     

G4MP2      |-329.0 |     |     | 0.311|       |-322.3 |    |     

M062X/Def2T|-319.4 |     |     |-0.116|       |-322.7 |    |     

B3/6-311++G|-293.1 |     |     | 0.346|       |-285.5 |    |     

++++++++++++++++++++++++++++++++

NbCl4-.

Cl4Nb  mw:232.782 Anion CAS: Z-162291-94-3 fg:11 cnt:143

HOF(A.)= -134.1/5.0  82WAG/EVA   |
###### the following are "below the line": evaluated as not accurate ####

----

75BEN/MAR #  Datum: EA=>1.51(10) eV EIAE p:3

From NbCl5. AE = 1.3 eV. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbcl4-t.zz0]

M062X/Def2T|-193.7 |     |     | 2.758|       |-130.5 |    |     

++++++++++++++++++++++++++++++++

NdCl3..Cl-

Cl4Nd  mw:281.784 Anion CAS: Z-87831-05-8 fg:482 cnt:2911

HOF(solv)=-170.9/1.4 neut 84SAP/BAL

----

93KUD/POG *  Datum: DaffH= 86.8/4.3 TDAs | HOF(A-)=-312.1/4.8 AfIN p:8

EA(eV)= 4.519

----

07KUD/VOR *  Datum: DaffH= 81.0/4.1 TDEq | HOF(A-)=-310.2/4.1 AfIN p:7

++++++++++++++++++++++++++++++++

Cl3PO..Cl-

Cl4OP  mw:186.845 Anion CAS: Z-622410-37-1 fg:482 cnt:6761

HOF(solv)=-135.9/0.6 neut 89GUR/VEY

----

03CHE/LOB    Datum: DaffH= 10.3/1.2 CIDT | HOF(A-)=-146.1/1.3 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [cl4po.zcf]

CBS-QB3    |-208.3 | 13.7|  6.0| 25.6|-137.9 |-56.7  | 4.195

G3MP2B3    |-198.5 | 12.2|  4.7| 25.2|-130.2 |-56.1  | 4.117

G4MP2      |-200.1 | 12.2|  4.5| 25.8|-133.0 |-55.0  | 3.990

M062X/Def2T|-201.8 | 18.4| 10.5| 26.5|-135.0 |-48.4  | 4.034

B3/6-311++G|-154.4 |     |     |     |       |       | 6.945

++++++++++++++++++++++++++++++++

UO2Cl4=

Cl4O2U  mw:409.917 Anion CAS: Z-44492-12-8 fg:20 cnt:10615

----

12DAU/SU 3   Datum: EA=2.40(8) eV LPES p:8

Vertical Detachment Energy:2.62(5) eV.

++++++++++++++++++++++++++++++++

OsCl4-

Cl4Os  mw:331.837 Anion CAS: N-10026-01-4 fg:14 cnt:11684

----

24TAN/ZHA    Datum: EA=4.33(2) eV LPES p:8

Vertical Detachment Energy: 4.54(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oscl4-q.za0]

M062X/Def2T|-88.7  |     |     | 4.349|       |11.5   |    |     

++++++++++++++++++++++++++++++++

PCl3..Cl-

Cl4P  mw:170.850 Anion CAS: Z-29962-22-9 fg:482 cnt:5912

HOF(solv)= -69.2/0.5 neut 89GUR/VEY

----

02WAL/CHE    Datum: DaffH= 21.5/1.7 CIDT | HOF(A-)=-90.7/1.8 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [pcl4.zcf]

CBS-QB3    |-154.4 | 25.2| 18.2| 23.5|-72.5  |-56.7  | 3.758

G3MP2B3    |-147.1 | 24.0| 17.1| 23.1|-66.9  |-56.1  | 3.868

G3MP2B3+   |-146.8 | 23.8| 17.0| 22.7|-66.9  |-56.1  | 3.861

G4MP2      |-147.9 | 23.7| 16.6| 23.8|-69.2  |-55.0  | 3.696

M062X/Def2T|-151.7 | 29.4| 22.2| 24.2|-73.9  |-48.4  | 3.674

B3/6-311++G|-125.0 | 14.6| 18.7| 22.7|-42.6  |-56.9  | 4.133

++++++++++++++++++++++++++++++++

Cl3PS..Cl-

Cl4PS  mw:202.822 Anion CAS: Z-622407-96-9 fg:482 cnt:6762

HOF(solv)= -91.0/3.0  98JANAF      

----

03CHE/LOB    Datum: DaffH= 9.8/1.0 CIDT | HOF(A-)=-100.8/3.2 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cl4ps.zcf]

CBS-QB3    |-146.4 | 10.0|  4.3| 19.3|-79.7  |-56.7  

G3MP2B3    |-137.0 |  8.8|  2.9| 19.7|-72.1  |-56.1  

G3MP2B3+   |-136.9 |  8.7|  3.3| 18.1|-72.1  |-56.1  

G4MP2      |-138.5 |  8.7|  2.7| 20.2|-74.8  |-55.0  

M062X/Def2T|-137.4 | 11.3|  4.8| 21.8|-77.6  |-48.4  

B3/6-311++G|-92.3  | -5.5|     | 18.1|-30.0  |-56.9  

++++++++++++++++++++++++++++++++

PdCl4=

Cl4Pd  mw:245.780 Anion CAS: Z-14349-67-8 fg:11 cnt:4822

----

99WAN/WAN2   Datum: EA=0.55(5) eV LPES p:8

The stated EA is likely a kinetic value; the actual value is negative. The half-life is estimated as <0.5 sec in an ion trap.

++++++++++++++++++++++++++++++++

PrCl3..Cl-

Cl4Pr  mw:280.784 Anion CAS: Z-100459-58-3 fg:482 cnt:8052

HOF(solv)=-173.8/4.5  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 80.1/5.3 TDEq | HOF(A-)=-310.2/5.3 AfIN p:7

++++++++++++++++++++++++++++++++

PtCl4=

Cl4Pt  mw:334.841 Anion CAS: Z-54321-78-7 fg:11 cnt:4824

----

00WAN/WAN2   Datum: EA=-0.25(5) eV LPES p:8

Dianion unbound; the electron affinity is an estimated value. Lifetime 0.2 sec in ion trap. See also 00WAN/WAN5.

++++++++++++++++++++++++++++++++

PtCl4-

Cl4Pt  mw:334.841 Anion CAS: Z-92011-15-9 fg:11 cnt:10025

----

12JOS/PRA    Datum: EA=5.1(1) eV LPES p:8

Vertical Detachment Energy:5.5(1) eV.

++++++++++++++++++++++++++++++++

SbCl3..Cl-

Cl4Sb  mw:260.780 Anion CAS: Z-18443-80-6 fg:482 cnt:5914

HOF(solv)= -75.0/0.5  82WAG/EVA    

----

02WAL/CHE    Datum: DaffH= 38.2/1.9 CIDT | HOF(A-)=-113.2/2.0 AfIN p:8

++++++++++++++++++++++++++++++++

ScCl4-

Cl4Sc  mw:184.832 Anion CAS: Z-500222-47-9 fg:11 cnt:7903

HOF(solv)=-160.0  91KNA/KUB        

----

08YAN/WAN    Datum: EA=6.84(10) eV LPES p:8

Vertical Detachment Energy:7.75(6) eV.

----

03YAN/WAN    Datum: EA=6.89(8) eV LPES p:8

Vertical Detachment Energy:7.15(8) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [sccl4-s.za0]

CBS-QB3    |-310.6 | 85.0| 76.7| 28.0|-168.8 |-56.7  | 6.262

M062X/Def2T|-299.7 | 93.3| 85.2| 27.2|-157.9 |-48.4  | 6.186

B3/6-311++G|-288.9 | 69.5| 72.4| 27.1|-151.6 |-56.9  | 6.109

++++++++++++++++++++++++++++++++

SmCl3..Cl-

Cl4Sm  mw:291.796 Anion CAS: Z-100471-70-3 fg:482 cnt:4480

HOF(solv)=-169.2/1.4 neut 98KHA/POG

----

07KUD/VOR *  Datum: DaffH= 86.5/5.0 TDEq | HOF(A-)=-312.8/5.0 AfIN p:7

----

98KHA/POG *  Datum: DaffH= 69.1/3.8 TDEq | HOF(A-)=-316.6/2.4 AfIN p:7

EA(eV)= 5.100

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [smcl4-6.za0]

M062X/Def2T|-266.4 | 90.4| 82.7| 26.1|-127.5 |-48.4  

++++++++++++++++++++++++++++++++

SnCl4-.

Cl4Sn  mw:259.778 Anion CAS: Z-69192-36-5 fg:11 cnt:340

HOF(A.)= -114.4/0.5  91GUR/VEY   |
###### the following are "below the line": evaluated as not accurate ####

----

83LAC/MAN    Datum: EA=2.2(2) eV NBIE | HOF(A-)=-165.1/12.8 R-EA p:4

DaffH(AH)=  95.2/12.8 A-IN

----

79MAT/ROT    Datum: EA=2.49(15) eV NBIE p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sncl4.zz0]

M062X/Def2T|-181.6 |     |     | 2.449|       |-125.6 |    |     

++++++++++++++++++++++++++++++++

TaCl4-.

Cl4Ta  mw:320.824 Anion CAS: Z-157079-92-0 fg:11 cnt:148

HOF(A.)= -134.0/0.5  82WAG/EVA   |
###### the following are "below the line": evaluated as not accurate ####

----

75BEN/MAR #  Datum: EA=>1.51(20) eV EIAE p:3

From TaCl5. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tacl4.za0]

M062X/Def2T|-167.5 |     |     | 1.978|       |-122.0 |    |     

++++++++++++++++++++++++++++++++

TbCl3..Cl-

Cl4Tb  mw:298.801 Anion CAS: Z-171421-98-0 fg:482 cnt:5873

HOF(solv)=-167.9/7.0  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 84.4/4.3 TDEq | HOF(A-)=-309.2/5.5 AfIN p:7

----

99KHA/KUD *  Datum: DaffH= 70.3/3.1 TDEq | HOF(A-)=-298.0/2.9 AfIN p:7

HOFs have been converted to the ion convention, but affinities are the authors. Newer neutral lanthanide halide thermochemistry (07CHE/CHE2,10KON/BEN) indicates a revaluation is needed.

++++++++++++++++++++++++++++++++

TiCl4-.

Cl4Ti  mw:187.824 Anion CAS: Z-16028-76-5 fg:11 cnt:311

HOF(A.)= -182.4/0.5  82WAG/EVA   |
###### the following are "below the line": evaluated as not accurate ####

----

79MAT/ROT    Datum: EA=2.88(15) eV NBIE | HOF(A-)=-248.8/3.5 R-EA p:4

DaffH(AH)=  119.3/3.5 A-IN

Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.2-3.5 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ticl4.za0]

CBS-QB3    |-257.5 |     |     | 3.196|       |-184.3 |    |     

M062X/Def2T|-249.9 |     |     | 3.497|       |-169.7 |    |     

++++++++++++++++++++++++++++++++

TmCl3..Cl-

Cl4Tm  mw:308.810 Anion CAS: Z-171422-26-7 fg:482 cnt:8056

HOF(solv)=-166.0/6.6  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 84.1/4.1 TDEq | HOF(A-)=-308.0/4.5 AfIN p:7

++++++++++++++++++++++++++++++++

YCl4-

Cl4Y  mw:228.782 Anion CAS: Z-57927-76-1 fg:11 cnt:7913

HOF(solv)=-166.9  91KNA/KUB        

----

08YAN/WAN    Datum: EA=7.02(10) eV LPES p:8

Vertical Detachment Energy:7.74(6) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ycl4.zc0]

M062X/Def2T|-306.8 | 94.2| 86.0| 27.6|-164.1 |-48.4  | 6.214

++++++++++++++++++++++++++++++++

YbCl3..Cl-

Cl4Yb  mw:313.815 Anion CAS: Z-171422-33-6 fg:482 cnt:4163

HOF(A.)= -187.1/23.9  97KUZ/KUD  |

HOF(solv)=-155.9/7.0  07CHE/CHE2   

----

97KUZ/KUD *  Datum: DaffH= 74.3/7.2 TDAs | HOF(A-)=-230.2/10.0 AfIN p:8

EA(eV)= 4.226

----

07KUD/VOR *  Datum: DaffH= 83.2/4.5 TDEq | HOF(A-)=-297.5/4.5 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ybcl4-d.za0]

M062X/Def2T|-294.8 |101.2| 93.3| 26.8|-145.1 |-48.4  | 7.860

++++++++++++++++++++++++++++++++

GeCl4..Cl-

Cl5Ge  mw:248.766 Anion CAS: Z-16211-63-5 fg:482 cnt:6563

HOF(solv)=-118.5/0.5  82WAG/EVA    

----

05HAO/KAS    Datum: DaffH= 33.7/1.4 CIDT | HOF(A-)=-152.2/1.5 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [gecl5.zcf]

CBS-QB3    |-224.4 | 32.5| 25.4| 23.7|-135.2 |-56.7  

G3MP2B3    |-210.6 | 33.4| 25.8| 23.3|-121.1 |-56.1  

G3MP2B3+   |-212.7 | 33.2| 26.2| 23.6|-123.4 |-56.1  

G4MP2      |-210.3 | 32.6| 25.4| 24.0|-122.7 |-55.0  

M062X/Def2T|-220.2 | 40.0| 32.7| 24.3|-131.7 |-48.4  

B3/6-311++G|-181.9 | 18.7| 21.9| 25.7|-95.4  |-56.9  

++++++++++++++++++++++++++++++++

(HCl)4..Cl-

Cl5H4  mw:178.876 fg:482 cnt:4052

HOF(solv)= -22.1/0.1 neut 89GUR/VEY

----

74YAM/KEB    Datum: DaffG= 2.3/1.0 TDAs | HOF(A-)=-103.4/0.8 AfIN p:7

DaffH(X..Y-)= 10.3/0.7 TDAs

++++++++++++++++++++++++++++++++

IrCl5-

Cl5Ir  mw:367.807 Anion CAS: Z-473554-71-1 fg:11 cnt:11916

----

25TAN/ZHA    Datum: EA=4.99(5) eV LPES p:8

Vertical Detachment Energy: 5.14(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ircl5-d.zz0]

M062X/Def2T|-112.0 |     |     | 5.103|       |5.4    |    |     

++++++++++++++++++++++++++++++++

Mn2Cl5-

Cl5Mn2  mw:284.721 Anion CAS: Z-199303-74-7 fg:12 cnt:10031

----

11WU_/WAN    Datum: EA=5.9(2) eV LPES p:8

Vertical Detachment Energy:6.3(1) eV.

++++++++++++++++++++++++++++++++

Na4Cl5-

Cl5Na4  mw:266.804 Anion CAS: Z-796128-21-7 fg:12 cnt:8066

----

04ALE/BOL    Datum: EA=7.0(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NaCl)5-.

Cl5Na5  mw:289.794 Anion CAS: Z-146666-19-5 fg:12 cnt:5999

----

93XIA/YU     Datum: EA=2.19(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NdCl2..NdCl3-

Cl5Nd2  mw:458.660 Anion CAS: Z-150518-86-8 fg:12 cnt:2912

HOF(solv)= -84.9/1.9  08CHE/CHE    

----

93KUD/POG *  Datum: DaffH= 88.2/5.3 TDAs | HOF(A-)=-380.2/5.5 AfIN p:8

++++++++++++++++++++++++++++++++

OsCl5-

Cl5Os  mw:366.806 Anion CAS: Z-390364-96-2 fg:14 cnt:11685

----

24TAN/ZHA    Datum: EA=4.68(2) eV LPES p:8

Vertical Detachment Energy: 4.81(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oscl5-k.za0]

M062X/Def2T|-104.0 |     |     | 4.489|       |-0.8   |    |     

++++++++++++++++++++++++++++++++

PtCl5-

Cl5Pt  mw:369.810 Anion CAS: Z-51340-70-6 fg:11 cnt:10026

----

12JOS/PRA    Datum: EA=5.6(1) eV LPES p:8

Vertical Detachment Energy:5.75(10) eV.

++++++++++++++++++++++++++++++++

SiCl4..Cl-

Cl5Si  mw:202.822 Anion CAS: Z-22795-18-2 fg:482 cnt:1001

HOF(solv)=-158.3/0.2  91GUR/VEY    

----

85LAR/MCM    Datum: DaffG= 17.6/2.0 IMRE | HOF(A-)=-182.5/2.0 AfIN p:9

DaffH(X..Y-)= 24.2/2.0 G+TS

----

05HAO/KAS    Datum: DaffH= 25.1/1.9 CIDT p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sicl5.zcf]

CBS-QB3    |-250.0 | 27.3| 18.9| 28.2|-165.9 |-56.7  

G3MP2B3    |-239.7 | 25.4| 17.6| 26.2|-158.1 |-56.1  

G3MP2B3+   |-239.7 | 25.4| 17.7| 25.9|-158.1 |-56.1  

G4MP2      |-239.9 | 25.1| 17.2| 26.4|-159.8 |-55.0  

M062X/Def2T|-242.5 | 31.6| 23.6| 26.7|-162.5 |-48.4  

B3/6-311++G|-195.9 |  8.6| 11.8| 25.9|-119.5 |-56.9  

++++++++++++++++++++++++++++++++

SnCl4..Cl-

Cl5Sn  mw:294.747 Anion CAS: Z-16211-64-6 fg:482 cnt:6566

HOF(solv)=-114.4/0.5 neut 91GUR/VEY

----

05HAO/KAS    Datum: DaffH= 56.2/1.9 CIDT | HOF(A-)=-170.5/2.0 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sncl5.zc0]

M062X/Def2T|-232.0 | 57.9| 50.1| 26.3|-125.6 |-48.4  

++++++++++++++++++++++++++++++++

UCl5-

Cl5U  mw:412.896 Anion CAS: Z-52956-87-3 fg:11 cnt:10647

HOF(A.)= -221.5/4.0  02BIN/MIL   |

----

13SU_/DAU2   Datum: EA=4.76(3) eV LPES | HOF(A-)=-331.3/5.7 R-EA p:8

DaffH(AH)=  137.7/5.7 A-IN

Vertical Detachment Energy:5.22(6) eV. See also 14SER/POP.

++++++++++++++++++++++++++++++++

IrCl6=

Cl6Ir  mw:402.777 Anion CAS: Z-54321-78-7 fg:11 cnt:6494

----

99WAN/WAN3   Datum: EA=0.82(5) eV LPES p:9

See also 00WAN/WAN5 and 13KAU/WEB.

++++++++++++++++++++++++++++++++

(NaCl)6-.

Cl6Na6  mw:347.752 Anion CAS: Z-163319-77-5 fg:12 cnt:6000

----

93XIA/YU     Datum: EA=1.66(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

OsCl6=

Cl6Os  mw:401.776 Anion CAS: Z-54321-78-7 fg:11 cnt:6493

----

99WAN/WAN3   Datum: EA=0.46(5) eV LPES p:9

See also 00WAN/WAN5 and 13KAU/WEB.

++++++++++++++++++++++++++++++++

PtCl6=

Cl6Pt  mw:404.779 Anion CAS: Z-16871-54-8 fg:11 cnt:6495

----

99WAN/WAN3   Datum: EA=1.58(5) eV LPES p:9

See also 00WAN/WAN5 and 13KAU/WEB.

++++++++++++++++++++++++++++++++

ReCl6=

Cl6Re  mw:396.770 Anion CAS: Z-54321-78-7 fg:11 cnt:6492

----

99WAN/WAN3   Datum: EA=0.46(5) eV LPES p:9

See also 00WAN/WAN5 and 13KAU/WEB.

++++++++++++++++++++++++++++++++

Sm2Cl6-

Cl6Sm2  mw:513.653 Anion CAS: Z-201211-29-2 fg:12 cnt:4481

HOF(solv)=-110.8/0.7  08CHE/CHE    

----

98KHA/POG *  Datum: DaffH= 55.0/2.2 TDEq | HOF(A-)=-482.0/6.5 AfIN p:8

Analyzed as SmCl2.bullet..bullet.SmCl4-.

++++++++++++++++++++++++++++++++

UCl6-

Cl6U  mw:447.864 Anion CAS: Z-44491-58-9 fg:11 cnt:8739

HOF(A.)= -236.1/2.0  84COR/KUB   |

----

15SU_/DAU    Datum: EA=5.3(2) eV LPES | HOF(A-)=-358.3/5.0 R-EA p:8

Vertical Detachment Energy:5.5(1) eV.

++++++++++++++++++++++++++++++++

UCl6=

Cl6U  mw:447.865 Anion CAS: Z-21294-68-8 fg:11 cnt:8740

----

15SU_/DAU    Datum: EA=0.60(8) eV LPES p:8

Vertical Detachment Energy:0.86(8) eV.

++++++++++++++++++++++++++++++++

DyCl3..ErCl4-

Cl7DyEr  mw:574.642 Anion CAS: Z-433734-82-8 fg:13 cnt:10891

HOF(solv)=-171.6/1.4  02POG/MOT    

----

02POG/MOT #  Datum: DaffH= 51.9/3.3 TDAs | HOF(A-)=-520.3/8.4 AfIN p:7

++++++++++++++++++++++++++++++++

TbCl3..DyCl4-

Cl7DyTb  mw:567.637 Anion CAS: Z-253778-68-6 fg:13 cnt:5876

HOF(solv)=-167.9/7.0  07CHE/CHE2   

----

99KHA/KUD *  Datum: DaffH= 63.6/7.9 TDEq | HOF(A-)=-535.8/7.2 AfIN p:7

HOFs have been converted to the ion convention, but affinities are the authors. Newer neutral lanthanide halide thermochemistry (07CHE/CHE2,10KON/BEN) indicates a revaluation is needed.

++++++++++++++++++++++++++++++++

DyCl3..DyCl4-

Cl7Dy2  mw:572.641 Anion CAS: Z-735201-72-6 fg:12 cnt:8060

HOF(solv)=-165.3/7.0  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 54.5/8.6 TDEq | HOF(A-)=-532.7/7.2 AfIN p:7

++++++++++++++++++++++++++++++++

ErCl3..ErCl4-

Cl7Er2  mw:576.643 Anion CAS: Z-433734-78-2 fg:12 cnt:5929

HOF(solv)=-165.7/6.0  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 54.0/8.8 TDEq | HOF(A-)=-521.1/8.4 AfIN p:7

----

02POG/MOT #  Datum: DaffH= 54.0/4.8 TDAs | HOF(A-)=-518.1/8.4 AfIN p:7

Cl- affinity of Er2Cl6 = 78.3/5.2 kcal/mol.

++++++++++++++++++++++++++++++++

EuCl3..EuCl4-.

Cl7Eu2  mw:550.625 Anion CAS: Z-150238-27-0 fg:12 cnt:3372

HOF(solv)=-155.6/10.0 neut 93KUD/BU

----

93KUD/BUR    Datum: HOF(A-)=-598.7/7.2 TDAs p:6

DaffH(X..Y-)= 114.0/12.8 A-IN

++++++++++++++++++++++++++++++++

GdCl3..GdCl4-

Cl7Gd2  mw:560.631 Anion CAS: Z-364061-74-5 fg:12 cnt:8059

HOF(solv)=-169.6/5.5  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 54.3/8.4 TDEq | HOF(A-)=-538.7/7.2 AfIN p:7

++++++++++++++++++++++++++++++++

HoCl3..HoCl4-

Cl7Ho2  mw:574.643 Anion CAS: Z-201211-31-6 fg:12 cnt:8061

HOF(solv)=-165.9/6.5  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 58.8/10.3 TDEq | HOF(A-)=-531.5/7.2 AfIN p:7

++++++++++++++++++++++++++++++++

LaCl3..LaCl4-

Cl7La2  mw:522.595 Anion CAS: Z-112652-19-4 fg:12 cnt:1862

HOF(solv)=-174.8/4.5  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 57.1/9.8 TDEq | HOF(A-)=-541.1/8.8 AfIN p:7

----

87BUT/KUD *  Datum: DaffH= 46.4/8.2 TDAs | HOF(A-)=-523.4/7.2 AfIN p:7

++++++++++++++++++++++++++++++++

LuCl3..LuCl4-

Cl7Lu2  mw:594.664 Anion CAS: Z-754934-25-3 fg:12 cnt:4095

HOF(solv)=-159.9/2.4  97POG/KUD    

----

97POG/KUD *  Datum: DaffH= 48.8/5.0 TDAs | HOF(A-)=-424.0/6.9 AfIN p:8

----

07KUD/VOR *  Datum: DaffH= 61.2/7.9 TDEq | HOF(A-)=-538.9/7.2 AfIN p:7

++++++++++++++++++++++++++++++++

(NaCl)7-.

Cl7Na7  mw:405.711 Anion CAS: Z-146666-20-8 fg:12 cnt:6001

----

93XIA/YU     Datum: EA=1.44(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NdCl3..NdCl4-

Cl7Nd2  mw:528.598 Anion CAS: Z-150518-87-9 fg:12 cnt:2913

HOF(solv)=-170.9/1.4 neut 84SAP/BAL

----

93KUD/POG *  Datum: DaffH= 75.0/8.1 TDAs | HOF(A-)=-557.3/7.2 AfIN p:8

----

07KUD/VOR *  Datum: DaffH= 56.9/8.4 TDEq | HOF(A-)=-540.8/8.8 AfIN p:7

++++++++++++++++++++++++++++++++

PrCl3..PrCl4-

Cl7Pr2  mw:526.598 Anion CAS: Z-740036-58-2 fg:12 cnt:8058

HOF(solv)=-173.8/4.5  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 53.8/10.8 TDEq | HOF(A-)=-538.7/9.1 AfIN p:7

++++++++++++++++++++++++++++++++

SmCl3..SmCl4-

Cl7Sm2  mw:548.622 Anion CAS: Z-201211-30-5 fg:12 cnt:4482

HOF(solv)=-169.2/1.4 neut 98KHA/POG

----

98KHA/POG *  Datum: DaffH= 76.2/2.2 TDEq | HOF(A-)=-558.2/5.7 AfIN p:8

Analyzed as SmCl3.bullet..bullet.SmCl4-.

----

07KUD/VOR *  Datum: DaffH= 50.2/8.4 TDEq | HOF(A-)=-534.6/7.2 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sm2cl7-9.za0]

M062X/Def2T|-382.4 |-11.5|-23.4| 39.9|-127.5 |-266.4 

++++++++++++++++++++++++++++++++

TbCl3..TbCl4-

Cl7Tb2  mw:562.633 Anion CAS: Z-253778-67-5 fg:12 cnt:5874

HOF(solv)=-167.9/7.0  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 57.8/9.1 TDEq | HOF(A-)=-538.9/7.2 AfIN p:7

----

99KHA/KUD    Datum: DaffH= 67.9/6.5 TDEq | HOF(A-)=-539.2/7.2 AfIN p:7

HOFs have been converted to the ion convention, but affinities are the authors. Newer neutral lanthanide halide thermochemistry (07CHE/CHE2,10KON/BEN) indicates a revaluation is needed.

++++++++++++++++++++++++++++++++

TmCl3..TmCl4-

Cl7Tm2  mw:582.651 Anion CAS: Z-750527-42-5 fg:12 cnt:8062

HOF(solv)=-166.0/6.6  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 55.9/8.4 TDEq | HOF(A-)=-532.5/7.2 AfIN p:7

++++++++++++++++++++++++++++++++

YbCl3..YbCl4-

Cl7Yb2  mw:592.660 Anion CAS: Z-758641-95-1 fg:12 cnt:8063

HOF(solv)=-155.9/7.0  07CHE/CHE2   

----

07KUD/VOR *  Datum: DaffH= 63.1/8.8 TDEq | HOF(A-)=-520.7/7.2 AfIN p:7

++++++++++++++++++++++++++++++++

(NaCl)8-.

Cl8Na8  mw:463.670 Anion CAS: Z-146666-21-9 fg:12 cnt:6002

----

93XIA/YU     Datum: EA=1.98(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Re2Cl8=

Cl8Re2  mw:653.663 Anion CAS: Z-19584-24-8 fg:12 cnt:5191

----

00WAN/WAN4   Datum: EA=1.00(5) eV LPES p:8

Metastable with respect to Cl- loss. See also 00WAN/WAN5.

++++++++++++++++++++++++++++++++

(NaCl)9-.

Cl9Na9  mw:521.628 Anion CAS: Z-146666-22-0 fg:12 cnt:6003

----

93XIA/YU     Datum: EA=2.05(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Er3Cl10-

Cl10Er3  mw:847.480 Anion CAS: Z-433734-79-3 fg:12 cnt:5930

HOF(solv)=-165.7/6.0  07CHE/CHE2   

----

02POG/MOT #  Datum: DaffH= 59.2/1.2 TDAs | HOF(A-)=-744.9/9.6 AfIN p:7

Affinity is taken as ErCl3.bullet..bullet.Er2Cl7-. Cl- affinity of Er3Cl9 is 76.6/5.0 kcal/mol.

++++++++++++++++++++++++++++++++

(LuCl3)2..LuCl4-

Cl10Lu3  mw:874.511 fg:12 cnt:4096

HOF(solv)=-159.9/2.4  97POG/KUD    

----

97POG/KUD *  Datum: DaffH= 58.8/6.5 TDAs | HOF(A-)=-642.7/9.8 AfIN p:8

++++++++++++++++++++++++++++++++

(NaCl)10-.

Cl10Na10  mw:579.587 Anion CAS: Z-146666-23-1 fg:12 cnt:6004

----

93XIA/YU     Datum: EA=2.40(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NdCl3)2..NdCl4-

Cl10Nd3  mw:775.412 Anion CAS: Z-150518-88-0 fg:12 cnt:2914

HOF(solv)=-170.9/1.4 neut 84SAP/BAL

----

93KUD/POG    Datum: DaffH= 100.9/10.5 TDAs | HOF(A-)=-800.2/12.0 AfIN p:8

++++++++++++++++++++++++++++++++

Tb2Cl6..TbCl4-

Cl10Tb3  mw:826.465 Anion CAS: Z-253778-70-0 fg:12 cnt:5875

HOF(solv)=-394.8/1.0  07CHE/CHE2   

----

99KHA/KUD *  Datum: DaffH= 76.2/11.7 TDEq | HOF(A-)=-769.4/9.6 AfIN p:7

HOFs have been converted to the ion convention, but affinities are the authors. Newer neutral lanthanide halide thermochemistry (07CHE/CHE2,10KON/BEN) indicates a revaluation is needed.

++++++++++++++++++++++++++++++++

(NaCl)11-.

Cl11Na11  mw:637.545 Anion CAS: Z-146666-24-2 fg:12 cnt:6005

----

93XIA/YU     Datum: EA=2.10(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Er4Cl13-

Cl13Er4  mw:1118.32 Anion CAS: Z-433734-80-6 fg:12 cnt:5931

HOF(solv)=-165.7/6.0  07CHE/CHE2   

----

02POG/MOT #  Datum: DaffH= 76.5/2.4 TDAs | HOF(A-)=-988.7/12.0 AfIN p:7

Affinity taken as ErCl3.bullet..bullet.Er3Cl10-.

++++++++++++++++++++++++++++++++

(LuCl3)3..LuCl4-

Cl13Lu4  mw:1154.36 fg:12 cnt:4097

HOF(solv)=-159.9/2.4  97POG/KUD    

----

97POG/KUD *  Datum: DaffH= 76.7/6.9 TDAs | HOF(A-)=-879.3/12.2 AfIN p:8

++++++++++++++++++++++++++++++++

(NaCl)13-.

Cl13Na13  mw:753.463 Anion CAS: Z-146666-25-3 fg:12 cnt:6006

----

93XIA/YU     Datum: EA=1.98(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Tb3Cl9..TbCl4-

Cl13Tb4  mw:1090.30 Anion CAS: Z-253778-71-1 fg:12 cnt:5877

HOF(solv)=-167.9/7.0  07CHE/CHE2   

----

99KHA/KUD *  Datum: DaffH= 96.6/9.1 TDEq | HOF(A-)=-1017.0/12.0 AfIN p:7

HOFs have been converted to the ion convention, but affinities are the authors. Newer neutral lanthanide halide thermochemistry (07CHE/CHE2,10KON/BEN) indicates a revaluation is needed.

++++++++++++++++++++++++++++++++

Mo6Cl14=

Cl14Mo6  mw:1077.00 Anion CAS: Z-51364-21-7 fg:12 cnt:10763

----

19LI_/YUA    Datum: EA=2.50(5) eV LPES p:8

Vertical Detachment Energy:2.65(5) eV.

++++++++++++++++++++++++++++++++

(LuCl3)4..LuCl4-

Cl16Lu5  mw:1434.21 fg:12 cnt:4098

HOF(solv)=-159.9/2.4  97POG/KUD    

----

97POG/KUD *  Datum: DaffH= 44.2/8.6 TDAs | HOF(A-)=-1083.4/15.1 AfIN p:8

++++++++++++++++++++++++++++++++

(Tb2Cl6)2..TbCl4-

Cl16Tb5  mw:1354.13 Anion CAS: Z-253778-73-3 fg:12 cnt:5878

HOF(solv)=-394.8/1.0  07CHE/CHE2   

----

99KHA/KUD *  Datum: DaffH= 113.5/10.0 TDEq | HOF(A-)=-1273.7/14.3 AfIN p:7

HOFs have been converted to the ion convention, but affinities are the authors. Newer neutral lanthanide halide thermochemistry (07CHE/CHE2,10KON/BEN) indicates a revaluation is needed.

++++++++++++++++++++++++++++++++

Er6Cl19-

Cl19Er6  mw:1659.99 Anion CAS: Z-433734-81-7 fg:12 cnt:5932

----

02POG/MOT #  Datum: DaffH= 93.3/15.3 TDAs | HOF(A-)=-1452.2/15.5 AfIN p:7

Affinity taken as Er3Cl9.bullet..bullet.Er3Cl10-.

++++++++++++++++++++++++++++++++

(LuCl3)5..LuCl4-

Cl19Lu6  mw:1714.05 fg:12 cnt:4099

HOF(solv)=-159.9/2.4  97POG/KUD    

----

97POG/KUD *  Datum: DaffH= 94.4/9.6 TDAs | HOF(A-)=-1337.8/18.1 AfIN p:8

++++++++++++++++++++++++++++++++

Co-

Co  mw:58.934 Anion CAS: Z-16727-18-7 fg:1 cnt:20

HOF(A.)= 101.5/0.5  82WAG/EVA    | BDE(A-H)= 48.6/3.7 R-AH           

HOF(AH)= 105.0/3.7  17FAN/VAS    | S(A-)=42.6/0.1  98JANAF |  S(AH)= | S(A.)=41.7/0.5  82WAG/EVA

----

16CHE/NIN2   Datum: EA=0.662256(46) eV SEVI | HOF(A-)=86.2/0.5 R-EA p:9

DacidH(AH)= 346.9/2.7 D-EA

Given: 0.662256(46) eV. See also 81ARM/BEA for Co-H bond dissociation energy.

----

98SCH/BRO    Datum: EA=0.6633(6) eV IRPD p:8

given: 0.6633(6) eV.

----

86LEO/LIN    Datum: EA=0.661(3) eV LPES p:8

Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

----

79COR/ENG    Datum: EA=0.662(10) eV LPES p:7

Co- triplet state to Co quartet state.

----

85SAL/LAN    Datum: DacidG= 333.5/3.0 IMRB p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [co-t.za0]

CBS-QB3    |81.3   |347.4|342.2| 0.874|99.7   |101.5  |17.1|53.9 

M062X/Def2T|84.6   |348.6|343.5| 0.730|100.8  |101.5  |17.1|52.8 

B3/6-311++G|77.7   |348.2|343.0| 1.032|96.7   |101.5  |17.3|56.8 

++++++++++++++++++++++++++++++++

CoF3..F-

CoF4  mw:134.927 Anion CAS: Z-77309-15-0 fg:481 cnt:1793

HOF(A.)= -170.2/3.1  19NIK/CHI   |

HOF(solv)=-136.8/7.7  97RAU/CHI    

----

97RAU/CHI *  Datum: DaffH= 105.7/6.0 TDAs | HOF(A-)=-301.9/13.6 AfIN p:6

EA(eV)= 6.400

Values are at 0K.

----

87SID/NIK *  Datum: DaffH= 105.4/2.0 TDEq p:6

Fluoride Affinity: 11.2 kcal/mol < AlF3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [cof4-k.za0]

CBS-QB3    |-297.1 | 95.7| 87.6| 27.1|-142.4 |-59.0  | 6.614

M062X/Def2T|-289.1 |108.8|100.7| 27.2|-134.3 |-45.9  | 6.684

++++++++++++++++++++++++++++++++

Co(PF3)4-

CoF12P4  mw:410.810 Anion CAS: Z-48069-37-0 fg:24 cnt:2353

----

90MIL/KAW    Datum: DacidG=<299.5/4.0 IMRB p:7

More acidic than CF3SO3H. Value revised per 94KOP/TAF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [copf34.za0]

CBS-QB3    |-1030.6|302.4|295.6| 3.952|-967.3 |-939.1 |22.7|80.3 

M062X/Def2T|-936.7 |308.3|298.8| 2.385|-880.3 |-881.0 |31.7|51.5 

B3/6-311++G|-849.8 |283.4|273.4| 4.010|-765.9 |-757.6 |33.5|60.4 

++++++++++++++++++++++++++++++++

CoGe2-

CoGe2  mw:206.776 Anion CAS: Z-929088-40-4 fg:19 cnt:11108

----

14DEN/KON2   Datum: EA=1.56(8) eV LPES p:8

Vertical Detachment Energy:1.96(8) eV.

++++++++++++++++++++++++++++++++

CoGe3-

CoGe3  mw:280.697 Anion CAS: Z-929088-45-9 fg:19 cnt:11109

----

14DEN/KON2   Datum: EA=1.85(8) eV LPES p:8

Vertical Detachment Energy:2.12(8) eV.

++++++++++++++++++++++++++++++++

CoGe4-

CoGe4  mw:354.618 Anion CAS: Z-929088-48-2 fg:19 cnt:11110

----

14DEN/KON2   Datum: EA=2.10(8) eV LPES p:8

Vertical Detachment Energy:2.38(8) eV.

++++++++++++++++++++++++++++++++

CoGe5-

CoGe5  mw:428.540 Anion CAS: Z-929088-51-7 fg:19 cnt:11111

----

14DEN/KON2   Datum: EA=2.42(8) eV LPES p:8

Vertical Detachment Energy:2.64(8) eV.

++++++++++++++++++++++++++++++++

CoGe6-

CoGe6  mw:502.461 Anion CAS: Z-929088-55-1 fg:19 cnt:11112

----

14DEN/KON2   Datum: EA=2.71(8) eV LPES p:8

Vertical Detachment Energy:2.86(8) eV.

++++++++++++++++++++++++++++++++

CoGe7-

CoGe7  mw:576.382 Anion CAS: Z-929088-60-8 fg:19 cnt:11113

----

14DEN/KON2   Datum: EA=2.65(8) eV LPES p:8

Vertical Detachment Energy:2.84(8) eV.

++++++++++++++++++++++++++++++++

CoGe8-

CoGe8  mw:650.303 Anion CAS: Z-929088-65-3 fg:19 cnt:11114

----

14DEN/KON2   Datum: EA=3.05(8) eV LPES p:8

Vertical Detachment Energy:3.39(8) eV.

++++++++++++++++++++++++++++++++

CoGe9-

CoGe9  mw:724.224 Anion CAS: Z-929088-68-6 fg:19 cnt:11115

----

14DEN/KON2   Datum: EA=3.00(8) eV LPES p:8

Vertical Detachment Energy:3.44(8) eV.

++++++++++++++++++++++++++++++++

CoGe10-

CoGe10  mw:798.146 Anion CAS: Z-374904-88-8 fg:19 cnt:11116

----

14DEN/KON2   Datum: EA=2.78(8) eV LPES p:8

Vertical Detachment Energy:3.63(8) eV.

++++++++++++++++++++++++++++++++

CoGe11-

CoGe11  mw:872.067 Anion CAS: Z-929088-73-3 fg:19 cnt:11117

----

14DEN/KON2   Datum: EA=3.11(8) eV LPES p:8

Vertical Detachment Energy:3.38(8) eV.

++++++++++++++++++++++++++++++++

CoH-

CoH  mw:59.942 Anion CAS: Z-64899-90-7 fg:3 cnt:1089

HOF(A.)=  15.0/3.7  17FAN/VAS    |

----

87MIL/FEI    Datum: EA=0.671(10) eV LPES | HOF(A-)=-0.5/3.7 R-EA p:8

DaffH(AH)=  136.7/3.7 A-IN

Quartet anion to triplet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coh-d.za0]

CBS-QB3    |83.2   |349.9|340.4| 0.714|99.1   |99.7   |32.0|52.7 

M062X/Def2T|94.5   |369.7|360.9| 0.271|89.5   |100.8  |29.6|63.4 

B3/6-311++G|83.3   |341.3|331.8| 0.582|109.3  |96.7   |31.8|39.5 

++++++++++++++++++++++++++++++++

CoOH-

CoHO  mw:75.936 Anion CAS: Z-1616688-53-9 fg:16 cnt:8643

----

14LI_/XU     Datum: EA=1.34(4) eV LPES p:9

Vertical Detachment Energy:1.41(4) eV.

++++++++++++++++++++++++++++++++

CoH2-

CoH2  mw:60.949 Anion CAS: Z-102500-10-7 fg:3 cnt:1073

----

86MIL/FEI    Datum: EA=1.450(14) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coh2-t.za0]

CBS-QB3    |69.2   |351.1|345.1| 2.400|83.9   |124.7  |19.9|92.9 

M062X/Def2T|76.9   |349.3|343.8| 0.528|92.4   |89.5   |18.5|49.2 

B3/6-311++G|65.8   |348.6|342.7| 1.884|84.5   |109.3  |20.1|77.0 

++++++++++++++++++++++++++++++++

CoD2-

CoD2  mw:62.962 Anion CAS: Z-102499-81-0 fg:3 cnt:1077

----

86MIL/FEI    Datum: EA=1.465(13) eV LPES p:8

++++++++++++++++++++++++++++++++

Co(H2O)-

CoH2O  mw:76.944 Anion CAS: N-870989-42-7 fg:16 cnt:9868

----

18LIU/MIL    Datum: EA=1.050(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coh2o-t.za0]

M062X/Def2T|19.5   |     |     | 0.519|       |31.4   |    |     

M062X/Def2T|42.1   |     |     | 1.844|       |84.7   |    |     

B3/6-311++G|13.1   |     |     | 1.158|       |39.4   |    |     

B3/6-311++G|-15.6  |     |     | 2.390|       |39.5   |    |     

++++++++++++++++++++++++++++++++

CoO2H2-

CoH2O2  mw:92.939 Anion CAS: Z-1351598-91-8 fg:16 cnt:9310

----

11LI_/XU     Datum: EA=1.58(10) eV LPES p:8

Vertical Detachment Energy:1.92(10) eV.

++++++++++++++++++++++++++++++++

CoO2H2(H2O)-

CoH4O3  mw:110.950

Core ion CAS: Z-1351598-91-8 Solvent: 7732-18-5 fg:16 cnt:9311

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

11LI_/XU     Datum: EA=1.98(10) eV LPES p:8

DaffH(AH)=  9.2/3.3 dEA

Vertical Detachment Energy:2.31(10) eV.

++++++++++++++++++++++++++++++++

CoO2H2(H2O)2-

CoH6O4  mw:128.960 fg:16 cnt:9312

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

11LI_/XU     Datum: EA=2.38(10) eV LPES p:8

DaffH(AH)=  9.2/3.3 dEA

Vertical Detachment Energy:2.76(10) eV.

++++++++++++++++++++++++++++++++

(H2)4..Co-

CoH8  mw:66.996 fg:201 cnt:10479

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.80(4) eV LPES p:8

++++++++++++++++++++++++++++++++

CoO2H2(H2O)3-

CoH8O5  mw:146.971 fg:16 cnt:9313

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

11LI_/XU     Datum: EA=2.69(10) eV LPES p:8

DaffH(AH)=  7.1/3.3 dEA

Vertical Detachment Energy:3.04(10) eV.

++++++++++++++++++++++++++++++++

(H2)5..Co-

CoH10  mw:69.012 fg:201 cnt:10480

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.57(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)6..Co-

CoH12  mw:71.028 fg:201 cnt:10481

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.49(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)7..Co-

CoH14  mw:73.043 fg:201 cnt:10482

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.50(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)8..Co-

CoH16  mw:75.059 fg:201 cnt:10483

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.55(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)9..Co-

CoH18  mw:77.075 fg:201 cnt:10484

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.65(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)10..Co-

CoH20  mw:79.090 fg:201 cnt:10485

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.85(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)11..Co-

CoH22  mw:81.106 fg:201 cnt:10486

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.95(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)12..Co-

CoH24  mw:83.122 fg:201 cnt:10487

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.02(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)13..Co-

CoH26  mw:85.137 fg:201 cnt:10488

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.10(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)14..Co-

CoH28  mw:87.153 fg:201 cnt:10489

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.15(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)15..Co-

CoH30  mw:89.169 fg:201 cnt:10490

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.25(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)16..Co-

CoH32  mw:91.184 fg:201 cnt:10491

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.35(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)17..Co-

CoH34  mw:93.200 fg:201 cnt:10492

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.32(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)18..Co-

CoH36  mw:95.215 fg:201 cnt:10493

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.42(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)19..Co-

CoH38  mw:97.231 fg:201 cnt:10494

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.24(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)20..Co-

CoH40  mw:99.247 fg:201 cnt:10495

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.25(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)21..Co-

CoH42  mw:101.262 fg:201 cnt:10496

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.30(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)22..Co-

CoH44  mw:103.278 fg:201 cnt:10497

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.40(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)23..Co-

CoH46  mw:105.294 fg:201 cnt:10498

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.55(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)24..Co-

CoH48  mw:107.309 fg:201 cnt:10499

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.58(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)25..Co-

CoH50  mw:109.325 fg:201 cnt:10500

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.59(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)26..Co-

CoH52  mw:111.341 fg:201 cnt:10501

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.65(4) eV LPES p:8

++++++++++++++++++++++++++++++++

CoNb3-

CoNb3  mw:337.653 Anion CAS: N-12016-96-5 fg:19 cnt:7826

----

03PRA/KOY    Datum: EA=1.12(5) eV LPES p:8

Vertical Detachment Energy:1.38(5) eV.

++++++++++++++++++++++++++++++++

CoNb4-

CoNb4  mw:430.559 Anion CAS: Z-1883756-32-8 fg:19 cnt:7827

----

03PRA/KOY    Datum: EA=1.30(5) eV LPES p:8

Vertical Detachment Energy:1.48(5) eV.

++++++++++++++++++++++++++++++++

CoNb5-

CoNb5  mw:523.466 Anion CAS: Z-1883756-34-0 fg:19 cnt:7828

----

03PRA/KOY    Datum: EA=1.45(5) eV LPES p:8

Vertical Detachment Energy:1.63(5) eV.

++++++++++++++++++++++++++++++++

CoNb6-

CoNb6  mw:616.372 Anion CAS: Z-1883756-36-2 fg:19 cnt:7829

----

03PRA/KOY    Datum: EA=1.59(5) eV LPES p:8

Vertical Detachment Energy:2.10(5) eV.

++++++++++++++++++++++++++++++++

CoNb7-

CoNb7  mw:709.278 Anion CAS: Z-1883756-38-4 fg:19 cnt:7830

----

03PRA/KOY    Datum: EA=1.60(5) eV LPES p:8

Vertical Detachment Energy:2.02(5) eV.

++++++++++++++++++++++++++++++++

CoNb8-

CoNb8  mw:802.185 Anion CAS: N-1883756-22-6 fg:19 cnt:7831

----

03PRA/KOY    Datum: EA=1.62(5) eV LPES p:8

Vertical Detachment Energy:2.22(5) eV.

++++++++++++++++++++++++++++++++

CoNb9-

CoNb9  mw:895.091 Anion CAS: N-2242403-96-7 fg:19 cnt:7832

----

03PRA/KOY    Datum: EA=1.79(5) eV LPES p:8

Vertical Detachment Energy:2.25(5) eV.

++++++++++++++++++++++++++++++++

CoNb10-

CoNb10  mw:987.998 fg:19 cnt:7833

----

03PRA/KOY    Datum: EA=1.65(5) eV LPES p:8

Vertical Detachment Energy:2.33(5) eV.

++++++++++++++++++++++++++++++++

CoNb11-

CoNb11  mw:1080.90 fg:19 cnt:7834

----

03PRA/KOY    Datum: EA=1.18(5) eV LPES p:8

Vertical Detachment Energy:1.82(5) eV.

++++++++++++++++++++++++++++++++

CoNb12-

CoNb12  mw:1173.81 fg:19 cnt:7835

----

03PRA/KOY    Datum: EA=1.40(5) eV LPES p:8

Vertical Detachment Energy:2.19(5) eV.

++++++++++++++++++++++++++++++++

CoNb13-

CoNb13  mw:1266.72 fg:19 cnt:7836

----

03PRA/KOY    Datum: EA=1.40(5) eV LPES p:8

Vertical Detachment Energy:2.30(5) eV.

++++++++++++++++++++++++++++++++

CoNb14-

CoNb14  mw:1359.62 fg:19 cnt:7837

----

03PRA/KOY    Datum: EA=1.41(5) eV LPES p:8

Vertical Detachment Energy:2.39(5) eV.

++++++++++++++++++++++++++++++++

CoNb15-

CoNb15  mw:1452.53 fg:19 cnt:7838

----

03PRA/KOY    Datum: EA=1.44(5) eV LPES p:8

Vertical Detachment Energy:2.45(5) eV.

++++++++++++++++++++++++++++++++

CoO-

CoO  mw:74.929 Anion CAS: Z-64899-91-8 fg:5 cnt:4946

HOF(A.)=  70.0/3.0  83PED/MAR    |

----

13LI_/LIA    Datum: EA=1.54(4) eV LPES p:8

Vertical Detachment Energy:1.54(4) eV.

----

11LI_/XU     Datum: EA=1.54(8) eV LPES p:8

Vertical Detachment Energy:1.54(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [coo-k.za0]

M062X/Def2T|61.8   |     |     | 1.251|       |90.6   |    |     

++++++++++++++++++++++++++++++++

CoO2-.

CoO2  mw:90.924 Anion CAS: Z-107049-26-3 fg:6 cnt:2714

----

91KAI/RUD *  Datum: HOF(A-)=-34.0/2.6 TDEq p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ocoo-k.za0]

CBS-QB3    |-34.0  |     |     | 3.180|       |39.2   |    |     

M062X/Def2T|-0.9   |     |     | 3.927|       |89.6   |    |     

++++++++++++++++++++++++++++++++

RhCo-

CoRh  mw:161.839 Anion CAS: Z-1309477-11-9 fg:19 cnt:8022

----

11WAN/KO     Datum: EA=0.72(5) eV LPES p:8

Vertical Detachment Energy:0.90(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rhco-6.za0]

M062X/Def2T|180.8  |     |     | 1.056|       |205.1  |    |     

++++++++++++++++++++++++++++++++

Rh2Co-

CoRh2  mw:264.745 Anion CAS: Z-1309477-13-1 fg:19 cnt:8023

----

11WAN/KO     Datum: EA=0.90(5) eV LPES p:8

Vertical Detachment Energy:1.06(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rh2co-7.za0]

M062X/Def2T|263.8  |     |     | 0.692|       |279.6  |    |     

++++++++++++++++++++++++++++++++

Rh3Co-

CoRh3  mw:367.650 Anion CAS: Z-1309477-16-4 fg:19 cnt:8025

----

11WAN/KO     Datum: EA=1.02(5) eV LPES p:8

Vertical Detachment Energy:1.18(5) eV.

++++++++++++++++++++++++++++++++

Rh4Co-

CoRh4  mw:470.556 Anion CAS: Z-1309477-18-6 fg:19 cnt:8027

----

11WAN/KO     Datum: EA=1.44(5) eV LPES p:8

Vertical Detachment Energy:1.70(5) eV.

++++++++++++++++++++++++++++++++

Rh5Co-

CoRh5  mw:573.461 Anion CAS: Z-1309477-20-0 fg:19 cnt:8028

----

11WAN/KO     Datum: EA=1.63(5) eV LPES p:8

Vertical Detachment Energy:1.80(5) eV.

++++++++++++++++++++++++++++++++

Ru3Co-

CoRu3  mw:364.647 Anion CAS: Z-657408-31-6 fg:19 cnt:5841

----

02BUT/JOH    Datum: EA=1.55(10) eV LPES p:7

++++++++++++++++++++++++++++++++

CoSi3-

CoSi3  mw:142.865 Anion CAS: Z-2416828-23-2 fg:19 cnt:11249

----

19YAN/XU     Datum: EA=1.76(8) eV LPES p:8

Vertical Detachment Energy:2.03(8) eV.

++++++++++++++++++++++++++++++++

CoSi4-

CoSi4  mw:170.841 Anion CAS: Z-2416828-24-3 fg:19 cnt:11250

----

19YAN/XU     Datum: EA=1.82(8) eV LPES p:8

Vertical Detachment Energy:2.16(8) eV.

++++++++++++++++++++++++++++++++

CoSi5-

CoSi5  mw:198.818 Anion CAS: Z-2416828-25-4 fg:19 cnt:11251

----

19YAN/XU     Datum: EA=2.52(8) eV LPES p:8

Vertical Detachment Energy:2.72(8) eV. An isomer has electron affinity = 2.29 eV.

++++++++++++++++++++++++++++++++

CoSi6-

CoSi6  mw:226.795 Anion CAS: Z-2416828-26-5 fg:19 cnt:11252

----

19YAN/XU     Datum: EA=2.70(8) eV LPES p:8

Vertical Detachment Energy:2.88(8) eV.

++++++++++++++++++++++++++++++++

CoSi7-

CoSi7  mw:254.772 Anion CAS: Z-2416828-27-6 fg:19 cnt:11253

----

19YAN/XU     Datum: EA=2.72(8) eV LPES p:8

Vertical Detachment Energy:2.94(8) eV. An isomer has electron affinity = 3.20 eV.

++++++++++++++++++++++++++++++++

CoSi8-

CoSi8  mw:282.749 Anion CAS: Z-2416828-28-7 fg:19 cnt:11254

----

19YAN/XU     Datum: EA=3.19(8) eV LPES p:8

Vertical Detachment Energy:3.45(8) eV.

++++++++++++++++++++++++++++++++

CoSi9-

CoSi9  mw:310.726 Anion CAS: Z-2416828-29-8 fg:19 cnt:11255

----

19YAN/XU     Datum: EA=3.56(8) eV LPES p:8

Vertical Detachment Energy:3.77(8) eV.

++++++++++++++++++++++++++++++++

CoSi10-

CoSi10  mw:338.703 Anion CAS: Z-2416828-30-1 fg:19 cnt:11256

----

19YAN/XU     Datum: EA=3.75(8) eV LPES p:8

Vertical Detachment Energy:4.03(8) eV.

++++++++++++++++++++++++++++++++

CoSi11-

CoSi11  mw:366.680 Anion CAS: Z-2416828-31-2 fg:19 cnt:11257

----

19YAN/XU     Datum: EA=3.27(8) eV LPES p:8

Vertical Detachment Energy:3.56(8) eV.

++++++++++++++++++++++++++++++++

CoSi12-

CoSi12  mw:394.657 Anion CAS: Z-2416828-32-3 fg:19 cnt:11258

----

19YAN/XU     Datum: EA=3.10(8) eV LPES p:8

Vertical Detachment Energy:3.31(8) eV.

++++++++++++++++++++++++++++++++

Co@Sn12-

CoSn12  mw:1497.76 Anion CAS: Z-930089-96-6 fg:19 cnt:7267

----

07CUI/HUA    Datum: EA=3.13(3) eV LPES p:8

Vertical Detachment Energy:3.19(3) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Co2-

Co2  mw:117.867 Anion CAS: Z-104120-67-4 fg:2 cnt:1082

HOF(A.)= 163.2/0.5  82WAG/EVA    |

----

86LEO/LIN    Datum: EA=1.110(8) eV LPES | HOF(A-)=137.6/0.9 R-EA p:8

DaffH(AH)=  50.1/0.9 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [co2-ql.za0]

M062X/Def2T|151.2  |     |     | 1.283|       |180.7  |    |     

++++++++++++++++++++++++++++++++

Co2OH-

Co2HO  mw:134.870 Anion CAS: Z-1616688-54-0 fg:16 cnt:8644

----

14LI_/XU     Datum: EA=1.41(8) eV LPES p:9

Vertical Detachment Energy:1.22(8) eV.

++++++++++++++++++++++++++++++++

Co2O2H2-

Co2H2O2  mw:151.872 Anion CAS: Z-1351598-92-9 fg:16 cnt:9314

----

11LI_/XU     Datum: EA=2.09(20) eV LPES p:8

Vertical Detachment Energy:2.55(20) eV.

++++++++++++++++++++++++++++++++

Co2O2H2(H2O)-

Co2H4O3  mw:169.883

Core ion CAS: Z-1351598-92-9 Solvent: 7732-18-5 fg:16 cnt:9315

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

11LI_/XU     Datum: EA=2.50(20) eV LPES p:8

DaffH(AH)=  9.5/6.5 dEA

Vertical Detachment Energy:3.07(20) eV.

++++++++++++++++++++++++++++++++

Co2O-.

Co2O  mw:133.862 Anion CAS: Z-1351598-85-0 fg:7 cnt:8478

----

13LI_/LIA    Datum: EA=1.31(8) eV LPES p:8

Vertical Detachment Energy:1.43(8) eV.

----

11LI_/XU     Datum: EA=1.29(10) eV LPES p:8

Vertical Detachment Energy:1.43(10) eV.

++++++++++++++++++++++++++++++++

RhCo2-

Co2Rh  mw:220.772 Anion CAS: Z-1309477-22-2 fg:19 cnt:8024

----

11WAN/KO     Datum: EA=1.16(5) eV LPES p:8

Vertical Detachment Energy:1.32(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rhco2-k.za0]

M062X/Def2T|244.8  |     |     | 0.608|       |258.8  |    |     

++++++++++++++++++++++++++++++++

Rh2Co2-

Co2Rh2  mw:323.678 Anion CAS: Z-1309477-24-4 fg:20 cnt:8026

----

11WAN/KO     Datum: EA=1.20(5) eV LPES p:8

Vertical Detachment Energy:1.40(5) eV.

++++++++++++++++++++++++++++++++

Co3-.

Co3  mw:176.800 Anion CAS: Z-164252-49-7 fg:2 cnt:5364

----

19MOU/LI     Datum: EA=1.41(5) eV PVMI p:8

Vertical Detachment Energy:1.62 eV.

----

01LIU/ZHA    Datum: EA=1.60(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [co3-t.za0]

M062X/Def2T|236.9  |     |     | 0.332|       |244.6  |    |     

++++++++++++++++++++++++++++++++

Co3D-

Co3D  mw:178.814 Anion CAS: Z-2499655-65-9 fg:19 cnt:10716

----

19MOU/LI     Datum: EA=1.57(5) eV PVMI p:8

Vertical Detachment Energy:1.69 eV.

++++++++++++++++++++++++++++++++

Co3OH-

Co3HO  mw:193.803 Anion CAS: Z-1616688-55-1 fg:16 cnt:8645

----

14LI_/XU     Datum: EA=1.56(8) eV LPES p:9

Vertical Detachment Energy:1.62(8) eV.

++++++++++++++++++++++++++++++++

Co3D2-

Co3D2  mw:180.828 Anion CAS: Z-2499655-66-0 fg:19 cnt:10717

----

19MOU/LI     Datum: EA=1.18(5) eV PVMI p:8

Vertical Detachment Energy:1.72 eV.

++++++++++++++++++++++++++++++++

Co3O2H2-

Co3H2O2  mw:210.806 Anion CAS: Z-1351598-95-2 fg:16 cnt:9316

----

11LI_/XU     Datum: EA=1.89(10) eV LPES p:8

Vertical Detachment Energy:2.10(10) eV.

++++++++++++++++++++++++++++++++

Co3D3-

Co3D3  mw:182.842 fg:19 cnt:10718

----

19MOU/LI     Datum: EA=1.10(5) eV PVMI p:8

Vertical Detachment Energy:1.66 eV.

++++++++++++++++++++++++++++++++

Co3D4-

Co3D4  mw:184.857 Anion CAS: Z-2499655-67-1 fg:19 cnt:10719

----

19MOU/LI     Datum: EA=1.00(5) eV PVMI p:8

Vertical Detachment Energy:1.76 eV.

++++++++++++++++++++++++++++++++

Co3O2H2(H2O)-

Co3H4O3  mw:228.816

Core ion CAS: Z-1351598-95-2 Solvent: 7732-18-5 fg:16 cnt:9317

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

11LI_/XU     Datum: EA=2.19(10) eV LPES p:8

DaffH(AH)=  6.9/3.3 dEA

Vertical Detachment Energy:2.40(10) eV.

++++++++++++++++++++++++++++++++

Co3O-.

Co3O  mw:192.795 Anion CAS: Z-181701-57-5 fg:7 cnt:8479

----

14KIM/WEI4   Datum: EA=1.3951(4) eV LPES p:9

----

13LI_/LIA    Datum: EA=1.38(8) eV LPES p:8

Vertical Detachment Energy:1.42(8) eV.

----

11LI_/XU     Datum: EA=1.36(10) eV LPES p:8

Vertical Detachment Energy:1.42(10) eV.

++++++++++++++++++++++++++++++++

Co3V-

Co3V  mw:227.744 Anion CAS: N-12134-06-4 fg:20 cnt:11830

----

02PRA/KOY3   Datum: EA=1.28(19) eV LPES p:8

Vertical Detachment Energy: 1.96(20) eV.

++++++++++++++++++++++++++++++++

Co4-.

Co4  mw:235.733 Anion CAS: Z-164252-50-0 fg:2 cnt:5365

----

01LIU/ZHA    Datum: EA=1.91(4) eV LPES p:8

----

02PRA/KOY2   Datum: EA=1.51(14) eV LPES p:7

Vertical Detachment Energy:1.97(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co4O-.

Co4O  mw:251.728 Anion CAS: Z-17778-80-2 fg:7 cnt:6226

----

02PRA/KOY2   Datum: EA=1.58(13) eV LPES p:7

Vertical Detachment Energy:1.98(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co4O2-.

Co4O2  mw:267.723 Anion CAS: N-1628164-26-0 fg:7 cnt:6243

----

02PRA/KOY2   Datum: EA=1.85(11) eV LPES p:7

Vertical Detachment Energy:2.29(24) eV.

++++++++++++++++++++++++++++++++

Co4V-

Co4V  mw:286.677 fg:20 cnt:11831

----

02PRA/KOY3   Datum: EA=1.54(23) eV LPES p:8

Vertical Detachment Energy: 1.85(18) eV.

++++++++++++++++++++++++++++++++

Co5-.

Co5  mw:294.667 Anion CAS: Z-182016-47-3 fg:2 cnt:5366

----

01LIU/ZHA    Datum: EA=1.71(4) eV LPES p:8

----

02PRA/KOY2   Datum: EA=1.56(13) eV LPES p:7

Vertical Detachment Energy:1.85(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co5O-.

Co5O  mw:310.661 Anion CAS: Z-181701-62-2 fg:7 cnt:6227

----

02PRA/KOY2   Datum: EA=1.71(12) eV LPES p:7

Vertical Detachment Energy:1.96(25) eV.

++++++++++++++++++++++++++++++++

Co5O2-.

Co5O2  mw:326.656 Anion CAS: Z-438001-00-4 fg:7 cnt:6244

----

02PRA/KOY2   Datum: EA=1.94(10) eV LPES p:7

Vertical Detachment Energy:2.17(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co5V-

Co5V  mw:345.610 fg:20 cnt:11832

----

02PRA/KOY3   Datum: EA=1.60(24) eV LPES p:8

Vertical Detachment Energy: 2.26(22) eV.

++++++++++++++++++++++++++++++++

Co6-.

Co6  mw:353.600 Anion CAS: Z-164252-51-1 fg:2 cnt:5367

----

01LIU/ZHA    Datum: EA=1.63(3) eV LPES p:8

----

02PRA/KOY2   Datum: EA=1.69(12) eV LPES p:7

Vertical Detachment Energy:2.24(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co6O-.

Co6O  mw:369.595 Anion CAS: Z-181701-65-5 fg:7 cnt:6228

----

02PRA/KOY2   Datum: EA=1.71(12) eV LPES p:7

Vertical Detachment Energy:2.19(25) eV.

++++++++++++++++++++++++++++++++

Co6O2-.

Co6O2  mw:385.590 Anion CAS: Z-438045-59-1 fg:7 cnt:6245

----

02PRA/KOY2   Datum: EA=1.80(11) eV LPES p:7

Vertical Detachment Energy:2.33(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co6V-

Co6V  mw:404.543 Anion CAS: N-126035-15-2 fg:20 cnt:11833

----

02PRA/KOY3   Datum: EA=1.44(21) eV LPES p:8

Vertical Detachment Energy: 2.15(21) eV.

++++++++++++++++++++++++++++++++

Co7-.

Co7  mw:412.533 Anion CAS: Z-182016-48-4 fg:2 cnt:5368

----

01LIU/ZHA    Datum: EA=1.68(3) eV LPES p:8

----

02PRA/KOY2   Datum: EA=1.51(14) eV LPES p:7

Vertical Detachment Energy:2.19(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co7O-.

Co7O  mw:428.528 Anion CAS: Z-438001-03-7 fg:7 cnt:6229

----

02PRA/KOY2   Datum: EA=1.83(11) eV LPES p:7

Vertical Detachment Energy:2.21(24) eV.

++++++++++++++++++++++++++++++++

Co7O2-.

Co7O2  mw:444.523 Anion CAS: Z-438001-10-6 fg:7 cnt:6246

----

02PRA/KOY2   Datum: EA=1.86(10) eV LPES p:7

Vertical Detachment Energy:2.17(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co7V-

Co7V  mw:463.476 Anion CAS: N-125877-04-5 fg:20 cnt:11834

----

02PRA/KOY3   Datum: EA=1.54(23) eV LPES p:8

Vertical Detachment Energy: 2.17(21) eV.

++++++++++++++++++++++++++++++++

Co7V2-

Co7V2  mw:514.420 fg:20 cnt:11841

----

02PRA/KOY3   Datum: EA=1.60(24) eV LPES p:8

Vertical Detachment Energy: 2.03(20) eV.

++++++++++++++++++++++++++++++++

Co8-.

Co8  mw:471.466 Anion CAS: Z-198085-90-4 fg:2 cnt:5369

----

01LIU/ZHA    Datum: EA=1.71(5) eV LPES p:8

----

02PRA/KOY2   Datum: EA=1.63(13) eV LPES p:7

Vertical Detachment Energy:2.13(26) eV.

++++++++++++++++++++++++++++++++

Co8O-.

Co8O  mw:487.461 Anion CAS: Z-438001-04-8 fg:7 cnt:6230

----

02PRA/KOY2   Datum: EA=1.77(11) eV LPES p:7

Vertical Detachment Energy:2.15(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co8O2-.

Co8O2  mw:503.456 Anion CAS: Z-438045-85-3 fg:7 cnt:6247

----

02PRA/KOY2   Datum: EA=1.94(10) eV LPES p:7

Vertical Detachment Energy:2.50(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co8V-

Co8V  mw:522.410 Anion CAS: N-125877-05-6 fg:20 cnt:11835

----

02PRA/KOY3   Datum: EA=1.74(26) eV LPES p:8

Vertical Detachment Energy: 2.17(21) eV.

++++++++++++++++++++++++++++++++

Co8V2-

Co8V2  mw:573.354 fg:20 cnt:11842

----

02PRA/KOY3   Datum: EA=1.77(26) eV LPES p:8

Vertical Detachment Energy: 2.26(22) eV.

++++++++++++++++++++++++++++++++

Co9-.

Co9  mw:530.399 Anion CAS: Z-352514-61-5 fg:2 cnt:5370

----

01LIU/ZHA    Datum: EA=1.79(5) eV LPES p:8

----

02PRA/KOY2   Datum: EA=1.77(11) eV LPES p:7

Vertical Detachment Energy:2.13(25) eV.

++++++++++++++++++++++++++++++++

Co9O-.

Co9O  mw:546.394 Anion CAS: Z-438001-05-9 fg:7 cnt:6231

----

02PRA/KOY2   Datum: EA=1.80(11) eV LPES p:7

Vertical Detachment Energy:2.21(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co9O2-.

Co9O2  mw:562.389 Anion CAS: Z-438001-11-7 fg:7 cnt:6248

----

02PRA/KOY2   Datum: EA=1.85(11) eV LPES p:7

Vertical Detachment Energy:2.45(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co9V-

Co9V  mw:581.343 Anion CAS: N-125877-06-7 fg:20 cnt:11836

----

02PRA/KOY3   Datum: EA=1.71(25) eV LPES p:8

Vertical Detachment Energy: 2.08(20) eV.

++++++++++++++++++++++++++++++++

Co9V2-

Co9V2  mw:632.287 fg:20 cnt:11843

----

02PRA/KOY3   Datum: EA=1.77(26) eV LPES p:8

Vertical Detachment Energy: 2.17(21) eV.

++++++++++++++++++++++++++++++++

Co10-.

Co10  mw:589.333 Anion CAS: Z-352514-70-6 fg:2 cnt:5371

----

01LIU/ZHA    Datum: EA=2.02(5) eV LPES p:8

----

02PRA/KOY2   Datum: EA=1.85(11) eV LPES p:7

Vertical Detachment Energy:2.18(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co10O-.

Co10O  mw:605.327 Anion CAS: Z-438001-06-0 fg:7 cnt:6232

----

02PRA/KOY2   Datum: EA=1.90(10) eV LPES p:7

Vertical Detachment Energy:2.39(23) eV.

++++++++++++++++++++++++++++++++

Co10O2-.

Co10O2  mw:621.322 fg:7 cnt:6249

----

02PRA/KOY2   Datum: EA=1.13(18) eV LPES p:7

Vertical Detachment Energy:2.48(33) eV.

++++++++++++++++++++++++++++++++

Co10V-

Co10V  mw:640.276 Anion CAS: N-125877-07-8 fg:20 cnt:11837

----

02PRA/KOY3   Datum: EA=1.83(27) eV LPES p:8

Vertical Detachment Energy: 2.15(21) eV.

++++++++++++++++++++++++++++++++

Co10V2-

Co10V2  mw:691.220 fg:20 cnt:11844

----

02PRA/KOY3   Datum: EA=1.85(27) eV LPES p:8

Vertical Detachment Energy: 2.15(21) eV.

++++++++++++++++++++++++++++++++

Co11-.

Co11  mw:648.266 Anion CAS: Z-352514-72-8 fg:2 cnt:5372

----

01LIU/ZHA    Datum: EA=2.08(4) eV LPES p:8

----

02PRA/KOY2   Datum: EA=1.88(10) eV LPES p:7

Vertical Detachment Energy:2.19(23) eV.

++++++++++++++++++++++++++++++++

Co11O-.

Co11O  mw:664.261 Anion CAS: Z-438001-07-1 fg:7 cnt:6233

----

02PRA/KOY2   Datum: EA=1.83(11) eV LPES p:7

Vertical Detachment Energy:2.30(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co11O2-.

Co11O2  mw:680.256 Anion CAS: Z-438001-12-8 fg:7 cnt:6250

----

02PRA/KOY2   Datum: EA=1.01(20) eV LPES p:7

Vertical Detachment Energy:2.48(35) eV.

++++++++++++++++++++++++++++++++

Co11V-

Co11V  mw:699.209 Anion CAS: N-125877-08-9 fg:20 cnt:11838

----

02PRA/KOY3   Datum: EA=1.88(28) eV LPES p:8

Vertical Detachment Energy: 2.45(24) eV.

++++++++++++++++++++++++++++++++

Co11V2-

Co11V2  mw:750.153 fg:20 cnt:11845

----

02PRA/KOY3   Datum: EA=1.74(26) eV LPES p:8

Vertical Detachment Energy: 2.13(21) eV.

++++++++++++++++++++++++++++++++

Co12-.

Co12  mw:707.199 Anion CAS: Z-352514-74-0 fg:2 cnt:5373

----

01LIU/ZHA    Datum: EA=2.16(6) eV LPES p:8

----

02PRA/KOY2   Datum: EA=1.94(10) eV LPES p:7

Vertical Detachment Energy:2.35(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co12O-.

Co12O  mw:723.194 Anion CAS: Z-438001-08-2 fg:7 cnt:6234

----

02PRA/KOY2   Datum: EA=1.93(10) eV LPES p:7

Vertical Detachment Energy:2.42(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co12O2-.

Co12O2  mw:739.189 fg:7 cnt:6251

----

02PRA/KOY2   Datum: EA=1.01(20) eV LPES p:7

Vertical Detachment Energy:2.39(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co12V-

Co12V  mw:758.142 Anion CAS: N-125877-09-0 fg:20 cnt:11839

----

02PRA/KOY3   Datum: EA=1.93(29) eV LPES p:8

Vertical Detachment Energy: 2.43(24) eV.

++++++++++++++++++++++++++++++++

Co12V2-

Co12V2  mw:809.086 fg:20 cnt:11846

----

02PRA/KOY3   Datum: EA=1.88(28) eV LPES p:8

Vertical Detachment Energy: 2.08(20) eV.

++++++++++++++++++++++++++++++++

Co13-.

Co13  mw:766.132 Anion CAS: Z-182016-49-5 fg:2 cnt:5374

----

01LIU/ZHA    Datum: EA=2.24(5) eV LPES p:8

----

02PRA/KOY2   Datum: EA=1.99(9) eV LPES p:7

Vertical Detachment Energy:2.35(22) eV.

++++++++++++++++++++++++++++++++

Co13O-.

Co13O  mw:782.127 Anion CAS: Z-438001-09-3 fg:7 cnt:6235

----

02PRA/KOY2   Datum: EA=1.90(10) eV LPES p:7

Vertical Detachment Energy:2.38(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co13O2-.

Co13O2  mw:798.122 Anion CAS: Z-438001-13-9 fg:7 cnt:6252

----

02PRA/KOY2   Datum: EA=1.03(19) eV LPES p:7

Vertical Detachment Energy:2.48(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co13V-

Co13V  mw:817.076 Anion CAS: N-125877-10-3 fg:20 cnt:11840

----

02PRA/KOY3   Datum: EA=1.94(29) eV LPES p:8

Vertical Detachment Energy: 2.47(24) eV.

++++++++++++++++++++++++++++++++

Co14-.

Co14  mw:825.065 Anion CAS: Z-352514-75-1 fg:2 cnt:5375

----

01LIU/ZHA    Datum: EA=2.27(5) eV LPES p:8

----

02PRA/KOY2   Datum: EA=2.01(9) eV LPES p:7

Vertical Detachment Energy:2.39(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co14O-.

Co14O  mw:841.060 Anion CAS: Z-438001-14-0 fg:7 cnt:6236

----

02PRA/KOY2   Datum: EA=1.10(18) eV LPES p:7

Vertical Detachment Energy:2.52(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co14O2-.

Co14O2  mw:857.055 fg:7 cnt:6253

----

02PRA/KOY2   Datum: EA=1.08(19) eV LPES p:7

Vertical Detachment Energy:2.45(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co15-.

Co15  mw:883.999 Anion CAS: Z-352514-76-2 fg:2 cnt:5376

----

01LIU/ZHA    Datum: EA=2.46(5) eV LPES p:8

----

02PRA/KOY2   Datum: EA=2.13(8) eV LPES p:7

Vertical Detachment Energy:2.58(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co15O-.

Co15O  mw:899.993 Anion CAS: Z-438001-15-1 fg:7 cnt:6237

----

02PRA/KOY2   Datum: EA=1.10(18) eV LPES p:7

Vertical Detachment Energy:2.61(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co15O2-.

Co15O2  mw:915.988 Anion CAS: Z-438001-25-3 fg:7 cnt:6254

----

02PRA/KOY2   Datum: EA=1.14(18) eV LPES p:7

Vertical Detachment Energy:2.60(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co16-.

Co16  mw:942.932 Anion CAS: Z-352514-77-3 fg:2 cnt:5377

----

01LIU/ZHA    Datum: EA=2.58(5) eV LPES p:8

----

02PRA/KOY2   Datum: EA=2.15(8) eV LPES p:7

Vertical Detachment Energy:2.62(20) eV.

++++++++++++++++++++++++++++++++

Co16O-.

Co16O  mw:958.927 Anion CAS: Z-438001-16-2 fg:7 cnt:6238

----

02PRA/KOY2   Datum: EA=1.15(18) eV LPES p:7

Vertical Detachment Energy:2.72(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co16O2-.

Co16O2  mw:974.922 fg:7 cnt:6255

----

02PRA/KOY2   Datum: EA=1.22(17) eV LPES p:7

Vertical Detachment Energy:2.72(32) eV.

++++++++++++++++++++++++++++++++

Co17-.

Co17  mw:1001.87 Anion CAS: Z-352514-78-4 fg:2 cnt:5378

----

01LIU/ZHA    Datum: EA=2.58(5) eV LPES p:8

----

02PRA/KOY2   Datum: EA=2.17(8) eV LPES p:7

Vertical Detachment Energy:2.67(20) eV.

++++++++++++++++++++++++++++++++

Co17O-.

Co17O  mw:1017.86 Anion CAS: Z-438001-18-4 fg:7 cnt:6239

----

02PRA/KOY2   Datum: EA=1.19(17) eV LPES p:7

Vertical Detachment Energy:2.68(32) eV.

++++++++++++++++++++++++++++++++

Co17O2-.

Co17O2  mw:1033.86 Anion CAS: Z-438001-26-4 fg:7 cnt:6256

----

02PRA/KOY2   Datum: EA=1.26(17) eV LPES p:7

Vertical Detachment Energy:2.73(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co18-.

Co18  mw:1060.80 Anion CAS: Z-352514-79-5 fg:2 cnt:5379

----

01LIU/ZHA    Datum: EA=2.58(5) eV LPES p:8

----

02PRA/KOY2   Datum: EA=2.15(8) eV LPES p:7

Vertical Detachment Energy:2.74(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co18O-.

Co18O  mw:1076.79 Anion CAS: Z-438001-21-9 fg:7 cnt:6240

----

02PRA/KOY2   Datum: EA=1.13(18) eV LPES p:7

Vertical Detachment Energy:2.78(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co18O2-.

Co18O2  mw:1092.79 fg:7 cnt:6257

----

02PRA/KOY2   Datum: EA=1.20(17) eV LPES p:7

Vertical Detachment Energy:2.75(32) eV.

++++++++++++++++++++++++++++++++

Co19-.

Co19  mw:1119.73 Anion CAS: Z-352514-92-2 fg:2 cnt:5380

----

01LIU/ZHA    Datum: EA=2.56(6) eV LPES p:8

----

02PRA/KOY2   Datum: EA=2.17(8) eV LPES p:7

Vertical Detachment Energy:2.67(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co19O-.

Co19O  mw:1135.73 Anion CAS: Z-438001-23-1 fg:7 cnt:6241

----

02PRA/KOY2   Datum: EA=1.22(17) eV LPES p:7

Vertical Detachment Energy:2.75(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co19O2-.

Co19O2  mw:1151.72 Anion CAS: Z-438001-27-5 fg:7 cnt:6258

----

02PRA/KOY2   Datum: EA=1.26(17) eV LPES p:7

Vertical Detachment Energy:2.77(31) eV.

++++++++++++++++++++++++++++++++

Co20-.

Co20  mw:1178.66 Anion CAS: Z-352515-09-4 fg:2 cnt:5381

----

01LIU/ZHA    Datum: EA=2.41(6) eV LPES p:8

----

02PRA/KOY2   Datum: EA=2.24(7) eV LPES p:7

Vertical Detachment Energy:2.77(19) eV.

++++++++++++++++++++++++++++++++

Co20O-.

Co20O  mw:1194.66 Anion CAS: Z-438001-24-2 fg:7 cnt:6242

----

02PRA/KOY2   Datum: EA=1.20(17) eV LPES p:7

Vertical Detachment Energy:2.77(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co20O2-.

Co20O2  mw:1210.65 fg:7 cnt:6259

----

02PRA/KOY2   Datum: EA=1.23(17) eV LPES p:7

Vertical Detachment Energy:2.78(20) eV. Authors set electron affinity at point of 10% signal rise to maximum.

++++++++++++++++++++++++++++++++

Co21-.

Co21  mw:1237.60 Anion CAS: Z-352515-16-3 fg:2 cnt:5382

----

01LIU/ZHA    Datum: EA=2.44(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co22-.

Co22  mw:1296.53 Anion CAS: Z-352515-19-6 fg:2 cnt:5383

----

01LIU/ZHA    Datum: EA=2.42(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co23-.

Co23  mw:1355.46 Anion CAS: N-151574-16-2 fg:2 cnt:5384

----

01LIU/ZHA    Datum: EA=2.44(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co24-.

Co24  mw:1414.40 Anion CAS: N-151574-17-3 fg:2 cnt:5385

----

01LIU/ZHA    Datum: EA=2.48(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co25-.

Co25  mw:1473.33 Anion CAS: Z-388111-25-9 fg:2 cnt:5386

----

01LIU/ZHA    Datum: EA=2.50(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co26-.

Co26  mw:1532.26 Anion CAS: N-151574-19-5 fg:2 cnt:5387

----

01LIU/ZHA    Datum: EA=2.52(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co27-.

Co27  mw:1591.20 Anion CAS: N-151574-20-8 fg:2 cnt:5388

----

01LIU/ZHA    Datum: EA=2.57(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co28-.

Co28  mw:1650.13 Anion CAS: N-151574-21-9 fg:2 cnt:5389

----

01LIU/ZHA    Datum: EA=2.59(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co29-.

Co29  mw:1709.06 Anion CAS: N-151574-22-0 fg:2 cnt:5390

----

01LIU/ZHA    Datum: EA=2.61(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co30-.

Co30  mw:1768.00 Anion CAS: Z-182016-50-8 fg:2 cnt:5391

----

01LIU/ZHA    Datum: EA=2.65(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co31-.

Co31  mw:1826.93 Anion CAS: N-151574-24-2 fg:2 cnt:5392

----

01LIU/ZHA    Datum: EA=2.66(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co32-.

Co32  mw:1885.86 Anion CAS: N-151574-25-3 fg:2 cnt:5393

----

01LIU/ZHA    Datum: EA=2.73(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co33-.

Co33  mw:1944.80 Anion CAS: N-151574-26-4 fg:2 cnt:5394

----

01LIU/ZHA    Datum: EA=2.75(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Co34-.

Co34  mw:2003.73 Anion CAS: Z-388111-37-3 fg:2 cnt:5395

----

01LIU/ZHA    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Co35-.

Co35  mw:2062.66 Anion CAS: Z-388111-52-2 fg:2 cnt:5396

----

01LIU/ZHA    Datum: EA=2.70(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Co36-.

Co36  mw:2121.60 Anion CAS: Z-388111-53-3 fg:2 cnt:5397

----

01LIU/ZHA    Datum: EA=2.73(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Co37-.

Co37  mw:2180.53 Anion CAS: Z-388111-54-4 fg:2 cnt:5398

----

01LIU/ZHA    Datum: EA=2.71(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Co38-.

Co38  mw:2239.46 Anion CAS: N-151574-31-1 fg:2 cnt:5399

----

01LIU/ZHA    Datum: EA=2.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Co39-.

Co39  mw:2298.39 Anion CAS: N-151574-32-2 fg:2 cnt:5400

----

01LIU/ZHA    Datum: EA=2.94(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Co40-.

Co40  mw:2357.33 Anion CAS: Z-388111-56-6 fg:2 cnt:5401

----

01LIU/ZHA    Datum: EA=2.83(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co41-.

Co41  mw:2416.26 Anion CAS: N-151574-34-4 fg:2 cnt:5402

----

01LIU/ZHA    Datum: EA=2.91(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co42-.

Co42  mw:2475.20 Anion CAS: N-151574-35-5 fg:2 cnt:5403

----

01LIU/ZHA    Datum: EA=2.83(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Co43-.

Co43  mw:2534.13 Anion CAS: N-151574-36-6 fg:2 cnt:5404

----

01LIU/ZHA    Datum: EA=2.93(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co44-.

Co44  mw:2593.06 Anion CAS: N-151574-37-7 fg:2 cnt:5405

----

01LIU/ZHA    Datum: EA=2.90(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co45-.

Co45  mw:2651.99 Anion CAS: Z-388111-66-8 fg:2 cnt:5406

----

01LIU/ZHA    Datum: EA=2.91(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Co46-.

Co46  mw:2710.93 Anion CAS: N-151574-39-9 fg:2 cnt:5407

----

01LIU/ZHA    Datum: EA=2.93(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Co47-.

Co47  mw:2769.86 Anion CAS: N-151574-40-2 fg:2 cnt:5408

----

01LIU/ZHA    Datum: EA=2.93(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co48-.

Co48  mw:2828.79 Anion CAS: N-151574-41-3 fg:2 cnt:5409

----

01LIU/ZHA    Datum: EA=2.99(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co49-.

Co49  mw:2887.73 Anion CAS: Z-388111-67-9 fg:2 cnt:5410

----

01LIU/ZHA    Datum: EA=3.00(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co50-.

Co50  mw:2946.66 Anion CAS: Z-388111-68-0 fg:2 cnt:5411

----

01LIU/ZHA    Datum: EA=2.99(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co51-.

Co51  mw:3005.59 Anion CAS: Z-388111-70-4 fg:2 cnt:5412

----

01LIU/ZHA    Datum: EA=2.99(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co52-.

Co52  mw:3064.53 Anion CAS: Z-388111-71-5 fg:2 cnt:5413

----

01LIU/ZHA    Datum: EA=3.00(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co53-.

Co53  mw:3123.46 Anion CAS: Z-388111-73-7 fg:2 cnt:5414

----

01LIU/ZHA    Datum: EA=3.05(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co54-.

Co54  mw:3182.39 Anion CAS: Z-388111-74-8 fg:2 cnt:5415

----

01LIU/ZHA    Datum: EA=3.07(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co55-.

Co55  mw:3241.33 Anion CAS: Z-182016-51-9 fg:2 cnt:5416

----

01LIU/ZHA    Datum: EA=3.06(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co56-.

Co56  mw:3300.26 Anion CAS: Z-388111-93-1 fg:2 cnt:5417

----

01LIU/ZHA    Datum: EA=3.03(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co57-.

Co57  mw:3359.19 Anion CAS: Z-388111-94-2 fg:2 cnt:5418

----

01LIU/ZHA    Datum: EA=3.06(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co58-.

Co58  mw:3418.13 Anion CAS: N-151574-50-4 fg:2 cnt:5419

----

01LIU/ZHA    Datum: EA=3.06(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Co59-.

Co59  mw:3477.06 Anion CAS: N-151574-51-5 fg:2 cnt:5420

----

01LIU/ZHA    Datum: EA=3.08(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co60-.

Co60  mw:3535.99 Anion CAS: Z-388111-95-3 fg:2 cnt:5421

----

01LIU/ZHA    Datum: EA=3.10(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co61-.

Co61  mw:3594.93 Anion CAS: Z-388112-04-7 fg:2 cnt:5422

----

01LIU/ZHA    Datum: EA=3.09(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co62-.

Co62  mw:3653.86 Anion CAS: Z-388112-22-9 fg:2 cnt:5423

----

01LIU/ZHA    Datum: EA=3.09(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co63-.

Co63  mw:3712.79 Anion CAS: Z-388112-23-0 fg:2 cnt:5424

----

01LIU/ZHA    Datum: EA=3.09(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co64-.

Co64  mw:3771.72 Anion CAS: Z-388112-24-1 fg:2 cnt:5425

----

01LIU/ZHA    Datum: EA=3.12(4) eV LPES p:8

++++++++++++++++++++++++++++++++

Co65-.

Co65  mw:3830.66 Anion CAS: Z-388112-25-2 fg:2 cnt:5426

----

01LIU/ZHA    Datum: EA=3.15(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co66-.

Co66  mw:3889.59 Anion CAS: N-151574-58-2 fg:2 cnt:5427

----

01LIU/ZHA    Datum: EA=3.16(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co67-.

Co67  mw:3948.53 Anion CAS: N-151574-59-3 fg:2 cnt:5428

----

01LIU/ZHA    Datum: EA=3.18(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co68-.

Co68  mw:4007.46 Anion CAS: N-151574-60-6 fg:2 cnt:5429

----

01LIU/ZHA    Datum: EA=3.18(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co69-.

Co69  mw:4066.39 Anion CAS: N-437756-65-5 fg:2 cnt:5430

----

01LIU/ZHA    Datum: EA=3.24(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co70-.

Co70  mw:4125.32 Anion CAS: Z-388112-28-5 fg:2 cnt:5431

----

01LIU/ZHA    Datum: EA=3.25(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co71-.

Co71  mw:4184.26 fg:2 cnt:5432

----

01LIU/ZHA    Datum: EA=3.26(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Co72-.

Co72  mw:4243.19 fg:2 cnt:5433

----

01LIU/ZHA    Datum: EA=3.26(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co73-.

Co73  mw:4302.12 Anion CAS: N-566199-30-2 fg:2 cnt:5434

----

01LIU/ZHA    Datum: EA=3.26(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Co74-.

Co74  mw:4361.06 fg:2 cnt:5435

----

01LIU/ZHA    Datum: EA=3.26(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co75-.

Co75  mw:4419.99 Anion CAS: Z-388112-29-6 fg:2 cnt:5436

----

01LIU/ZHA    Datum: EA=3.27(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co76-.

Co76  mw:4478.92 fg:2 cnt:5437

----

01LIU/ZHA    Datum: EA=3.29(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Co77-.

Co77  mw:4537.86 fg:2 cnt:5438

----

01LIU/ZHA    Datum: EA=3.30(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co78-.

Co78  mw:4596.79 fg:2 cnt:5439

----

01LIU/ZHA    Datum: EA=3.29(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co79-.

Co79  mw:4655.72 Anion CAS: Z-388112-32-1 fg:2 cnt:5440

----

01LIU/ZHA    Datum: EA=3.31(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co80-.

Co80  mw:4714.66 Anion CAS: Z-388112-33-2 fg:2 cnt:5441

----

01LIU/ZHA    Datum: EA=3.31(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co81-.

Co81  mw:4773.59 Anion CAS: Z-388568-45-4 fg:2 cnt:5442

----

01LIU/ZHA    Datum: EA=3.32(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co82-.

Co82  mw:4832.52 Anion CAS: Z-388568-47-6 fg:2 cnt:5443

----

01LIU/ZHA    Datum: EA=3.36(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co83-.

Co83  mw:4891.46 Anion CAS: Z-388568-56-7 fg:2 cnt:5444

----

01LIU/ZHA    Datum: EA=3.38(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co84-.

Co84  mw:4950.39 fg:2 cnt:5445

----

01LIU/ZHA    Datum: EA=3.38(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co85-.

Co85  mw:5009.32 Anion CAS: Z-388568-57-8 fg:2 cnt:5446

----

01LIU/ZHA    Datum: EA=3.38(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co86-.

Co86  mw:5068.26 fg:2 cnt:5447

----

01LIU/ZHA    Datum: EA=3.38(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Co87-.

Co87  mw:5127.19 Anion CAS: N-441317-60-8 fg:2 cnt:5448

----

01LIU/ZHA    Datum: EA=3.38(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co88-.

Co88  mw:5186.12 fg:2 cnt:5449

----

01LIU/ZHA    Datum: EA=3.37(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co89-.

Co89  mw:5245.06 fg:2 cnt:5450

----

01LIU/ZHA    Datum: EA=3.40(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co90-.

Co90  mw:5303.99 Anion CAS: Z-388568-61-4 fg:2 cnt:5451

----

01LIU/ZHA    Datum: EA=3.42(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co91-.

Co91  mw:5362.92 fg:2 cnt:5452

----

01LIU/ZHA    Datum: EA=3.42(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co92-.

Co92  mw:5421.85 fg:2 cnt:5453

----

01LIU/ZHA    Datum: EA=3.42(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co93-.

Co93  mw:5480.79 Anion CAS: N-437756-67-7 fg:2 cnt:5454

----

01LIU/ZHA    Datum: EA=3.41(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co94-.

Co94  mw:5539.72 fg:2 cnt:5455

----

01LIU/ZHA    Datum: EA=3.40(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co95-.

Co95  mw:5598.65 Anion CAS: Z-388568-62-5 fg:2 cnt:5456

----

01LIU/ZHA    Datum: EA=3.43(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co96-.

Co96  mw:5657.59 fg:2 cnt:5457

----

01LIU/ZHA    Datum: EA=3.43(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co97-.

Co97  mw:5716.52 fg:2 cnt:5458

----

01LIU/ZHA    Datum: EA=3.43(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co98-.

Co98  mw:5775.45 fg:2 cnt:5459

----

01LIU/ZHA    Datum: EA=3.42(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co99-.

Co99  mw:5834.39 fg:2 cnt:5460

----

01LIU/ZHA    Datum: EA=3.42(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co100-.

Co100  mw:5893.32 Anion CAS: Z-388568-66-9 fg:2 cnt:5461

----

01LIU/ZHA    Datum: EA=3.42(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co101-.

Co101  mw:5952.25 fg:2 cnt:5462

----

01LIU/ZHA    Datum: EA=3.43(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co102-.

Co102  mw:6011.19 fg:2 cnt:5463

----

01LIU/ZHA    Datum: EA=3.43(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co103-.

Co103  mw:6070.12 fg:2 cnt:5464

----

01LIU/ZHA    Datum: EA=3.44(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co104-.

Co104  mw:6129.05 fg:2 cnt:5465

----

01LIU/ZHA    Datum: EA=3.46(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co105-.

Co105  mw:6187.99 Anion CAS: Z-388568-75-0 fg:2 cnt:5466

----

01LIU/ZHA    Datum: EA=3.46(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co106-.

Co106  mw:6246.92 fg:2 cnt:5467

----

01LIU/ZHA    Datum: EA=3.47(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co107-.

Co107  mw:6305.85 fg:2 cnt:5468

----

01LIU/ZHA    Datum: EA=3.47(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Co108-.

Co108  mw:6364.79 Anion CAS: Z-388568-77-2 fg:2 cnt:5469

----

01LIU/ZHA    Datum: EA=3.48(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Cr-

Cr  mw:51.941 Anion CAS: Z-19498-56-7 fg:1 cnt:18

HOF(A.)=  94.8/0.5  82WAG/EVA    | BDE(A-H)= 51.6/1.5  17FAN/VAS     

HOF(AH)=  95.3/1.6 R-DH 17FAN/VAS| S(A-)=41.4/0.1  98JANAF |  S(AH)= | S(A.)=41.7  82WAG/EVA

----

22NIN/LU     Datum: EA=0.675928(27) eV SEVI | HOF(A-)=79.2/2.3 Acid p:9

DacidG(AH)= 344.5/2.0 H-TS| DacidH(AH)= 349.6/1.7 D-EA

Given: 0.675928(27) eV.

----

98BIL/SCH    Datum: EA=0.67584(12) eV [5451.0(10) cm-1] p:9

Given: 5451.0(10) cm-1, or 0.67584(12) eV. Sextet anion to septet neutral.

----

92BEN/CAS    Datum: EA=0.675(4) eV LPES p:8

----

81FEI/COR    Datum: EA=0.666(10) eV LPES p:7

Assigned transition is Cr- 6S5/2 to Cr 7S3. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

----

77FEL/RAC2   Datum: EA=0.68(5) eV PD   p:6

----

85SAL/LAN    Datum: DacidG= 332.0/3.0 IMRB p:5

DacidH(AH)= 337.1/3.1 G+TS

May be from long-lived excited state.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cr-6.za0]

CBS-QB3    |77.1   |346.1|341.1| 0.768|96.7   |94.8   |17.0|50.2 

M062X/Def2T|71.3   |348.2|343.2| 0.733|87.8   |88.2   |16.9|52.6 

B3/6-311++G|79.9   |353.5|348.4| 0.645|93.7   |94.8   |17.0|53.2 

++++++++++++++++++++++++++++++++

CrF-.

CrF  mw:70.939 Anion CAS: Z-136056-49-0 fg:8 cnt:160

HOF(A.)=   5.0/4.0  81WOO/       |

----

91BOL/BOR *  Datum: DaffH= 88.4/9.1 TDEq | HOF(A-)=-52.3/8.6 AfIN p:7

EA(eV)= 1.760

Data at 0 K.
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=-16.1/12.0 EIAE;EA(eV)=1.000 p:3

DaffH(AH)=  51.5/12.0 A-IN

From CrO2F2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crf-k.za0]

CBS-QB3    |-28.1  |     |     | 1.107|       |-2.6   |    |     

M062X/Def2T|-28.5  |-24.2|-31.9| 1.114|-2.9   |-2.9   |25.8|-311.

B3/6-311++G|-20.7  |-20.9|-28.6| 2.422|1.6    |35.1   |25.9|-280.

++++++++++++++++++++++++++++++++

CrOF-.

CrFO  mw:86.934 Anion CAS: Z-473594-38-6 fg:10 cnt:165

HOF(A.)= -73.8/11.5  69FLE/WHI   |
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=-87.6/12.6 EIAE;EA(eV)=0.700 p:3

DaffH(AH)=  74.1/12.5 A-IN

From CrO2F2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crof-k.za0]

CBS-QB3    |-98.8  |     |     | 1.387|       |-67.0  |    |     

M062X/Def2T|-87.2  |     |     | 1.823|       |-45.3  |    |     

++++++++++++++++++++++++++++++++

CrO2F-

CrFO2  mw:102.929 Anion CAS: Z-473594-41-1 fg:10 cnt:170

HOF(A.)= -113.0/11.5  69FLE/WHI  |
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=-173.0/23.8 EIAE;EA(eV)=2.500 p:3

DaffH(AH)=  99.5/23.8 A-IN

From CrO2F2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cro2f-t.za0]

CBS-QB3    |-189.4 |     |     | 3.105|       |-117.8 |    |     

M062X/Def2T|-151.8 |     |     | 3.934|       |-61.0  |    |     

B3/6-311++G|-170.5 |     |     | 3.421|       |-91.6  |    |     

++++++++++++++++++++++++++++++++

CrF2-.

CrF2  mw:89.938 Anion CAS: Z-136056-48-9 fg:8 cnt:119

HOF(A.)= -51.6/4.0  81WOO/       |

----

91BOL/BOR *  Datum: DaffH= 82.0/8.4 TDEq | HOF(A-)=-152.2/5.5 AfIN p:7

EA(eV)= 1.800

Data at 0 K.
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=-129.1/20.3 EIAE;EA(eV)=1.500 p:3

DaffH(AH)=  74.7/20.3 A-IN

From CrO2F2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crf2-q.za0]

CBS-QB3    |-128.4 |     |     | 0.878|       |-108.3 |    |     

CBS-QB3    |-130.5 |     |     | 0.966|       |-108.3 |    |     

M062X/Def2T|-130.1 |     |     | 1.037|       |-106.3 |    |     

B3/6-311++G|-119.4 |     |     | 1.072|       |-94.7  |    |     

++++++++++++++++++++++++++++++++

CrOF2-.

CrF2O  mw:105.933 Anion CAS: Z-473594-40-0 fg:10 cnt:176

HOF(A.)= -147.6/11.5  69FLE/WHI  |
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=-196.0/49.0 EIAE;EA(eV)=2.100 p:3

DaffH(AH)=  62.8/49.0 A-IN

From CrO2F2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crof2-q.za0]

CBS-QB3    |-215.8 |     |     | 2.231|       |-164.4 |    |     

M062X/Def2T|-202.7 |     |     | 3.098|       |-131.4 |    |     

B3/6-311++G|-203.3 |     |     | 2.661|       |-142.1 |    |     

++++++++++++++++++++++++++++++++

CrF2..F-

CrF3  mw:108.936 Anion CAS: Z-86424-96-6 fg:481 cnt:1725

HOF(A.)= -235.0/5.0  67ZMB/MAR   |

HOF(solv)= -51.6/4.0 neut 81WOO/   

----

91BOL/BOR *  Datum: DaffH= 86.3/3.8 TDEq | HOF(A-)=-255.9/5.5 AfIN p:7

EA(eV)= 2.800

Data at 0 K.
###### the following are "below the line": evaluated as not accurate ####

----

83IGO/    *  Datum: HOF(A-)=-267.2/19.8 TDEq p:3

EA(eV)= 1.396 DaffH(X..Y-)= 156.2/19.8 A-IN

The derived values do not seem reasonable - JEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [crf3-k.za0]

CBS-QB3    |-256.3 | 88.9| 82.0| 23.4|-108.3 |-59.0  | 2.691

M062X/Def2T|-255.1 |102.8| 96.0| 22.9|-106.3 |-45.9  | 3.000

B3/6-311++G|-240.9 | 74.4| 78.5| 21.0|-94.7  |-61.5  | 2.720

++++++++++++++++++++++++++++++++

CrF3..F-

CrF4  mw:127.935 Anion CAS: Z-86424-93-3 fg:481 cnt:1726

HOF(A.)= -260.5/7.2  92BOL/BOR   |

HOF(solv)=-192.6/4.5  91BOL/BOR    

----

91BOL/BOR *  Datum: DaffH= 92.5/3.5 TDEq | HOF(A-)=-343.4/6.2 AfIN p:7

EA(eV)= 3.600

Data at 0 K.
###### the following are "below the line": evaluated as not accurate ####

----

83IGO/    *  Datum: HOF(A-)=-349.1/3.5 TDEq p:3

DaffH(X..Y-)= 97.0/5.7 A-IN

FeF3- + CrF4- <=> FeF4- + CrF3-, .DELTA.H = 2.2+/-2.5 kcal.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [crf4-q.za0]

CBS-QB3    |-348.7 | 95.3| 87.4| 26.5|-194.4 |-59.0  | 3.914

M062X/Def2T|-336.8 |104.8| 96.2| 28.7|-186.1 |-45.9  | 4.511

B3/6-311++G|-327.7 | 77.3| 79.9| 26.3|-178.5 |-61.5  | 3.675

++++++++++++++++++++++++++++++++

CrF4..F-

CrF5  mw:146.933 Anion CAS: Z-86424-91-1 fg:481 cnt:1727

HOF(solv)=-260.3/7.2  91BOL/BOR    

----

91BOL/BOR *  Datum: DaffH= 98.2/9.6 TDEq | HOF(A-)=-417.2/8.8 AfIN p:7

EA(eV)= 6.100

Data at 0 K.

----

83IGO/    *  Datum: HOF(A-)=-417.4/34.7 TDEq p:6

DaffH(X..Y-)= 97.7/34.7 A-IN

FeF3- + CrF5- <=> FeF4- + CrF4-, .DELTA.H = -11.5 kcal.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [crf5-t.za0]

CBS-QB3    |-403.3 | 85.4| 75.9| 31.9|-258.9 |-59.0  

M062X/Def2T|-378.3 | 99.3| 89.5| 32.7|-233.1 |-45.9  

B3/6-311++G|-384.5 | 69.1| 70.1| 31.4|-243.5 |-61.5  

++++++++++++++++++++++++++++++++

CrH-

CrH  mw:52.949 Anion CAS: Z-96348-78-6 fg:3 cnt:1088

----

87MIL/FEI    Datum: EA=0.563(10) eV LPES p:8

Septet anion to sextet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crh-7.za0]

CBS-QB3    |86.3   |     |     | 0.456|       |96.7   |    |     

M062X/Def2T|87.4   |     |     | 0.016|       |87.8   |    |     

B3/6-311++G|85.7   |     |     | 0.348|       |93.7   |    |     

++++++++++++++++++++++++++++++++

HCrO3-.

CrHO3  mw:100.934 Anion CAS: N-34955-44-7 fg:16 cnt:169

HOF(A.)= -104.7/1.4  93EBB/      | BDE(A-H)= 79.5/6.8 R-AH           

HOF(AH)= -132.1/6.6  93EBB/      |

----

72MIL/       Datum: EA=2.37(41) eV TDEq [229.(40) kJ] | HOF(A-)=-159.4/9.7 R-EA p:5

DaffH(AH)=  49.8/9.7 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcro3-t.za0]

CBS-QB3    |-164.2 |     |     | 2.565|       |-104.9 |    |     

M062X/Def2T|-128.5 |     |     | 3.381|       |-50.7  |    |     

B3/6-311++G|-145.9 |     |     | 2.830|       |-80.9  |    |     

++++++++++++++++++++++++++++++++

HOCrO3-

CrHO4  mw:116.929 Anion CAS: Z-15596-54-0 fg:16 cnt:10385

HOF(AH)= -181.6/1.7  07OPI/MYE   |

----

05WAT/WAN    Datum: EA=4.7(1) eV LPES p:8

Vertical Detachment Energy:4.90(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hocro3-s.za0]

M062X/Def2T|-149.2 |317.6|309.5| 4.777|-102.1 |-39.0  |27.1|115.3

++++++++++++++++++++++++++++++++

CrH2-

CrH2  mw:53.957 Anion CAS: Z-64911-48-4 fg:3 cnt:1079

----

86MIL/FEI    Datum: EA=>2.5 eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [crh2-6.za0]

CBS-QB3    |66.3   |342.6|339.9| 1.054|89.4   |90.5   |8.9 |53.2 

M062X/Def2T|61.7   |343.9|340.8| 1.343|82.5   |92.6   |10.4|62.2 

B3/6-311++G|64.9   |342.3|338.6| 1.357|89.9   |96.1   |12.5|58.3 

++++++++++++++++++++++++++++++++

KCrO4-

CrKO4  mw:154.884 Anion CAS: Z-97292-17-6 fg:17 cnt:1346
###### the following are "below the line": evaluated as not accurate ####

----

85RUD/SID *  Datum: HOF(A-)=-237.5/3.8 TDEq p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [kcro4-s.za0]

CBS-QB3    |-219.8 |     |     |      |       |       |    |     

M062X/Def2T|-151.9 |     |     | 3.116|       |-80.0  |    |     

++++++++++++++++++++++++++++++++

CrMoO7=

CrMoO7  mw:261.811 Anion CAS: Z-117956-14-6 fg:17 cnt:6681

----

05ZHA/HUA2   Datum: EA=1.56(7) eV LPES p:9

Vertical Detachment Energy:1.85(5) eV.

++++++++++++++++++++++++++++++++

NaCrO4-

CrNaO4  mw:138.910 Anion CAS: Z-111196-44-2 fg:17 cnt:1909

----

87VOV/RUD *  Datum: HOF(A-)=-229.9/4.3 TDEq p:5

From NaCrO4- + SO3- <=> NaSO4- + CrO3- and others.

++++++++++++++++++++++++++++++++

CrO-.

CrO  mw:67.936 Anion CAS: Z-64911-49-5 fg:5 cnt:98

HOF(A.)=  45.9/1.0  20SOR/TIE    |

----

96WEN/GUN    Datum: EA=1.221(6) eV LPES | HOF(A-)=17.7/1.1 R-EA p:9

DaffH(AH)=  102.9/1.1 A-IN

----

01GUT/JEN    Datum: EA=1.22(1) eV LPES p:8

Quartet/sextet anions (nearly degenerate) to pentet neutral.
###### the following are "below the line": evaluated as not accurate ####

----

69FLE/WHI    Datum: HOF(A-)=43.8/11.7 EIAE;EA(eV)=1.300 p:3

DaffH(AH)=  76.9/11.7 A-IN

From CrO2F2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cro-q.za0]

CBS-QB3    |17.9   |     |     | 1.321|       |48.3   |    |     

M062X/Def2T|36.2   |     |     | 1.182|       |63.5   |    |     

B3/6-311++G|28.7   |     |     | 1.149|       |55.2   |    |     

++++++++++++++++++++++++++++++++

CrO2-.

CrO2  mw:83.931 Anion CAS: Z-53293-42-8 fg:6 cnt:105

HOF(A.)= -14.1/5.0  82WAG/EVA    |

----

97WEN/JON    Datum: EA=2.413(8) eV LPES | HOF(A-)=-69.7/5.1 R-EA p:9

DaffH(AH)=  141.5/5.1 A-IN

----

01GUT/JEN    Datum: EA=2.43(2) eV LPES p:8

Quartet anion to triplet neutral.

----

69FLE/WHI    Datum: HOF(A-)=-66.9/12.2 EIAE;EA(eV)=2.300 p:5

DaffH(AH)=  138.7/12.2 A-IN

From CrO2F2.
###### the following are "below the line": evaluated as not accurate ####

----

72MIL/       Datum: HOF(A-)=<-142.0/16.3 IMRB p:2

DaffH(X..Y-)=>213.8/16.3 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cro2-q.za0]

CBS-QB3    |-94.7  |     |     | 3.256|       |-19.7  |    |     

M062X/Def2T|-43.6  |     |     | 2.581|       |15.8   |    |     

B3/6-311++G|-61.7  |     |     | 2.533|       |-3.3   |    |     

++++++++++++++++++++++++++++++++

Cr(O2)-.

CrO2  mw:83.931 Anion CAS: Z-1025344-13-1 fg:6 cnt:5351

----

01GUT/JEN    Datum: EA=1.50(6) eV LPES p:8

++++++++++++++++++++++++++++++++

CrO3-.

CrO3  mw:99.926 Anion CAS: Z-37276-79-2 fg:6 cnt:271

HOF(A.)= -77.3/1.0  93EBB/       | BDE(A-H)= 107.4/6.2 D-EA          

HOF(AH)= -132.6/6.2 R-DH         |

DacidS=26.0/3.0 Stat | 

----

01GUT/JEN    Datum: EA=3.66(2) eV LPES | HOF(A-)=-161.7/1.1 R-EA p:8

Doublet anion to singlet neutral.

----

89RUD/VOV *  Datum: HOF(A-)=-158.4/2.2 TDEq p:7

EA(eV)= 3.638

Multi-parameter fit to many ion-molecule and ion-ion Equlibria. .DELTA.fH(A-) at 0 K.

----

85RUD/SID *  Datum: HOF(A-)=-159.7/6.4 TDEq p:7

EA(eV)= 3.699

----

72MIL/       Datum: DacidH(AH)= 343.5/9.6 TDEq p:6

DacidG(AH)= 335.8/9.6 H-TS

----

87BRI/RUS    Datum: DacidG= 342.0/3.0 IMRB p:5

DacidH(AH)= 349.8/3.1 G+TS

Acidity between PhOH, HOAc.

----

72MIL/       Datum: EA=4.04(41) eV TDEq [390.(40) kJ] p:5
###### the following are "below the line": evaluated as not accurate ####

----

87BRI/RUS    Datum: EA=2.50(20) eV IMRB p:3

Electron affinity between Cr(CO)5, chloranil.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cro3-d.za0]

CBS-QB3    |-149.6 |321.0|313.6| 3.711|-104.9 |-64.4  |25.1|92.6 

M062X/Def2T|-91.2  |324.2|317.4| 4.452|-50.7  |11.5   |22.9|114.3

++++++++++++++++++++++++++++++++

CrO4-.

CrO4  mw:115.921 Anion CAS: Z-24646-86-4 fg:6 cnt:1738

----

01GUT/JEN    Datum: EA=5.07(4) eV LPES p:8

Doublet anion to singlet neutral.

----

85RUD/SID *  Datum: HOF(A-)=-186.0/8.3 TDEq p:7

DaffH(X..Y-)= 134.6/8.3 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cro4-d.za0]

M062X/Def2T|-92.5  |     |     | 4.347|       |7.7    |    |     

++++++++++++++++++++++++++++++++

CrO5-.

CrO5  mw:131.916 Anion CAS: Z-381686-72-2 fg:6 cnt:5350

----

01GUT/JEN    Datum: EA=4.4(1) eV LPES p:8

Doublet anion to triplet neutral.

++++++++++++++++++++++++++++++++

CrWO7=

CrO7W  mw:347.857 Anion CAS: Z-715646-39-2 fg:17 cnt:6682

----

05ZHA/HUA2   Datum: EA=1.64(7) eV LPES p:9

Vertical Detachment Energy:1.94(4) eV.

++++++++++++++++++++++++++++++++

CrSi3-

CrSi3  mw:135.872 Anion CAS: N-12381-52-1 fg:19 cnt:9269

----

12KON/XU     Datum: EA=1.88(8) eV LPES p:9

Sextet anion. Vertical Detachment Energy:2.01(8) eV.

++++++++++++++++++++++++++++++++

CrSi4-

CrSi4  mw:163.849 Anion CAS: N-333717-61-6 fg:19 cnt:9270

----

12KON/XU     Datum: EA=2.03(8) eV LPES p:9

Vertical Detachment Energy:2.45(8) eV.

++++++++++++++++++++++++++++++++

CrSi5-

CrSi5  mw:191.826 Anion CAS: N-333717-62-7 fg:19 cnt:9271

----

12KON/XU     Datum: EA=2.52(8) eV LPES p:9

Vertical Detachment Energy:2.73(8) eV.

++++++++++++++++++++++++++++++++

CrSi6-

CrSi6  mw:219.803 Anion CAS: Z-1629995-19-2 fg:19 cnt:9272

----

12KON/XU     Datum: EA=3.12(8) eV LPES p:9

Vertical Detachment Energy:3.53(8) eV.

++++++++++++++++++++++++++++++++

CrSi7-

CrSi7  mw:247.780 Anion CAS: Z-1629902-48-2 fg:19 cnt:9273

----

12KON/XU     Datum: EA=2.42(8) eV LPES p:9

Vertical Detachment Energy:2.56(8) eV.

++++++++++++++++++++++++++++++++

CrSi8-

CrSi8  mw:275.756 Anion CAS: Z-847865-13-8 fg:19 cnt:6576

----

12KON/XU     Datum: EA=2.61(8) eV LPES p:8

Vertical Detachment Energy:2.72(8) eV.

----

05ZHE/NIL2   Datum: EA=2.71(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CrSi9-

CrSi9  mw:303.733 Anion CAS: Z-847864-91-9 fg:19 cnt:6577

----

12KON/XU     Datum: EA=2.71(8) eV LPES p:8

Vertical Detachment Energy:2.90(8) eV.

----

05ZHE/NIL2   Datum: EA=2.88(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CrSi10-

CrSi10  mw:331.710 Anion CAS: Z-847864-94-2 fg:19 cnt:6578

----

12KON/XU     Datum: EA=2.68(8) eV LPES p:8

Vertical Detachment Energy:2.88(8) eV.

----

05ZHE/NIL2   Datum: EA=2.87(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CrSi11-

CrSi11  mw:359.687 Anion CAS: Z-847864-98-6 fg:19 cnt:6579

----

12KON/XU     Datum: EA=2.79(8) eV LPES p:8

Vertical Detachment Energy:2.97(8) eV.

----

05ZHE/NIL2   Datum: EA=2.95(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CrSi12-

CrSi12  mw:387.664 Anion CAS: Z-847865-02-5 fg:19 cnt:6580

----

12KON/XU     Datum: EA=3.11(8) eV LPES p:8

Vertical Detachment Energy:3.19(8) eV.

----

05ZHE/NIL2   Datum: EA=3.18(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CrSi14-

CrSi14  mw:443.618 Anion CAS: Z-847865-07-0 fg:19 cnt:11232

----

18YAN/XU     Datum: EA=2.74(8) eV LPES p:8

Vertical Detachment Energy:2.97(8) eV.

++++++++++++++++++++++++++++++++

Cr@Sn12-

CrSn12  mw:1490.77 Anion CAS: Z-930089-92-2 fg:19 cnt:7265

----

07CUI/HUA    Datum: EA=3.21(3) eV LPES p:8

Vertical Detachment Energy:3.26(3) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Cr2-

Cr2  mw:103.882 Anion CAS: Z-135774-12-8 fg:2 cnt:2455

HOF(A.)= 156.4/1.4  87HIL/RUT    |

----

91CAS/VIL    Datum: EA=0.505(5) eV LPES | HOF(A-)=144.8/2.8 R-EA p:9

DaffH(AH)=  29.3/2.8 A-IN

See also 93CAS/LEO for more analysis. Doublet anion to singlet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cr2-d.za0]

CBS-QB3    |166.6  |     |     | 2.178|       |216.8  |    |     

M062X/Def2T|303.3  |     |     | 0.415|       |312.9  |    |     

B3/6-311++G|218.8  |     |     | 0.529|       |231.0  |    |     

++++++++++++++++++++++++++++++++

Cr2Ge3-

Cr2Ge3  mw:325.645 Anion CAS: Z-2380197-94-2 fg:20 cnt:11165

----

18LIA/KON    Datum: EA=1.58(8) eV LPES p:8

Vertical Detachment Energy:2.25(8) eV.

++++++++++++++++++++++++++++++++

Cr2Ge4-

Cr2Ge4  mw:399.566 Anion CAS: Z-2380197-95-3 fg:20 cnt:11166

----

18LIA/KON    Datum: EA=1.86(8) eV LPES p:8

Vertical Detachment Energy:2.41(8) eV.

++++++++++++++++++++++++++++++++

Cr2Ge5-

Cr2Ge5  mw:473.487 Anion CAS: Z-2380197-96-4 fg:20 cnt:11167

----

18LIA/KON    Datum: EA=1.77(8) eV LPES p:8

Vertical Detachment Energy:2.00(8) eV.

++++++++++++++++++++++++++++++++

Cr2Ge6-

Cr2Ge6  mw:547.409 Anion CAS: Z-2380197-97-5 fg:20 cnt:11168

----

18LIA/KON    Datum: EA=1.97(8) eV LPES p:8

Vertical Detachment Energy:2.41(8) eV.

++++++++++++++++++++++++++++++++

Cr2Ge7-

Cr2Ge7  mw:621.330 Anion CAS: Z-2380197-98-6 fg:20 cnt:11169

----

18LIA/KON    Datum: EA=1.96(20) eV LPES p:8

Vertical Detachment Energy:3.0(2) eV.

++++++++++++++++++++++++++++++++

Cr2Ge8-

Cr2Ge8  mw:695.251 Anion CAS: Z-2380197-99-7 fg:20 cnt:11170

----

18LIA/KON    Datum: EA=2.09(20) eV LPES p:8

Vertical Detachment Energy:3.0(2) eV.

++++++++++++++++++++++++++++++++

Cr2Ge9-

Cr2Ge9  mw:769.172 Anion CAS: Z-2380198-00-3 fg:20 cnt:11171

----

18LIA/KON    Datum: EA=1.69(20) eV LPES p:8

Vertical Detachment Energy:3.0(2) eV.

++++++++++++++++++++++++++++++++

Cr2Ge10-

Cr2Ge10  mw:843.093 Anion CAS: Z-2380198-01-4 fg:20 cnt:11172

----

18LIA/KON    Datum: EA=2.24(20) eV LPES p:8

Vertical Detachment Energy:2.5(2) eV.

++++++++++++++++++++++++++++++++

Cr2Ge11-

Cr2Ge11  mw:917.015 Anion CAS: Z-2380198-02-5 fg:20 cnt:11173

----

18LIA/KON    Datum: EA=2.85(8) eV LPES p:8

Vertical Detachment Energy:3.17(8) eV.

++++++++++++++++++++++++++++++++

Cr2Ge12-

Cr2Ge12  mw:990.936 Anion CAS: Z-2380198-03-6 fg:20 cnt:11174

----

18LIA/KON    Datum: EA=2.83(8) eV LPES p:8

Vertical Detachment Energy:3.08(8) eV.

++++++++++++++++++++++++++++++++

Cr2Ge13-

Cr2Ge13  mw:1064.86 Anion CAS: Z-2380198-04-7 fg:20 cnt:11175

----

18LIA/KON    Datum: EA=2.76(8) eV LPES p:8

Vertical Detachment Energy:3.00(8) eV.

++++++++++++++++++++++++++++++++

Cr2Ge14-

Cr2Ge14  mw:1138.78 Anion CAS: Z-2380198-08-1 fg:20 cnt:11176

----

18LIA/KON    Datum: EA=2.71(8) eV LPES p:8

Vertical Detachment Energy:2.94(8) eV.

++++++++++++++++++++++++++++++++

Cr2H-.

Cr2H  mw:104.889 Anion CAS: Z-143015-06-9 fg:4 cnt:2963

----

93CAS/LEO2   Datum: EA=1.474(5) eV LPES p:9

Singlet anion to doublet neutral.

++++++++++++++++++++++++++++++++

Cr2D-.

Cr2D  mw:105.896 Anion CAS: Z-143015-07-0 fg:4 cnt:2964

----

93CAS/LEO2   Datum: EA=1.464(7) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr2O-

Cr2O  mw:119.876 Anion CAS: Z-554428-01-2 fg:7 cnt:10532

----

06ZHA/WAN2   Datum: EA=0.9(1) eV LPES p:8

Vertical Detachment Energy:1.1(1 ) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

Cr2O2-

Cr2O2  mw:135.871 Anion CAS: Z-646535-17-3 fg:7 cnt:10533

----

06ZHA/WAN2   Datum: EA=1.65(3) eV LPES p:8

Vertical Detachment Energy:1.69(3) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

Cr2O3-

Cr2O3  mw:151.866 Anion CAS: Z-2092399-31-8 fg:7 cnt:10534

----

06ZHA/WAN2   Datum: EA=1.68(2) eV LPES p:8

Vertical Detachment Energy:1.83(5) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

Cr2O4-

Cr2O4  mw:167.861 Anion CAS: Z-168922-35-8 fg:7 cnt:10535

----

06ZHA/WAN2   Datum: EA=2.55(3) eV LPES p:8

Vertical Detachment Energy:2.84(5) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

Cr2O5-

Cr2O5  mw:183.856 Anion CAS: Z-168840-43-5 fg:7 cnt:10536

----

06ZHA/WAN2   Datum: EA=3.49(2) eV LPES p:8

Vertical Detachment Energy:3.82(5) eV. See also 10ZHA/WAN.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cr2o5-q.zan]

B3/6-311++G|-220.6 |     |     | 3.873|       |-131.5 |    |     

++++++++++++++++++++++++++++++++

(CrO3)2-.

Cr2O6  mw:199.851 Anion CAS: Z-168922-36-9 fg:7 cnt:318

HOF(solv)= -77.3/1.0 neut 93EBB/   

----

08ZHA/LI     Datum: EA=4.25(5) eV LPES p:9

DaffH(AH)=  13.6/1.2 dEA

Vertical Detachment Energy:4.45(5) eV. See also 10ZHA/WAN.

----

06ZHA/WAN2   Datum: EA=4.28(2) eV LPES p:8

Vertical Detachment Energy:4.45(2) eV. See also 10ZHA/WAN.
###### the following are "below the line": evaluated as not accurate ####

----

75WAN/MAR    Datum: EA=1.6(3) eV EIAE p:3

From (CrO3)3.

++++++++++++++++++++++++++++++++

Cr2O7=

Cr2O7  mw:215.847 Anion CAS: Z-13107-47-6 fg:7 cnt:6678

----

05ZHA/HUA2   Datum: EA=1.10(5) eV LPES p:9

Vertical Detachment Energy:1.3(1) eV.

++++++++++++++++++++++++++++++++

Cr2O7-

Cr2O7  mw:215.846 Anion CAS: Z-168840-67-3 fg:7 cnt:6684

----

05ZHA/HUA2   Datum: EA=5.57(5) eV LPES p:9

Vertical Detachment Energy:5.90(3) eV.

++++++++++++++++++++++++++++++++

Cr2Si-

Cr2Si  mw:131.859 Anion CAS: N-12190-91-9 fg:19 cnt:11510

----

22YAN/XU     Datum: EA=1.48(8) eV LPES p:8

Vertical Detachment Energy:1.70(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cr2si-10.za0]

M062X/Def2T|167.6  |     |     | 1.274|       |196.9  |    |     

++++++++++++++++++++++++++++++++

Cr2Si2-

Cr2Si2  mw:159.835 Anion CAS: N-1064683-04-0 fg:20 cnt:11511

----

22YAN/XU     Datum: EA=1.60(8) eV LPES p:8

Vertical Detachment Energy:1.83(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si3-

Cr2Si3  mw:187.812 Anion CAS: N-69106-86-1 fg:20 cnt:11512

----

22YAN/XU     Datum: EA=1.78(8) eV LPES p:8

Vertical Detachment Energy:2.07(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si4-

Cr2Si4  mw:215.789 Anion CAS: Z-2906995-01-3 fg:20 cnt:11513

----

22YAN/XU     Datum: EA=2.23(8) eV LPES p:8

Vertical Detachment Energy:2.47(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si5-

Cr2Si5  mw:243.766 Anion CAS: Z-2906995-04-6 fg:20 cnt:11514

----

22YAN/XU     Datum: EA=1.79(8) eV LPES p:8

Vertical Detachment Energy:2.02(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si6-

Cr2Si6  mw:271.743 Anion CAS: Z-2906995-08-0 fg:20 cnt:11515

----

22YAN/XU     Datum: EA=2.17(8) eV LPES p:8

Vertical Detachment Energy:2.37(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si7-

Cr2Si7  mw:299.720 Anion CAS: Z-2906995-12-6 fg:20 cnt:11516

----

22YAN/XU     Datum: EA=2.65(8) eV LPES p:8

Vertical Detachment Energy:2.90(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si8-

Cr2Si8  mw:327.697 Anion CAS: Z-2906995-14-8 fg:20 cnt:11517

----

22YAN/XU     Datum: EA=2.84(8) eV LPES p:8

Vertical Detachment Energy:3.20(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si9-

Cr2Si9  mw:355.674 Anion CAS: Z-2906995-17-1 fg:20 cnt:11518

----

22YAN/XU     Datum: EA=2.76(8) eV LPES p:8

Vertical Detachment Energy:3.08(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si10-

Cr2Si10  mw:383.651 Anion CAS: Z-2906995-21-7 fg:20 cnt:11519

----

22YAN/XU     Datum: EA=2.35(8) eV LPES p:8

Vertical Detachment Energy:2.58(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si11-

Cr2Si11  mw:411.628 Anion CAS: Z-2906995-24-0 fg:20 cnt:11520

----

22YAN/XU     Datum: EA=3.16(8) eV LPES p:8

Vertical Detachment Energy:3.46(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si12-

Cr2Si12  mw:439.605 Anion CAS: Z-2906995-27-3 fg:20 cnt:11521

----

22YAN/XU     Datum: EA=2.56(8) eV LPES p:8

Vertical Detachment Energy:2.77(8) eV.

++++++++++++++++++++++++++++++++

Cr2Si13-

Cr2Si13  mw:467.582 Anion CAS: Z-2411014-70-3 fg:20 cnt:11233

----

18YAN/XU     Datum: EA=2.76(8) eV LPES p:8

Vertical Detachment Energy:2.95(8) eV.

++++++++++++++++++++++++++++++++

Cr3-

Cr3  mw:155.822 Anion CAS: Z-319928-69-3 fg:2 cnt:5732

----

97WAN/WU     Datum: EA=1.36(6) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cr3-8.zzn]

B3/6-311++G|223.3  |     |     | 0.799|       |241.7  |    |     

++++++++++++++++++++++++++++++++

Cr3O8-

Cr3O8  mw:283.781 Anion CAS: Z-168840-63-9 fg:7 cnt:7840

----

09LI_/ZHA    Datum: EA=4.31(3) eV LPES p:9

Vertical Detachment Energy:4.44(3) eV.

++++++++++++++++++++++++++++++++

(CrO3)3-.

Cr3O9  mw:299.776 Anion CAS: Z-168922-38-1 fg:7 cnt:356

HOF(solv)= -77.3/1.0 neut 93EBB/   

----

08ZHA/LI     Datum: EA=4.44(5) eV LPES p:9

DaffH(AH)=  4.4/1.6 dEA

Vertical Detachment Energy:4.75(5) eV. See also 10ZHA/WAN.
###### the following are "below the line": evaluated as not accurate ####

----

75WAN/MAR    Datum: EA=1.8(1) eV EIAE p:3

From (CrO3)5.

++++++++++++++++++++++++++++++++

Cr3Si12-

Cr3Si12  mw:491.545 Anion CAS: Z-2411467-14-4 fg:20 cnt:11234

----

18YAN/XU     Datum: EA=2.52(8) eV LPES p:8

Vertical Detachment Energy:2.73(8) eV.

++++++++++++++++++++++++++++++++

Cr4-

Cr4  mw:207.763 Anion CAS: Z-319928-70-6 fg:2 cnt:5733

----

97WAN/WU     Datum: EA=1.28(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr4O10-

Cr4O10  mw:367.712 Anion CAS: Z-169104-38-5 fg:7 cnt:8201

----

12LI_/ZHA    Datum: EA=3.69(5) eV LPES p:9

++++++++++++++++++++++++++++++++

(CrO3)4-.

Cr4O12  mw:399.702 Anion CAS: Z-168922-41-6 fg:7 cnt:7009

HOF(solv)= -77.3/1.0 neut 93EBB/   

----

08ZHA/LI     Datum: EA=4.61(5) eV LPES p:9

DaffH(AH)=  3.9/1.6 dEA

Vertical Detachment Energy:4.80(5) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

Cr5-

Cr5  mw:259.703 Anion CAS: Z-319928-71-7 fg:2 cnt:5734

----

97WAN/WU     Datum: EA=1.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

(CrO3)5-.

Cr5O15  mw:499.627 Anion CAS: Z-168922-42-7 fg:7 cnt:7010

HOF(solv)= -77.3/1.0 neut 93EBB/   

----

08ZHA/LI     Datum: EA=4.80(10) eV LPES p:9

DaffH(AH)=  4.4/2.6 dEA

Vertical Detachment Energy:5.17(7) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

Cr6-

Cr6  mw:311.644 Anion CAS: Z-319928-72-8 fg:2 cnt:5735

----

97WAN/WU     Datum: EA=1.97(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr7-

Cr7  mw:363.584 Anion CAS: Z-319928-73-9 fg:2 cnt:5736

----

97WAN/WU     Datum: EA=1.73(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr8-

Cr8  mw:415.525 Anion CAS: Z-319928-74-0 fg:2 cnt:5737

----

97WAN/WU     Datum: EA=1.59(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr9-

Cr9  mw:467.465 Anion CAS: N-135749-27-8 fg:2 cnt:5738

----

97WAN/WU     Datum: EA=1.78(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr10-

Cr10  mw:519.406 Anion CAS: N-151065-69-9 fg:2 cnt:5739

----

97WAN/WU     Datum: EA=1.68(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr11-

Cr11  mw:571.346 Anion CAS: N-180686-28-6 fg:2 cnt:5740

----

97WAN/WU     Datum: EA=1.73(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr12-

Cr12  mw:623.287 Anion CAS: N-180686-29-7 fg:2 cnt:5741

----

97WAN/WU     Datum: EA=1.79(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr13-

Cr13  mw:675.227 Anion CAS: N-180686-30-0 fg:2 cnt:5742

----

97WAN/WU     Datum: EA=1.80(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr14-

Cr14  mw:727.168 Anion CAS: N-180686-31-1 fg:2 cnt:5743

----

97WAN/WU     Datum: EA=1.96(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr15-

Cr15  mw:779.108 Anion CAS: N-135749-28-9 fg:2 cnt:5744

----

97WAN/WU     Datum: EA=1.96(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr16-

Cr16  mw:831.049 Anion CAS: N-536994-64-6 fg:2 cnt:5745

----

97WAN/WU     Datum: EA=2.13(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr17-

Cr17  mw:882.989 Anion CAS: N-536994-65-7 fg:2 cnt:5746

----

97WAN/WU     Datum: EA=2.10(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr18-

Cr18  mw:934.930 Anion CAS: N-537006-21-6 fg:2 cnt:5747

----

97WAN/WU     Datum: EA=2.13(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr19-

Cr19  mw:986.870 Anion CAS: N-211630-24-9 fg:2 cnt:5748

----

97WAN/WU     Datum: EA=2.13(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr20-

Cr20  mw:1038.81 Anion CAS: N-537006-22-7 fg:2 cnt:5749

----

97WAN/WU     Datum: EA=2.20(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr21-

Cr21  mw:1090.75 Anion CAS: N-537006-32-9 fg:2 cnt:5750

----

97WAN/WU     Datum: EA=2.20(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr22-

Cr22  mw:1142.69 Anion CAS: N-537006-33-0 fg:2 cnt:5751

----

97WAN/WU     Datum: EA=2.20(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr23-

Cr23  mw:1194.63 Anion CAS: N-537006-35-2 fg:2 cnt:5752

----

97WAN/WU     Datum: EA=2.22(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr24-

Cr24  mw:1246.57 Anion CAS: N-537006-36-3 fg:2 cnt:5753

----

97WAN/WU     Datum: EA=2.20(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr25-

Cr25  mw:1298.51 Anion CAS: N-537007-13-9 fg:2 cnt:5754

----

97WAN/WU     Datum: EA=2.20(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr26-

Cr26  mw:1350.45 fg:2 cnt:5755

----

97WAN/WU     Datum: EA=2.20(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr27-

Cr27  mw:1402.39 Anion CAS: N-216974-39-9 fg:2 cnt:5756

----

97WAN/WU     Datum: EA=2.27(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr28-

Cr28  mw:1454.34 fg:2 cnt:5757

----

97WAN/WU     Datum: EA=2.27(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr29-

Cr29  mw:1506.28 fg:2 cnt:5758

----

97WAN/WU     Datum: EA=2.29(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr30-

Cr30  mw:1558.22 fg:2 cnt:5759

----

97WAN/WU     Datum: EA=2.31(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr31-

Cr31  mw:1610.16 fg:2 cnt:5760

----

97WAN/WU     Datum: EA=2.32(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr32-

Cr32  mw:1662.10 fg:2 cnt:5761

----

97WAN/WU     Datum: EA=2.32(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr33-

Cr33  mw:1714.04 fg:2 cnt:5762

----

97WAN/WU     Datum: EA=2.34(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr34-

Cr34  mw:1765.98 fg:2 cnt:5763

----

97WAN/WU     Datum: EA=2.34(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr35-

Cr35  mw:1817.92 Anion CAS: N-186270-59-7 fg:2 cnt:5764

----

97WAN/WU     Datum: EA=2.38(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr36-

Cr36  mw:1869.86 fg:2 cnt:5765

----

97WAN/WU     Datum: EA=2.38(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr37-

Cr37  mw:1921.80 fg:2 cnt:5766

----

97WAN/WU     Datum: EA=2.38(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr38-

Cr38  mw:1973.74 Anion CAS: N-1357615-70-3 fg:2 cnt:5767

----

97WAN/WU     Datum: EA=2.38(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr39-

Cr39  mw:2025.68 Anion CAS: N-186270-58-6 fg:2 cnt:5768

----

97WAN/WU     Datum: EA=2.38(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr40-

Cr40  mw:2077.62 fg:2 cnt:5769

----

97WAN/WU     Datum: EA=2.39(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr41-

Cr41  mw:2129.56 Anion CAS: N-315700-15-3 fg:2 cnt:5770

----

97WAN/WU     Datum: EA=2.40(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr42-

Cr42  mw:2181.50 fg:2 cnt:5771

----

97WAN/WU     Datum: EA=2.41(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr45-

Cr45  mw:2337.32 fg:2 cnt:5772

----

97WAN/WU     Datum: EA=2.48(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr50-

Cr50  mw:2597.03 Anion CAS: N-151065-70-2 fg:2 cnt:5773

----

97WAN/WU     Datum: EA=2.48(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cr55-

Cr55  mw:2856.73 Anion CAS: N-2080348-35-0 fg:2 cnt:5774

----

97WAN/WU     Datum: EA=2.53(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Cs-

Cs  mw:133.907 Anion CAS: Z-26396-99-6 fg:1 cnt:41

HOF(A.)=  18.2/0.1  82WAG/EVA    | BDE(A-H)= 41.9/0.1  91STW/ZEM     

HOF(AH)=  28.4/0.1 R-DH          |

DacidS=15.2/0.1 A-AH |  S(A-)=40.6/0.1  98JANAF |  S(AH)=51.4/0.1  82WAG/EVA | S(A.)=29.4/0.1  82WAG/EVA

----

24NAV/NIC    Datum: EA=0.4715983(98) eV LPD  | HOF(A-)=7.3/0.1 Acid p:9

DacidG(AH)= 340.0/0.6 H-TS| DacidH(AH)= 344.6/0.1 D-EA

Given: 0.4715983(98) eV.

----

98SCH/THO    Datum: EA=0.47164(6) eV IRPD p:9

Given: 0.47164(6) eV.

----

78SLA/REA    Datum: EA=0.47160(25) eV LPD  p:9

Given: 0.47160(25) eV.

----

15ZEN/LIU    Datum: EA=0.42(4) eV LPES p:8

----

74KAI/HEI    Datum: EA=0.470(20) eV LPD  p:8

----

74PAT/HOT    Datum: EA=0.470(3) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cs-s.za0]

M062X/Def2T|4.8    |339.4|334.9| 0.579|30.4   |18.2   |15.2|40.2 

++++++++++++++++++++++++++++++++

H2O..CsI-.

CsH2IO  mw:278.822

Core ion CAS: Z-501951-35-5 Solvent: 7732-18-5 fg:21 cnt:9251

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.46(5) eV LPES p:8

Vertical Detachment Energy:0.54(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [csiw.zc0]

M062X/Def2T|-109.9 |  8.0|  3.1| 16.4|-53.6  |-48.3  | 0.192

++++++++++++++++++++++++++++++++

H2O..Cs-

CsH2O  mw:151.918

Core ion CAS: Z-26396-99-6 Solvent: 7732-18-5 fg:16 cnt:9233

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.43(4) eV LPES p:8

Vertical Detachment Energy:0.48(4) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wcs.zc0]

M062X/Def2T|-53.8  |     |     |     |       |       | 0.521

++++++++++++++++++++++++++++++++

(H2O)2..CsI-.

CsH4IO2  mw:296.833 fg:21 cnt:9252

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.32(8) eV LPES p:8

Vertical Detachment Energy:0.48(8) eV.

++++++++++++++++++++++++++++++++

(H2O)2..Cs-

CsH4O2  mw:169.928 fg:16 cnt:9234

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.44(4) eV LPES p:8

Vertical Detachment Energy:0.50(4) eV.

++++++++++++++++++++++++++++++++

(H2O)3..CsI-.

CsH6IO3  mw:314.843 fg:21 cnt:9253

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.29(8) eV LPES p:8

Vertical Detachment Energy:0.53(8) eV.

++++++++++++++++++++++++++++++++

(H2O)3..Cs-

CsH6O3  mw:187.939 fg:16 cnt:9235

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.44(4) eV LPES p:8

Vertical Detachment Energy:0.51(4) eV.

++++++++++++++++++++++++++++++++

(H2O)4..CsI-.

CsH8IO4  mw:332.854 fg:21 cnt:9254

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.33(8) eV LPES p:8

DaffH(AH)=  0.9/2.6 dEA

Vertical Detachment Energy:0.54(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..Cs-

CsH8O4  mw:205.950 fg:16 cnt:9236

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.43(4) eV LPES p:8

Vertical Detachment Energy:0.52(4) eV.

++++++++++++++++++++++++++++++++

(H2O)5..CsI-.

CsH10IO5  mw:350.865 fg:21 cnt:9255

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.39(8) eV LPES p:8

DaffH(AH)=  1.4/2.6 dEA

Vertical Detachment Energy:0.74(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..Cs-

CsH10O5  mw:223.960 fg:16 cnt:9237

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.42(4) eV LPES p:8

Vertical Detachment Energy:0.56(4) eV.

++++++++++++++++++++++++++++++++

(H2O)6..CsI-.

CsH12IO6  mw:368.875 fg:21 cnt:9256

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.51(8) eV LPES p:8

DaffH(AH)=  2.8/2.6 dEA

Vertical Detachment Energy:0.80(8) eV.

++++++++++++++++++++++++++++++++

(H2O)6..Cs-

CsH12O6  mw:241.971 fg:16 cnt:9238

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.42(4) eV LPES p:8

Vertical Detachment Energy:0.57(4) eV.

++++++++++++++++++++++++++++++++

CsHoI4..HoI4-

CsHo2I8  mw:1479.00

Core ion CAS: Z-123711-55-7 Solvent: 108390-22-3 fg:18 cnt:2720

HOF(solv)=-160.1  88BEN/KAP        

----

88BEN/KAP *  Datum: DaffH= 61.6 TDEq | HOF(A-)=-400.3 AfIN p:7

Data at 0 K.

++++++++++++++++++++++++++++++++

CsI-.

CsI  mw:260.812 Anion CAS: Z-501951-35-5 fg:14 cnt:3649

HOF(A.)= -36.3/0.5  82WAG/EVA    |

----

13LI_/LIU    Datum: EA=0.60(5) eV LPES p:8

Vertical Detachment Energy:0.66(5) eV.

----

86MIL/LEO    Datum: EA=0.63(4) eV Est4 p:7

Extrapolated by polarizability and radius from experimental data for other alkali halides.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [csi.zz0]

M062X/Def2T|-48.3  |     |     | 0.506|       |-36.6  |    |     

++++++++++++++++++++++++++++++++

CsI..I-

CsI2  mw:387.716 Anion CAS: Z-50417-42-0 fg:484 cnt:1565

HOF(solv)= -36.3/0.5  82WAG/EVA    

----

10WAN/WAN    Datum: EA=4.52(2) eV LPES p:8

DaffH(AH)=  33.7/0.5 dEA

There is a dipole-bound state: 15HAR/YOS.
###### the following are "below the line": evaluated as not accurate ####

----

79GUS/GOR *  Datum: HOF(A-)=-116.2/1.3 TDAs p:4

DaffH(X..Y-)= 34.9/1.4 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [csi2.zc0]

M062X/Def2T|-116.3 | 36.0| 29.8| 20.9|-36.6  |-43.7  | 3.618

++++++++++++++++++++++++++++++++

KCs-

CsK  mw:172.871 Anion CAS: Z-142814-24-2 fg:19 cnt:2323

----

92EAT/SAR    Datum: EA=0.471(20) eV LPES p:9

Vertical Detachment Energy:0.547(15) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [csk.zz0]

M062X/Def2T|10.3   |     |     | 0.603|       |24.1   |    |     

++++++++++++++++++++++++++++++++

K2Cs-

CsK2  mw:211.835 Anion CAS: Z-142814-22-0 fg:19 cnt:2764

----

92EAT/SAR    Datum: EA=0.900(60) eV LPES p:9

Vertical Detachment Energy:1.043(30) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [kcsk-s.za0]

M062X/Def2T|16.2   |     |     | 0.866|       |36.2   |    |     

++++++++++++++++++++++++++++++++

CsMoO4-

CsMoO4  mw:295.792

Core ion CAS: Z-92076-86-3 Solvent: 7440-09-7 fg:17 cnt:2158

HOF(solv)=  18.2/0.1 neut 82WAG/EVA

----

89RUD/VOV *  Datum: HOF(A-)=-251.8/4.1 TDEq p:8

.DELTA.fH(A-) at 0 K.

++++++++++++++++++++++++++++++++

CsO-.

CsO  mw:149.902 Anion CAS: Z-93971-56-3 fg:6 cnt:5500

HOF(A.)=   6.9/15.1  83PED/MAR   | BDE(A-H)= 121.0/15.4 R-AH         

HOF(AH)= -62.0/3.0  98JANAF      |

----

94SAR/HEN2   Datum: EA=0.273(12) eV LPES | HOF(A-)=0.6/15.1 R-EA p:9

DacidH(AH)= 428.3/5.6 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cso-t.za0]

M062X/Def2T|5.5    |425.0|415.2| 0.105|-54.8  |7.9    |32.9|114.8

++++++++++++++++++++++++++++++++

CsO4-

CsO4  mw:197.887 Anion CAS: Z-439863-83-9 fg:6 cnt:5963

----

02ZHA/YAN    Datum: EA=2.5(2) eV LPES p:8

Vertical Detachment Energy:2.96(8) eV.

++++++++++++++++++++++++++++++++

CsSO4-

CsO4S  mw:229.859 Anion CAS: Z-84567-01-1 fg:17 cnt:2154

----

89RUD/VOV *  Datum: HOF(A-)=-237.0/3.1 TDEq p:8

.DELTA.fH(A-) at 0 K.

++++++++++++++++++++++++++++++++

CsWO4-

CsO4W  mw:381.838 Anion CAS: N-2135874-39-2 fg:17 cnt:2162

----

89RUD/VOV *  Datum: HOF(A-)=-280.8/3.6 TDEq p:8

.DELTA.fH(A-) at 0 K.

++++++++++++++++++++++++++++++++

RbCs-

CsRb  mw:218.819 Anion CAS: Z-142814-23-1 fg:19 cnt:2322

----

92EAT/SAR    Datum: EA=0.478(20) eV LPES p:9

Vertical Detachment Energy:0.531(15) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [csrb.zz0]

M062X/Def2T|7.3    |     |     | 0.631|       |21.8   |    |     

++++++++++++++++++++++++++++++++

Si5Cs-

CsSi5  mw:273.792 Anion CAS: Z-888221-84-9 fg:19 cnt:7606

----

06KOY/AKU    Datum: EA=1.75(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si6Cs-

CsSi6  mw:301.769 Anion CAS: Z-888221-85-0 fg:19 cnt:7607

----

06KOY/AKU    Datum: EA=1.20(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si7Cs-

CsSi7  mw:329.746 Anion CAS: Z-888221-86-1 fg:19 cnt:7608

----

06KOY/AKU    Datum: EA=1.40(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si8Cs-

CsSi8  mw:357.723 Anion CAS: Z-888221-87-2 fg:19 cnt:7609

----

06KOY/AKU    Datum: EA=2.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si9Cs-

CsSi9  mw:385.700 Anion CAS: Z-888221-88-3 fg:19 cnt:7610

----

06KOY/AKU    Datum: EA=2.20(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si10Cs-

CsSi10  mw:413.677 Anion CAS: Z-888221-89-4 fg:19 cnt:7611

----

06KOY/AKU    Datum: EA=2.30(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si11Cs-

CsSi11  mw:441.653 Anion CAS: Z-888221-90-7 fg:19 cnt:7612

----

06KOY/AKU    Datum: EA=2.30(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si12Cs-

CsSi12  mw:469.630 Anion CAS: Z-888221-91-8 fg:19 cnt:7613

----

06KOY/AKU    Datum: EA=2.40(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si13Cs-

CsSi13  mw:497.607 Anion CAS: Z-888221-92-9 fg:19 cnt:7614

----

06KOY/AKU    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si14Cs-

CsSi14  mw:525.584 Anion CAS: Z-888221-93-0 fg:19 cnt:7615

----

06KOY/AKU    Datum: EA=2.45(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si15Cs-

CsSi15  mw:553.561 Anion CAS: Z-888221-94-1 fg:19 cnt:7616

----

06KOY/AKU    Datum: EA=2.60(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si16Cs-

CsSi16  mw:581.538 Anion CAS: Z-888221-95-2 fg:19 cnt:7617

----

06KOY/AKU    Datum: EA=2.40(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Cs2-

Cs2  mw:267.814 Anion CAS: Z-131026-50-1 fg:2 cnt:2319

HOF(A.)=  25.6/0.5  82WAG/EVA    |

----

89MCH/EAT    Datum: EA=0.469(15) eV LPES | HOF(A-)=14.8/0.6 R-EA p:9

DaffH(AH)=  10.7/0.6 A-IN

Vertical Detachment Energy:0.511(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cs2-d.za0]

M062X/Def2T|7.1    |     |     | 0.644|       |21.9   |    |     

++++++++++++++++++++++++++++++++

Cs2I2..I-

Cs2I3  mw:648.527 Anion CAS: Z-76625-40-6 fg:484 cnt:1566

HOF(solv)=-109.6/0.5  82WAG/EVA    
###### the following are "below the line": evaluated as not accurate ####

----

79GUS/GOR *  Datum: HOF(A-)=-181.5/3.0 TDAs p:4

DaffH(X..Y-)= 26.9/3.0 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [cs2i3.zc0]

M062X/Def2T|-186.5 | 33.5| 25.2| 27.8|-36.6  |-116.3 

++++++++++++++++++++++++++++++++

Cs3-

Cs3  mw:401.721 Anion CAS: Z-879898-51-8 fg:2 cnt:2327

----

89MCH/EAT    Datum: EA=0.864(30) eV LPES p:8

Vertical Detachment Energy:0.935(10) eV.

----

89ARN/EAT    Datum: EA=0.87 eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cs3.zz0]

M062X/Def2T|11.1   |     |     | 0.866|       |30.8   |    |     

++++++++++++++++++++++++++++++++

(CsI)12-

Cs12I12  mw:3129.74 Anion CAS: N-214223-19-5 fg:15 cnt:10171

----

95SAR/KID    Datum: EA=1.14(50) eV LPES p:8

++++++++++++++++++++++++++++++++

(CsI)36-

Cs36I36  mw:9389.20 Anion CAS: Z-161161-92-8 fg:15 cnt:10172

----

95SAR/KID    Datum: EA=1.45(50) eV LPES p:8

++++++++++++++++++++++++++++++++

(CsI)41-

Cs41I41  mw:10693.3 Anion CAS: Z-161161-93-9 fg:15 cnt:10173

----

95SAR/KID    Datum: EA=1.48(50) eV LPES p:8

++++++++++++++++++++++++++++++++

Cs(CsI)41-

Cs42I41  mw:10827.2 Anion CAS: Z-161133-50-2 fg:15 cnt:10178

----

95SAR/KID    Datum: EA=0.68(50) eV LPES p:8

++++++++++++++++++++++++++++++++

(CsI)50-

Cs50I50  mw:13040.6 Anion CAS: Z-161161-94-0 fg:15 cnt:10174

----

95SAR/KID    Datum: EA=1.53(50) eV LPES p:8

++++++++++++++++++++++++++++++++

Cs(CsI)50-

Cs51I50  mw:13174.5 Anion CAS: Z-161133-53-5 fg:15 cnt:10179

----

95SAR/KID    Datum: EA=0.73(50) eV LPES p:8

++++++++++++++++++++++++++++++++

(CsI)60-

Cs60I60  mw:15648.7 Anion CAS: Z-161161-95-1 fg:15 cnt:10175

----

95SAR/KID    Datum: EA=1.57(50) eV LPES p:8

++++++++++++++++++++++++++++++++

Cs(CsI)60-

Cs61I60  mw:15782.6 Anion CAS: Z-161133-51-3 fg:15 cnt:10180

----

95SAR/KID    Datum: EA=0.77(50) eV LPES p:8

++++++++++++++++++++++++++++++++

(CsI)65-

Cs65I65  mw:16952.7 Anion CAS: Z-161161-96-2 fg:15 cnt:10176

----

95SAR/KID    Datum: EA=1.58(50) eV LPES p:8

++++++++++++++++++++++++++++++++

Cs(CsI)65-

Cs66I65  mw:17086.6 Anion CAS: Z-161133-52-4 fg:15 cnt:10181

----

95SAR/KID    Datum: EA=0.78(50) eV LPES p:8

++++++++++++++++++++++++++++++++

(CsI)145-

Cs145I145  mw:37817.6 Anion CAS: Z-161212-44-8 fg:15 cnt:10177

----

95SAR/KID    Datum: EA=1.73(50) eV LPES p:8

++++++++++++++++++++++++++++++++

Cu-

Cu  mw:62.930 Anion CAS: Z-19498-52-3 fg:1 cnt:22

HOF(A.)=  80.9/0.1  82WAG/EVA    | BDE(A-H)= 61.7/2.6 CIDT 89GEO/FIS 

HOF(AH)=  71.3/2.6 R-DH          |

DacidS=17.4/1.0 A-AH |  S(A-)=38.4/0.1  98JANAF |  S(AH)=47.0/1.0  02BIN/MIL | S(A.)=39.8  82WAG/EVA

----

98BIL/SCH    Datum: EA=1.23579(4) eV IRPD | HOF(A-)=52.4/3.5 Acid p:9

DacidG(AH)= 341.6/2.8 H-TS| DacidH(AH)= 346.8/2.3 D-EA

Given: 1.23579(4) eV. Singlet anion to doublet neutral.

----

10WU_/QIN2   Datum: EA=1.236(33) eV SEVI p:8

----

73HOT/BEN    Datum: EA=1.228(10) eV LPES p:8

Corrected by 2 meV, per 85HOT/LIN, due to change in electron affinity(HO).

----

92CHA/GAN    Datum: EA=1.25(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

92TAY/PET    Datum: EA=1.20(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

87LEO/HO     Datum: EA=1.235(5) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cu-s.za0]

CBS-QB3    |49.4   |347.8|342.6| 1.365|67.3   |80.9   |17.7|65.7 

M062X/Def2T|60.3   |344.6|339.5| 0.892|80.3   |80.9   |17.3|52.6 

B3/6-311++G|52.9   |347.6|342.4| 1.212|72.6   |80.9   |17.4|60.4 

++++++++++++++++++++++++++++++++

CuF2-

CuF2  mw:100.927 Anion CAS: Z-90911-26-5 fg:8 cnt:9760

HOF(A.)= -63.8/3.0  02BIN/MIL    |

----

18LYL/CHA    Datum: EA=3.494(50) eV PVMI | HOF(A-)=-144.4/3.2 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cuf2-s.za0]

CBS-QB3    |-151.6 |     |     | 3.933|       |-60.9  |    |     

M062X/Def2T|-130.3 |     |     | 3.449|       |-50.7  |    |     

B3/6-311++G|-137.4 |     |     | 3.936|       |-46.7  |    |     

++++++++++++++++++++++++++++++++

CuF2..F-

CuF3  mw:119.925 Anion CAS: Z-63426-60-8 fg:481 cnt:1359

HOF(solv)= -63.8/3.0  98JANAF      

----

86KUZ/KOR *  Datum: DaffH= 83.8/4.1 TDEq | HOF(A-)=-207.0/5.1 AfIN p:7

EA(eV)= 5.260

Anchor:FeF3.bullet..bullet.F-) 84CHI/KOR.

++++++++++++++++++++++++++++++++

CuH-

CuH  mw:63.938 Anion CAS: Z-952499-85-3 fg:3 cnt:6912

HOF(A.)=  72.9/1.7  17FAN/VAS    |

----

07CAL/AND    Datum: EA=0.444(6) eV LPES | HOF(A-)=62.7/3.9 R-EA p:9

DaffH(AH)=  41.8/3.9 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cuh-d.za0]

CBS-QB3    |57.3   |322.0|315.9| 0.433|101.0  |67.3   |20.4|18.4 

M062X/Def2T|75.7   |331.6|325.3| 0.201|108.8  |80.3   |21.4|23.7 

B3/6-311++G|61.4   |334.7|328.4| 0.482|94.0   |72.6   |21.2|30.6 

++++++++++++++++++++++++++++++++

CuD-

CuD  mw:64.944 Anion CAS: Z-952500-23-1 fg:3 cnt:6913

----

07CAL/AND    Datum: EA=0.439(6) eV LPES p:9

++++++++++++++++++++++++++++++++

CuOH-

CuHO  mw:79.933 Anion CAS: Z-161335-34-8 fg:16 cnt:9018

----

18QIN/WAN    Datum: EA=0.995(12) eV PVMI p:8

----

96MIS/TSU    Datum: EA=0.98(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cuoh-d.za0]

CBS-QB3    |0.6    |     |     | 0.373|       |9.1    |    |     

M062X/Def2T|9.5    |     |     | 0.741|       |26.6   |    |     

B3/6-311++G|-1.4   |     |     | 1.093|       |23.7   |    |     

++++++++++++++++++++++++++++++++

CuSH-

CuHS  mw:95.910 Anion CAS: Z-2124229-81-6 fg:16 cnt:9019

----

18QIN/WAN    Datum: EA=1.098(12) eV PVMI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cush-d.za0]

CBS-QB3    |15.2   |     |     | 1.015|       |38.5   |    |     

M062X/Def2T|31.2   |     |     | 0.924|       |52.4   |    |     

B3/6-311++G|27.1   |     |     | 1.154|       |53.5   |    |     

++++++++++++++++++++++++++++++++

CuH2-

CuH2  mw:64.946 Anion CAS: Z-122905-11-7 fg:3 cnt:6914

----

07CAL/AND    Datum: EA=2.60(5) eV LPES | HOF(A-)=41.0/1.2 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cuh2-s.za0]

CBS-QB3    |30.3   |339.0|336.8| 3.065|57.1   |101.0  |7.3 |96.0 

M062X/Def2T|50.3   |341.2|338.8| 2.538|73.8   |108.8  |7.8 |87.1 

B3/6-311++G|35.7   |338.6|333.1| 2.522|64.3   |94.0   |18.6|81.8 

++++++++++++++++++++++++++++++++

CuD2-

CuD2  mw:66.958 Anion CAS: Z-614755-77-0 fg:3 cnt:6916

----

07CAL/AND    Datum: EA=2.60(5) eV LPES p:9

++++++++++++++++++++++++++++++++

CuNH2-

CuH2N  mw:78.949 Anion CAS: Z-943920-04-5 fg:16 cnt:6905

----

07SOB/CAS    Datum: EA=1.11(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cunh2-d.za0]

CBS-QB3    |58.3   |     |     | 0.107|       |60.7   |    |     

M062X/Def2T|64.9   |     |     | 0.551|       |77.5   |    |     

B3/6-311++G|50.8   |     |     | 0.800|       |69.2   |    |     

++++++++++++++++++++++++++++++++

H2O..Cu-

CuH2O  mw:80.941 Anion CAS: Z-181884-44-6 fg:16 cnt:9865

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05RAT/SAN    Datum: EA=1.48(2) eV PVMI p:9

Vertical Detachment Energy:1.637(4) eV.

----

18LIU/MIL    Datum: EA=1.600(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

96MIS/TSU    Datum: EA=1.58(10) eV LPES p:7

DaffH(AH)=  7.9/2.3 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hcuoh-s.zc0]

M062X/Def2T|-17.3  |     |     |     |       |       | 2.453

B3/6-311++G|-11.9  |     |     |     |       |       | 1.522

B3/6-311++G|-30.3  |     |     |     |       |       | 2.793

++++++++++++++++++++++++++++++++

Cu(OH)2-

CuH2O2  mw:96.936 Anion CAS: Z-1629902-48-2 fg:16 cnt:9369

----

92CHA/GAN    Datum: EA=1.45(5) eV LPES p:7

++++++++++++++++++++++++++++++++

HCuSH-

CuH2S  mw:96.918 Anion CAS: Z-1590411-35-0 fg:16 cnt:11074

----

14QIN/LIU    Datum: EA=3.269(6) eV LPES p:8

Vertical Detachment Energy:3.408(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hcush.za0]

CBS-QB3    |-14.4  |     |     | 3.478|       |65.8   |    |     

M062X/Def2T|6.6    |     |     | 3.099|       |78.0   |    |     

B3/6-311++G|-0.5   |     |     | 3.041|       |69.6   |    |     

++++++++++++++++++++++++++++++++

H2O..CuOH-

CuH3O2  mw:97.943 Anion CAS: N-114572-25-7 fg:16 cnt:10859

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=1.44(10) eV LPES p:7

DaffH(AH)=  10.3/2.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Cu(OH)3-

CuH3O3  mw:113.938 Anion CAS: Z-37830-77-6 fg:16 cnt:9370

----

92CHA/GAN    Datum: EA=2.00(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Cu(NH2)2-

CuH4N2  mw:94.968 Anion CAS: Z-943920-53-4 fg:16 cnt:6907

----

07SOB/CAS    Datum: EA=1.48(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..Cu-

CuH4O2  mw:98.951 Anion CAS: Z-181884-47-9 fg:16 cnt:10847

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05RAT/SAN    Datum: EA=2.003(8) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

96MIS/TSU    Datum: EA=1.95(10) eV LPES p:7

DaffH(AH)=  10.8/2.4 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..CuOH-

CuH5O3  mw:115.954 fg:16 cnt:10860

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=1.71(10) eV LPES p:7

DaffH(AH)=  6.2/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..Cu-

CuH6O3  mw:116.962 Anion CAS: Z-181884-50-4 fg:16 cnt:10850

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=2.28(10) eV LPES p:7

DaffH(AH)=  6.4/2.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)4..Cu-

CuH8O4  mw:134.972 Anion CAS: Z-181884-53-7 fg:16 cnt:10851

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=2.77(10) eV LPES p:7

DaffH(AH)=  11.3/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

CuI2-

CuI2  mw:316.739 Anion CAS: Z-30291-68-0 fg:14 cnt:7923

----

10WAN/WAN    Datum: EA=4.256(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cui2-s.za0]

M062X/Def2T|-62.5  |     |     | 4.658|       |44.6   |    |     

++++++++++++++++++++++++++++++++

NiCu-

CuNi  mw:120.865 Anion CAS: Z-175412-16-5 fg:19 cnt:4104

----

96DIX/GUN    Datum: EA=0.889(10) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nicu-t.za0]

CBS-QB3    |137.6  |     |     |-0.228|       |132.3  |    |     

M062X/Def2T|131.5  |     |     | 0.733|       |148.3  |    |     

B3/6-311++G|123.7  |     |     | 0.869|       |143.7  |    |     

++++++++++++++++++++++++++++++++

CuO-

CuO  mw:78.925 Anion CAS: Z-59700-47-9 fg:5 cnt:2700

HOF(A.)=  76.0/5.0  83PED/MAR    |

----

91POL/GIL    Datum: EA=1.777(6) eV LPES | HOF(A-)=35.0/5.0 R-EA p:9

----

23KOC/GAO2   Datum: EA=1.78(1) eV PVMI p:8

Triplet anion is 0.51 eV up from the singlet anion.

----

97WU_/DES    Datum: EA=1.78(4) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cuo-s.za0]

CBS-QB3    |32.7   |     |     | 1.672|       |71.3   |    |     

M062X/Def2T|73.8   |     |     | 0.513|       |85.6   |    |     

B3/6-311++G|43.7   |     |     | 1.518|       |78.7   |    |     

++++++++++++++++++++++++++++++++

OCuO-

CuO2  mw:94.920 Anion CAS: Z-19583-16-5 fg:6 cnt:5678

----

95WU_/DES    Datum: EA=1.503(10) eV LPES p:9

----

14MAB/HOL    Datum: EA=3.47(2) eV PVMI p:8

Photodissociation to Cu- is observed down to 1.62 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ocuo-t.za0]

CBS-QB3    |-7.0   |     |     | 3.463|       |72.9   |    |     

M062X/Def2T|40.8   |     |     | 2.354|       |95.0   |    |     

++++++++++++++++++++++++++++++++

O2..Cu-

CuO2  mw:94.920 Anion CAS: Z-19583-16-5 fg:6 cnt:5679

HOF(solv)=0.0 Defn

----

95WU_/DES    Datum: EA=3.46(4) eV LPES p:9

++++++++++++++++++++++++++++++++

OCuO2-

CuO3  mw:110.915 Anion CAS: Z-320574-99-0 fg:6 cnt:5545

----

97WU_/DES    Datum: EA=3.19(4) eV LPES p:9

++++++++++++++++++++++++++++++++

OCuO(O2)-

CuO4  mw:126.910 Anion CAS: Z-188426-81-5 fg:6 cnt:5547

----

97WU_/DES    Datum: EA=3.53(4) eV LPES p:9

++++++++++++++++++++++++++++++++

Cu(O2)2-.

CuO4  mw:126.910 Anion CAS: Z-188426-81-5 fg:6 cnt:5549

----

97WU_/DES    Datum: EA=3.09(4) eV LPES p:9

++++++++++++++++++++++++++++++++

OCuO2(O2)-

CuO5  mw:142.905 Anion CAS: N-228117-80-4 fg:6 cnt:5546

----

97WU_/DES    Datum: EA=3.21(4) eV LPES p:9

++++++++++++++++++++++++++++++++

OCuO(O2)2-

CuO6  mw:158.900 Anion CAS: Z-188426-83-7 fg:6 cnt:5548

----

97WU_/DES    Datum: EA=3.53(4) eV LPES p:9

++++++++++++++++++++++++++++++++

Cu@Pb5-

CuPb5  mw:1102.81 Anion CAS: Z-1426921-09-6 fg:19 cnt:10927

----

13ZHA/XIE    Datum: EA=2.42(4) eV PVMI p:8

Vertical Detachment Energy:2.52(4) eV.

++++++++++++++++++++++++++++++++

CuS-

CuS  mw:94.902 Anion CAS: Z-181765-74-2 fg:19 cnt:11855

----

96NAK/TAG3   Datum: EA=2.10(3) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cus-s.za0]

CBS-QB3    |26.8   |354.0|347.9| 2.107|38.5   |75.3   |20.3|89.0 

M062X/Def2T|53.8   |366.1|360.1| 1.501|52.5   |88.4   |20.1|88.1 

B3/6-311++G|39.2   |353.0|347.0| 2.026|53.5   |86.0   |20.0|84.5 

++++++++++++++++++++++++++++++++

CuSi4-

CuSi4  mw:174.838 Anion CAS: Z-496877-92-0 fg:19 cnt:9284

----

12XU_/WU     Datum: EA=2.40(8) eV LPES p:8

Vertical Detachment Energy:2.69(8) eV.

++++++++++++++++++++++++++++++++

CuSi5-

CuSi5  mw:202.815 Anion CAS: Z-1371567-72-4 fg:19 cnt:9285

----

12XU_/WU     Datum: EA=2.90(8) eV LPES p:8

Vertical Detachment Energy:3.15(8) eV.

++++++++++++++++++++++++++++++++

CuSi6-

CuSi6  mw:230.792 Anion CAS: Z-496877-93-1 fg:19 cnt:9286

----

12XU_/WU     Datum: EA=2.43(8) eV LPES p:8

Vertical Detachment Energy:2.64(8) eV.

++++++++++++++++++++++++++++++++

CuSi7-

CuSi7  mw:258.769 Anion CAS: Z-1371567-74-6 fg:19 cnt:9287

----

12XU_/WU     Datum: EA=2.90(8) eV LPES p:8

Vertical Detachment Energy:3.25(8) eV.

++++++++++++++++++++++++++++++++

CuSi8-

CuSi8  mw:286.746 Anion CAS: Z-496877-94-2 fg:19 cnt:9288

----

12XU_/WU     Datum: EA=3.04(8) eV LPES p:8

Vertical Detachment Energy:3.22(8) eV.

++++++++++++++++++++++++++++++++

CuSi9-

CuSi9  mw:314.722 Anion CAS: Z-1158967-47-5 fg:19 cnt:9289

----

12XU_/WU     Datum: EA=3.22(8) eV LPES p:8

Vertical Detachment Energy:3.44(8) eV.

++++++++++++++++++++++++++++++++

CuSi10-

CuSi10  mw:342.699 Anion CAS: Z-496877-95-3 fg:19 cnt:9290

----

12XU_/WU     Datum: EA=3.46(8) eV LPES p:8

Vertical Detachment Energy:3.62(8) eV.

++++++++++++++++++++++++++++++++

CuSi11-

CuSi11  mw:370.676 Anion CAS: Z-1158967-56-6 fg:19 cnt:9291

----

12XU_/WU     Datum: EA=3.23(8) eV LPES p:8

Vertical Detachment Energy:3.50(8) eV.

++++++++++++++++++++++++++++++++

CuSi12-

CuSi12  mw:398.653 Anion CAS: Z-496877-96-4 fg:19 cnt:9292

----

12XU_/WU     Datum: EA=3.24(8) eV LPES p:8

Vertical Detachment Energy:3.42(8) eV.

++++++++++++++++++++++++++++++++

CuSi13-

CuSi13  mw:426.630 Anion CAS: Z-1158967-62-4 fg:19 cnt:9293

----

12XU_/WU     Datum: EA=3.4(2) eV LPES p:8

Vertical Detachment Energy:3.7(2) eV.

++++++++++++++++++++++++++++++++

CuSi14-

CuSi14  mw:454.607 Anion CAS: Z-1158967-71-5 fg:19 cnt:9294

----

12XU_/WU     Datum: EA=3.22(8) eV LPES p:8

Vertical Detachment Energy:3.38(8) eV.

++++++++++++++++++++++++++++++++

CuSi15-

CuSi15  mw:482.584 Anion CAS: Z-1371567-82-6 fg:19 cnt:9295

----

12XU_/WU     Datum: EA=3.4(2) eV LPES p:8

Vertical Detachment Energy:3.8(2) eV.

++++++++++++++++++++++++++++++++

CuSi16-

CuSi16  mw:510.561 Anion CAS: Z-1371567-83-7 fg:19 cnt:9296

----

12XU_/WU     Datum: EA=3.16(8) eV LPES p:8

Vertical Detachment Energy:3.51(8) eV.

++++++++++++++++++++++++++++++++

CuSi17-

CuSi17  mw:538.538 Anion CAS: Z-1371567-85-9 fg:19 cnt:9297

----

12XU_/WU     Datum: EA=3.15(8) eV LPES p:8

Vertical Detachment Energy:3.63(8) eV.

++++++++++++++++++++++++++++++++

CuSi18-

CuSi18  mw:566.515 Anion CAS: Z-1371567-87-1 fg:19 cnt:9298

----

12XU_/WU     Datum: EA=3.4(2) eV LPES p:8

Vertical Detachment Energy:3.7(2) eV.

++++++++++++++++++++++++++++++++

Cu@Sn12-

CuSn12  mw:1501.76 Anion CAS: Z-930090-01-0 fg:19 cnt:7269

----

07CUI/HUA    Datum: EA=3.33(3) eV LPES p:8

Vertical Detachment Energy:3.40(2) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Cu2-

Cu2  mw:125.860 Anion CAS: Z-107865-35-0 fg:2 cnt:1877

HOF(A.)= 114.7/4.0  00MIS/MUS    |

----

90HO_/ERV    Datum: EA=0.88(2) eV LPES | HOF(A-)=94.4/11.2  p:8

DaffH(AH)=  38.8/11.2 A-IN

The stated EA is the Vertical Detachment Energy.

----

00SPA/LEE    Datum: DaffH= 37.8/3.5 CIDT p:7

0K dissociation energy for Cu2- -> Cu- + Cu..

----

92TAY/PET    Datum: EA=0.84(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

87LEO/HO     Datum: EA=0.842(10) eV LPES p:6

The reported affinity is the shift in apparent electron affinity from the lesser-solvated ion. This ignores any neutral-neutral bond.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cu2-d.za0]

CBS-QB3    |88.5   |     |     | 0.768|       |106.1  |    |     

M062X/Def2T|107.2  |     |     | 0.719|       |123.8  |    |     

B3/6-311++G|100.4  |     |     | 0.851|       |119.9  |    |     

++++++++++++++++++++++++++++++++

Cu2H-

Cu2H  mw:126.868 Anion CAS: Z-623927-52-6 fg:4 cnt:10925

----

13XIE/LI 2   Datum: EA=2.41(5) eV PVMI p:8

Vertical Detachment Energy:2.48(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cu2h-s.za0]

CBS-QB3    |72.4   |     |     | 2.486|       |129.8  |    |     

M062X/Def2T|96.9   |     |     | 2.142|       |146.5  |    |     

B3/6-311++G|84.7   |     |     | 2.272|       |137.1  |    |     

++++++++++++++++++++++++++++++++

Cu2N-

Cu2N  mw:139.863 Anion CAS: Z-258346-99-5 fg:19 cnt:5134

----

99MIS/FUR    Datum: EA=1.1(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Cu2O-

Cu2O  mw:141.855 Anion CAS: Z-677009-32-4 fg:7 cnt:5728

----

96WAN/WU 2   Datum: EA=1.10(3) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cuocu-d.zzn]

B3/6-311++G|71.6   |     |     | 1.235|       |100.0  |    |     

++++++++++++++++++++++++++++++++

Cu2O2-

Cu2O2  mw:157.850 Anion CAS: Z-677009-35-7 fg:7 cnt:5729

----

96WAN/WU 2   Datum: EA=2.46(3) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cu2o2.zz0]

CBS-QB3    |11.9   |     |     | 1.845|       |54.2   |    |     

M062X/Def2T|63.4   |     |     | 2.544|       |122.0  |    |     

B3/6-311++G|41.7   |     |     | 2.362|       |96.0   |    |     

++++++++++++++++++++++++++++++++

Cu2O3-

Cu2O3  mw:173.844 Anion CAS: Z-677009-39-1 fg:7 cnt:5730

----

96WAN/WU 2   Datum: EA=3.54(3) eV LPES p:9

++++++++++++++++++++++++++++++++

Cu2O4-

Cu2O4  mw:189.839 Anion CAS: Z-677009-43-7 fg:7 cnt:5731

----

96WAN/WU 2   Datum: EA=3.50(3) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cu2o4.zz0]

CBS-QB3    |-14.1  |     |     | 2.563|       |45.0   |    |     

M062X/Def2T|35.0   |     |     | 3.835|       |123.4  |    |     

B3/6-311++G|23.5   |     |     | 3.347|       |100.6  |    |     

++++++++++++++++++++++++++++++++

Cu3-

Cu3  mw:188.789 Anion CAS: Z-69670-04-8 fg:2 cnt:1878

HOF(A.)= 169.0/8.6  00MIS/MUS    |

----

90HO_/ERV    Datum: EA=2.27(10) eV LPES | HOF(A-)=116.7/14.3 R-EA p:9

DaffH(AH)=  58.6/13.8 A-IN

Vertical Detachment Energy:2.37(1) eV.

----

00SPA/LEE    Datum: DaffH= 55.8/3.5 CIDT | HOF(A-)=119.5/11.2 AfIN p:8

0K dissociation energy for Cu3- -> Cu2- + Cu..

----

92TAY/PET    Datum: EA=2.25(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

87LEO/HO     Datum: EA=2.45(10) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity estimated by the authors as 0.05 eV lower.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [cu3-l.za0]

CBS-QB3    |112.9  |     |     |      |       |       |    |     

M062X/Def2T|142.5  |     |     | 1.905|       |186.5  |    |     

B3/6-311++G|133.4  |     |     | 2.077|       |181.0  |    |     

++++++++++++++++++++++++++++++++

Cu3O3-

Cu3O3  mw:236.774 Anion CAS: Z-225918-31-0 fg:7 cnt:11261

----

18XU_/YAN    Datum: EA=3.31(8) eV LPES p:8

Vertical Detachment Energy:3.48(8) eV.

++++++++++++++++++++++++++++++++

Cu3O4-

Cu3O4  mw:252.769 Anion CAS: Z-2376783-77-4 fg:7 cnt:11262

----

18XU_/YAN    Datum: EA=3.42(8) eV LPES p:8

Vertical Detachment Energy:3.54(8) eV.

++++++++++++++++++++++++++++++++

Cu4-

Cu4  mw:251.719 Anion CAS: Z-108658-51-1 fg:2 cnt:1879

----

90HO_/ERV    Datum: EA=1.32(10) eV LPES p:9

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.45(5) eV.

----

00SPA/LEE    Datum: DaffH= 47.5/2.8 CIDT | HOF(A-)=150.0/9.3 AfIN p:8

0K dissociation energy for Cu4- -> Cu2- + Cu2..

----

00SPA/LEE    Datum: DaffH= 44.5/2.8 CIDT | HOF(A-)=153.0/9.3 AfIN p:8

0K dissociation energy for Cu4- -> Cu3- + Cu..

----

00SPA/LEE    Datum: DaffH= 82.6/9.2 CIDT | HOF(A-)=115.0/12.8 AfIN p:8

0K dissociation energy for Cu4- -> Cu- + Cu3.

----

92TAY/PET    Datum: EA=1.40(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

87LEO/HO     Datum: EA=1.45(2) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity estimated by the authors as 0.05 eV lower.

++++++++++++++++++++++++++++++++

Cu4Na-

Cu4Na  mw:274.709 Anion CAS: Z-884645-19-6 fg:19 cnt:10461

----

06LIN/SUN    Datum: EA=0.83(4) eV LPES p:8

Vertical Detachment Energy:1.13(5) eV.

++++++++++++++++++++++++++++++++

Cu5-

Cu5  mw:314.649 Anion CAS: Z-108658-52-2 fg:2 cnt:1880

----

90HO_/ERV    Datum: EA=1.82(5) eV LPES p:9

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.94 eV.

----

00SPA/LEE    Datum: DaffH= 50.5/2.8 CIDT | HOF(A-)=30.4/2.8 AfIN p:8

0K dissociation energy for Cu5- -> Cu3- + Cu2..

----

00SPA/LEE    Datum: DaffH= 54.2/2.8 CIDT | HOF(A-)=26.7/2.8 AfIN p:8

0K dissociation energy for Cu5- -> Cu4- + Cu..

----

92TAY/PET    Datum: EA=1.76(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

87LEO/HO     Datum: EA=1.97(2) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity estimated by the authors as 0.05 eV lower.

++++++++++++++++++++++++++++++++

Cu6-

Cu6  mw:377.578 Anion CAS: Z-108658-53-3 fg:2 cnt:1881

----

90HO_/ERV    Datum: EA=1.81(10) eV LPES p:9

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.96(5) eV.

----

00SPA/LEE    Datum: DaffH= 58.8/6.9 CIDT | HOF(A-)=22.1/6.9 AfIN p:8

0K dissociation energy for Cu6- -> Cu5- + Cu..

----

92TAY/PET    Datum: EA=2.00(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

87LEO/HO     Datum: EA=1.97(2) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity estimated by the authors as 0.05 eV lower.

++++++++++++++++++++++++++++++++

Cu7-

Cu7  mw:440.508 Anion CAS: Z-108658-54-4 fg:2 cnt:1742

----

90HO_/ERV    Datum: EA=1.98(15) eV LPES p:9

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.16(10) eV.

----

00SPA/LEE    Datum: DaffH= 66.2/5.1 CIDT | HOF(A-)=14.7/5.1 AfIN p:8

0K dissociation energy for Cu7- -> Cu6- + Cu..

----

00SPA/LEE    Datum: DaffH= 72.9/5.1 CIDT | HOF(A-)=8.0/5.1 AfIN p:8

0K dissociation energy for Cu7- -> Cu5- + Cu2..

----

92TAY/PET    Datum: EA=2.16(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

87LEO/HO     Datum: EA=2.15(2) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity estimated by the authors as 0.05 eV lower.
###### the following are "below the line": evaluated as not accurate ####

----

86ZHE/KAR    Datum: EA=1.86(6) eV LPD  p:4

++++++++++++++++++++++++++++++++

Cu8-

Cu8  mw:503.437 Anion CAS: Z-108658-55-5 fg:2 cnt:1743

----

00SPA/LEE    Datum: DaffH= 55.6/6.9 CIDT | HOF(A-)=25.3/6.9 AfIN p:8

0K dissociation energy for Cu8- -> Cu7- + Cu..

----

90HO_/ERV    Datum: EA=1.41(10) eV LPES p:8

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.57(5) eV.

----

92TAY/PET    Datum: EA=1.50(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

87LEO/HO     Datum: EA=1.58(2) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity estimated by the authors as 0.05 eV lower.

----

86ZHE/KAR    Datum: EA=<1.44 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu9-

Cu9  mw:566.367 Anion CAS: Z-108658-56-6 fg:2 cnt:1744

----

90HO_/ERV    Datum: EA=2.25(10) eV LPES p:9

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.40(5) eV.

----

86ZHE/KAR    Datum: EA=2.27(6) eV LPD  p:7

----

92TAY/PET    Datum: EA=2.25(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

87LEO/HO     Datum: EA=2.50(15) eV LPES p:6

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity estimated by the authors as 0.05 eV lower.

++++++++++++++++++++++++++++++++

Cu10-

Cu10  mw:629.297 Anion CAS: Z-108658-57-7 fg:2 cnt:1745

----

87LEO/HO     Datum: EA=2.04(2) eV LPES p:9

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity estimated by the authors as 0.05 eV lower.

----

90HO_/ERV    Datum: EA=1.91(10) eV LPES p:8

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.03(5) eV.

----

92TAY/PET    Datum: EA=2.15(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=2.01(6) eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu11-

Cu11  mw:692.226 Anion CAS: Z-140856-70-8 fg:2 cnt:1746

----

92TAY/PET    Datum: EA=2.25(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=2.385(60) eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu12-

Cu12  mw:755.156 Anion CAS: Z-140856-71-9 fg:2 cnt:1747

----

92TAY/PET    Datum: EA=1.90(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=2.14(7) eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu13-

Cu13  mw:818.085 Anion CAS: Z-140856-72-0 fg:2 cnt:1748

----

92TAY/PET    Datum: EA=2.72(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=2.605(175) eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu14-

Cu14  mw:881.015 Anion CAS: Z-140856-73-1 fg:2 cnt:1749

----

92TAY/PET    Datum: EA=1.91(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=2.085(25) eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu15-

Cu15  mw:943.945 Anion CAS: Z-140856-74-2 fg:2 cnt:1750

----

92TAY/PET    Datum: EA=2.35(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=2.575(135) eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu16-

Cu16  mw:1006.87 Anion CAS: Z-140856-75-3 fg:2 cnt:1751

----

92TAY/PET    Datum: EA=2.42(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=2.325(115) eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu17-

Cu17  mw:1069.80 Anion CAS: Z-140856-76-4 fg:2 cnt:1752

----

92TAY/PET    Datum: EA=2.82(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.72 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu18-

Cu18  mw:1132.73 Anion CAS: Z-140856-77-5 fg:2 cnt:1753

----

92TAY/PET    Datum: EA=2.50(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=2.57(13) eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu19-

Cu19  mw:1195.66 Anion CAS: Z-140856-78-6 fg:2 cnt:1754

----

92TAY/PET    Datum: EA=2.45(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=2.705(265) eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu20-

Cu20  mw:1258.59 Anion CAS: Z-140856-79-7 fg:2 cnt:3666

----

92TAY/PET    Datum: EA=1.88(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu21-

Cu21  mw:1321.52 Anion CAS: Z-140856-80-0 fg:2 cnt:3667

----

92TAY/PET    Datum: EA=2.50(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu22-

Cu22  mw:1384.45 Anion CAS: Z-140856-81-1 fg:2 cnt:3668

----

92TAY/PET    Datum: EA=2.55(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu23-

Cu23  mw:1447.38 Anion CAS: Z-140856-82-2 fg:2 cnt:3669

----

92TAY/PET    Datum: EA=2.80(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu24-

Cu24  mw:1510.31 Anion CAS: Z-140856-83-3 fg:2 cnt:3670

----

92TAY/PET    Datum: EA=2.60(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu25-

Cu25  mw:1573.24 Anion CAS: Z-140856-84-4 fg:2 cnt:3671

----

92TAY/PET    Datum: EA=2.75(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu26-

Cu26  mw:1636.17 Anion CAS: Z-140856-85-5 fg:2 cnt:3672

----

92TAY/PET    Datum: EA=2.60(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu27-

Cu27  mw:1699.10 Anion CAS: Z-140856-86-6 fg:2 cnt:3673

----

92TAY/PET    Datum: EA=2.70(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu28-

Cu28  mw:1762.03 Anion CAS: Z-140856-87-7 fg:2 cnt:3674

----

92TAY/PET    Datum: EA=2.70(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu29-

Cu29  mw:1824.96 Anion CAS: Z-140856-88-8 fg:2 cnt:3675

----

92TAY/PET    Datum: EA=2.82(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=>2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu30-

Cu30  mw:1887.89 Anion CAS: Z-140856-89-9 fg:2 cnt:3676

----

92TAY/PET    Datum: EA=2.82(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

----

86ZHE/KAR    Datum: EA=<2.97 eV LPD  p:6

++++++++++++++++++++++++++++++++

Cu31-

Cu31  mw:1950.82 Anion CAS: Z-140856-90-2 fg:2 cnt:3677

----

92TAY/PET    Datum: EA=2.80(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu32-

Cu32  mw:2013.75 Anion CAS: Z-140856-91-3 fg:2 cnt:3678

----

92TAY/PET    Datum: EA=3.00(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu33-

Cu33  mw:2076.68 Anion CAS: Z-140856-92-4 fg:2 cnt:3679

----

92TAY/PET    Datum: EA=3.00(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu34-

Cu34  mw:2139.61 Anion CAS: Z-140856-93-5 fg:2 cnt:3680

----

92TAY/PET    Datum: EA=2.50(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu35-

Cu35  mw:2202.54 Anion CAS: Z-140856-94-6 fg:2 cnt:3681

----

92TAY/PET    Datum: EA=3.00(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu36-

Cu36  mw:2265.47 Anion CAS: Z-140856-95-7 fg:2 cnt:3682

----

92TAY/PET    Datum: EA=2.75(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu37-

Cu37  mw:2328.40 Anion CAS: Z-140856-96-8 fg:2 cnt:3683

----

92TAY/PET    Datum: EA=2.96(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu38-

Cu38  mw:2391.32 Anion CAS: Z-140856-97-9 fg:2 cnt:3684

----

92TAY/PET    Datum: EA=3.05(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu39-

Cu39  mw:2454.26 Anion CAS: Z-140856-98-0 fg:2 cnt:3685

----

92TAY/PET    Datum: EA=3.15(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu40-

Cu40  mw:2517.18 Anion CAS: Z-140856-99-1 fg:2 cnt:3686

----

92TAY/PET    Datum: EA=2.66(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu41-

Cu41  mw:2580.11 Anion CAS: Z-140857-00-7 fg:2 cnt:3687

----

92TAY/PET    Datum: EA=2.85(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu42-

Cu42  mw:2643.04 Anion CAS: Z-140857-01-8 fg:2 cnt:3688

----

92TAY/PET    Datum: EA=2.90(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu43-

Cu43  mw:2705.97 Anion CAS: Z-140857-02-9 fg:2 cnt:3689

----

92TAY/PET    Datum: EA=2.82(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu44-

Cu44  mw:2768.90 Anion CAS: Z-140857-03-0 fg:2 cnt:3690

----

92TAY/PET    Datum: EA=2.92(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu45-

Cu45  mw:2831.83 Anion CAS: Z-140857-04-1 fg:2 cnt:3691

----

92TAY/PET    Datum: EA=2.89(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu46-

Cu46  mw:2894.76 Anion CAS: Z-140857-05-2 fg:2 cnt:3692

----

92TAY/PET    Datum: EA=2.98(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu47-

Cu47  mw:2957.69 Anion CAS: Z-140857-06-3 fg:2 cnt:3693

----

92TAY/PET    Datum: EA=3.02(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu48-

Cu48  mw:3020.62 Anion CAS: Z-140857-07-4 fg:2 cnt:3694

----

92TAY/PET    Datum: EA=3.02(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu49-

Cu49  mw:3083.55 Anion CAS: Z-140857-08-5 fg:2 cnt:3695

----

92TAY/PET    Datum: EA=3.10(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu50-

Cu50  mw:3146.48 Anion CAS: Z-140857-09-6 fg:2 cnt:3696

----

92TAY/PET    Datum: EA=3.05(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu51-

Cu51  mw:3209.41 Anion CAS: Z-140857-10-9 fg:2 cnt:3697

----

92TAY/PET    Datum: EA=2.92(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu52-

Cu52  mw:3272.34 Anion CAS: Z-140857-11-0 fg:2 cnt:3698

----

92TAY/PET    Datum: EA=2.95(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu53-

Cu53  mw:3335.27 Anion CAS: Z-140857-12-1 fg:2 cnt:3699

----

04HAK/MOS    Datum: EA=3.00(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=3.08(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu54-

Cu54  mw:3398.20 Anion CAS: Z-140857-13-2 fg:2 cnt:3700

----

92TAY/PET    Datum: EA=3.05(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu55-

Cu55  mw:3461.13 Anion CAS: Z-140857-14-3 fg:2 cnt:3701

----

04HAK/MOS    Datum: EA=3.05(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=3.15(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu56-

Cu56  mw:3524.06 Anion CAS: Z-140857-15-4 fg:2 cnt:3702

----

92TAY/PET    Datum: EA=3.20(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu57-

Cu57  mw:3586.99 Anion CAS: Z-140857-16-5 fg:2 cnt:3703

----

04HAK/MOS    Datum: EA=3.20(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=3.20(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu58-

Cu58  mw:3649.92 Anion CAS: Z-140857-17-6 fg:2 cnt:3704

----

04HAK/MOS    Datum: EA=2.85(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Assigned by JEB from the Figures in the article.

----

92TAY/PET    Datum: EA=3.18(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu59-

Cu59  mw:3712.85 Anion CAS: Z-140857-18-7 fg:2 cnt:3705

----

92TAY/PET    Datum: EA=2.95(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu60-

Cu60  mw:3775.78 Anion CAS: Z-140857-19-8 fg:2 cnt:3706

----

92TAY/PET    Datum: EA=2.95(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Cu61-

Cu61  mw:3838.71 Anion CAS: Z-140857-20-1 fg:2 cnt:3707

----

92TAY/PET    Datum: EA=3.00(15) eV LPES p:6

Electron affinity set as 0.2 eV above onset to correct for unresolved hot bands.

++++++++++++++++++++++++++++++++

Dy-

Dy  mw:163.930 Anion CAS: Z-54923-04-5 fg:1 cnt:7853

HOF(A.)=  68.3/0.7  10KON/BEN    | S(A-)=44.8/0.1 Stat |  S(AH)= | S(A.)=47.0  82WAG/EVA

----

97NAD/GAR    Datum: EA=0.015(3) eV EFD  | HOF(A-)=67.9/0.7 R-EA p:8

Sextet anion to quintet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dy-6.za0]

M062X/Def2T|97.7   |     |     |-1.226|       |68.3   |    |     

++++++++++++++++++++++++++++++++

DyI3..I-

DyI4  mw:671.548 Anion CAS: Z-90187-52-3 fg:484 cnt:1795

HOF(solv)= -79.4/2.5  04HIL/LAU    

----

84LEL/KOR *  Datum: DaffH= 66.7/2.0 TDAs | HOF(A-)=-183.0/2.2 AfIN p:5

Anion heat reworked from reference due to better .DELTA.fH(DyI3).

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [dyi4-6.zc0]

M062X/Def2T|-290.2 | 76.2| 68.4| 26.4|-170.2 |-43.7  

++++++++++++++++++++++++++++++++

DyI3..DyI4-

Dy2I7  mw:1216.19 Anion CAS: Z-90187-53-4 fg:15 cnt:1796

HOF(solv)= -79.4/2.5  04HIL/LAU    

----

84LEL/KOR *  Datum: DaffH= 45.2/0.6 TDAs | HOF(A-)=-302.3/2.9 AfIN p:5

Reworked from reference due to better .DELTA.fH(DyI3).

++++++++++++++++++++++++++++++++

Er-

Er  mw:165.931 Anion CAS: Z-54923-06-7 fg:1 cnt:7856

HOF(A.)=  75.6/0.7  10KON/BEN    | S(A-)=44.0/0.1 Stat |  S(AH)= | S(A.)=46.7  82WAG/EVA

----

97NAD/GAR    Datum: EA=<0.005 eV EFD  | HOF(A-)=>75.4/0.7 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [er-q.za0]

M062X/Def2T|137.4  |     |     |-2.669|       |75.6   |    |     

++++++++++++++++++++++++++++++++

Eu-

Eu  mw:152.922 Anion CAS: Z-54923-01-2 fg:1 cnt:6431

HOF(A.)=  42.6/0.7  10KON/BEN    | S(A-)=45.4/0.1 Stat |  S(AH)= | S(A.)=45.1  82WAG/EVA

----

15CHE/CAS    Datum: EA=0.116(13) eV PVMI | HOF(A-)=39.9/0.8 R-EA p:9

Nontet anion to octet neutral.
###### the following are "below the line": evaluated as not accurate ####

----

04DAV/THO    Datum: EA=1.053(25) eV LPD  p:4

15CHE/CAS suggests this may involve a metastable state of Eu-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [eu-9.za0]

M062X/Def2T|49.8   |     |     |-0.341|       |42.6   |    |     

++++++++++++++++++++++++++++++++

EuH-

EuH  mw:153.930 Anion CAS: Z-1801854-10-3 fg:3 cnt:8781

----

15KAF/RAY    Datum: EA=0.771(9) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [euh-8.za0]

M062X/Def2T|40.4   |     |     | 0.678|       |56.0   |    |     

++++++++++++++++++++++++++++++++

EuOH-

EuHO  mw:169.925 Anion CAS: Z-1801854-11-4 fg:16 cnt:8782

----

15KAF/RAY    Datum: EA=0.700(11) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [euoh-8.za0]

M062X/Def2T|-55.0  |     |     | 0.880|       |-34.9  |    |     

++++++++++++++++++++++++++++++++

EuO-

EuO  mw:168.917 Anion CAS: Z-119890-60-7 fg:5 cnt:8783

HOF(A.)= -12.2/2.0  21MER/TOM    |

----

15KAF/RAY    Datum: EA=>0.567(11) eV LPES | HOF(A-)=<-25.3/2.0 R-EA p:8

The stated EA is a lower limit; Upper limit ca. 0.8 eV. See also 19MAS/HAR2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [euo-9.za0]

M062X/Def2T|-6.0   |     |     | 0.662|       |9.2    |    |     

++++++++++++++++++++++++++++++++

EuSi3-

EuSi3  mw:236.853 Anion CAS: Z-1062236-35-4 fg:19 cnt:7158

----

08GRU/WAN    Datum: EA=1.45(5) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi4-

EuSi4  mw:264.829 Anion CAS: Z-1062236-39-8 fg:19 cnt:7159

----

08GRU/WAN    Datum: EA=1.60(5) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi5-

EuSi5  mw:292.806 Anion CAS: Z-1062236-41-2 fg:19 cnt:7160

----

08GRU/WAN    Datum: EA=1.70(5) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi6-

EuSi6  mw:320.783 Anion CAS: Z-1062236-43-4 fg:19 cnt:7161

----

08GRU/WAN    Datum: EA=1.55(5) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi7-

EuSi7  mw:348.760 Anion CAS: Z-1062236-44-5 fg:19 cnt:7162

----

08GRU/WAN    Datum: EA=1.70(5) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi8-

EuSi8  mw:376.737 Anion CAS: Z-1062236-46-7 fg:19 cnt:7163

----

08GRU/WAN    Datum: EA=1.75(5) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi9-

EuSi9  mw:404.714 Anion CAS: Z-1062236-48-9 fg:19 cnt:7164

----

08GRU/WAN    Datum: EA=2.20(10) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi10-

EuSi10  mw:432.691 Anion CAS: Z-1062236-51-4 fg:19 cnt:7165

----

08GRU/WAN    Datum: EA=2.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi11-

EuSi11  mw:460.668 Anion CAS: Z-1062236-53-6 fg:19 cnt:7166

----

08GRU/WAN    Datum: EA=1.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi12-

EuSi12  mw:488.645 Anion CAS: Z-1062236-55-8 fg:19 cnt:7167

----

08GRU/WAN    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi13-

EuSi13  mw:516.622 Anion CAS: Z-1062236-56-9 fg:19 cnt:7168

----

08GRU/WAN    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi14-

EuSi14  mw:544.599 Anion CAS: Z-1062236-58-1 fg:19 cnt:7169

----

08GRU/WAN    Datum: EA=2.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi15-

EuSi15  mw:572.576 Anion CAS: Z-1062236-60-5 fg:19 cnt:7170

----

08GRU/WAN    Datum: EA=2.70(10) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi16-

EuSi16  mw:600.553 Anion CAS: Z-1062236-61-6 fg:19 cnt:7171

----

08GRU/WAN    Datum: EA=2.60(10) eV LPES p:8

++++++++++++++++++++++++++++++++

EuSi17-

EuSi17  mw:628.530 Anion CAS: Z-1062236-63-8 fg:19 cnt:7172

----

08GRU/WAN    Datum: EA=2.60(10) eV LPES p:8

++++++++++++++++++++++++++++++++

F-

F  mw:18.999 Anion CAS: Z-16984-48-8 fg:1 cnt:7

HOF(A.)=  19.0/0.1  98JANAF      | BDE(A-H)= 136.2/0.2 R-AH          

HOF(AH)= -65.2/0.2  98JANAF      |

DacidS=19.3/0.1 A-AH |  S(A-)=34.8/0.1  98JANAF |  S(AH)=41.5/0.1  89GUR/VEY | S(A.)=37.9  82WAG/EVA

----

01BLO/DEL    Datum: EA=3.4011898(24) eV LPD  [27432.446(19) cm-1] | HOF(A-)=-59.4/0.7 Acid p:9

DacidG(AH)= 365.7/0.2 H-TS| DacidH(AH)= 371.4/0.6 D-EA

Given: 3.4011895(25) eV, or 27432.446(19) cm-1, or 78.433266(577) kcal/mol.

----

00MAR/HEP    Datum: DacidH(AH)= 371.3 TIPP | HOF(A-)=-59.5/0.2 Acid p:9

DacidG(AH)= 365.6/0.1 H-TS  EA(eV)= 3.404

Given: 371.334/0.003 kcal/mol. Corrected to 298K with data from 82WAG/EVA. .DELTA.acidH(0K)=370.422/0.003 kcal/mol.

----

97DRE/BOE    Datum: DacidH(AH)= 371.3/0.1 TIPP p:9

DacidG(AH)= 365.5/0.1 H-TS  EA(eV)= 3.405

Given: 129557.1/0.9 cm-1 at 0K (370.422/0.003). Corrected to 298K with data in 89GUR/VEY (=371.321).

----

06HU_/HEP    Datum: DacidH(AH)= 373.0 TIPP p:8

Given: 130135.0(9) cm-1 at 0K, or 372.97/0.00011 at 298K. Acid: DF.

----

89BLO/CAC    Datum: EA=3.401190(4) eV LPD  p:8

Given: 3.401190(4) eV. Acidity includes 0.9 kcal 0K to 298 K correction.

----

81BIE/SCH    Datum: DacidG= 365.5/2.0 IMRE p:7

DacidH(AH)= 371.3/2.0 G+TS

----

63BER/REI    Datum: EA=3.448(5) eV Spec p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f.zaf]

W1U        |-60.1  |371.8|366.1| 3.427|-66.1  |18.9   |19.2|137.1

CBS-QB3    |-59.0  |372.8|367.1| 3.379|-66.1  |18.9   |19.1|137.1

G3MP2B3    |-60.1  |372.6|366.8| 3.426|-65.5  |18.9   |19.3|136.5

G3MP2B3+   |-60.1  |372.6|366.8| 3.426|-65.5  |18.9   |19.3|136.5

G4MP2      |-62.0  |370.8|365.0| 3.507|-65.6  |18.9   |19.4|136.6

M062X/Def2T|-45.9  |380.5|374.8| 2.811|-61.8  |18.9   |19.3|132.8

B3/6-311++G|-61.5  |357.5|351.8| 3.486|-62.1  |18.9   |19.2|122.3

++++++++++++++++++++++++++++++++

GeF-.

FGe  mw:92.920 Anion CAS: Z-190326-44-4 fg:8 cnt:5474

HOF(A.)= -15.9/3.0  02BIN/MIL    |

----

97NEG/KAW    Datum: EA=1.02(1) eV LPES | HOF(A-)=-39.4/3.0 R-EA p:8

Vertical Detachment Energy:1.54(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gef-t.zaf]

CBS-QB3    |-40.5  |     |     | 1.086|       |-15.5  |    |     

G3MP2B3    |-37.7  |     |     | 1.114|       |-12.1  |    |     

G3MP2B3+   |-39.9  |     |     | 1.125|       |-14.0  |    |     

G4MP2      |-37.3  |     |     | 1.069|       |-12.7  |    |     

M062X/Def2T|-30.2  |     |     | 0.700|       |-14.1  |    |     

B3/6-311++G|-37.2  |     |     | 1.180|       |-10.1  |    |     

++++++++++++++++++++++++++++++++

Ge2F-.

FGe2  mw:166.841 Anion CAS: Z-425404-10-0 fg:9 cnt:5475

----

97NEG/KAW    Datum: EA=2.13(15) eV LPES p:8

Vertical Detachment Energy:2.43(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge2f#.zaf]

G3MP2B3    |-19.8  |330.8|324.4| 2.540|16.6   |38.7   |21.4|74.3 

G3MP2B3+   |-23.8  |330.8|324.4| 2.540|12.5   |34.8   |21.4|74.3 

G4MP2      |-19.3  |331.5|325.0| 2.504|16.4   |38.4   |21.8|74.1 

M062X/Def2T|-5.9   |341.8|334.3| 1.988|17.0   |39.8   |25.0|74.9 

B3/6-311++G|-9.8   |338.9|332.4| 2.335|18.6   |44.0   |21.7|77.6 

++++++++++++++++++++++++++++++++

Ge4F-.

FGe4  mw:314.684 Anion CAS: Z-190326-48-8 fg:9 cnt:5478

----

97NEG/KAW    Datum: EA=2.74(21) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge5F-.

FGe5  mw:388.605 Anion CAS: Z-190326-50-2 fg:9 cnt:5479

----

97NEG/KAW    Datum: EA=2.82(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge6F-.

FGe6  mw:462.526 Anion CAS: Z-190326-49-9 fg:9 cnt:5480

----

97NEG/KAW    Datum: EA=3.18(19) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge7F-.

FGe7  mw:536.447 Anion CAS: Z-190326-51-3 fg:9 cnt:5481

----

97NEG/KAW    Datum: EA=3.13(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge8F-.

FGe8  mw:610.368 Anion CAS: Z-190326-52-4 fg:9 cnt:5482

----

97NEG/KAW    Datum: EA=2.86(17) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge9F-.

FGe9  mw:684.290 Anion CAS: Z-190326-54-6 fg:9 cnt:5483

----

97NEG/KAW    Datum: EA=3.14(28) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge10F-.

FGe10  mw:758.211 Anion CAS: Z-190326-53-5 fg:9 cnt:5484

----

97NEG/KAW    Datum: EA=3.55(46) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge11F-.

FGe11  mw:832.132 Anion CAS: Z-190326-55-7 fg:9 cnt:5485

----

97NEG/KAW    Datum: EA=3.20(6) eV LPES p:8

++++++++++++++++++++++++++++++++

FH..I-

FHI  mw:146.911 Anion CAS: Z-53754-20-4 fg:484 cnt:1589

HOF(solv)= -65.2/0.2 neut 98JANAF  

----

84LAR/MCM3   Datum: DaffH= 15.0/2.0 Est4 | HOF(A-)=-125.2/2.0 AfIN p:8

Extrapolated by the authors from other bihalide data.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fhi.zc0]

M062X/Def2T|-123.3 | 17.8| 11.8| 20.1|-61.8  |-43.7  

++++++++++++++++++++++++++++++++

ONH..F-

FHNO  mw:50.005 Anion CAS: Z-198625-29-5 fg:481 cnt:4299

HOF(solv)=  25.6/0.1 neut 96DIX/   

----

97JAN/ZHO    Datum: DaffH= 33.0/3.0 IMRB | HOF(A-)=-66.8/3.1 AfIN p:7

Actual structure probably HF.bullet..bullet.NO-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fhno.zcf]

W1U        |-64.1  | 29.6| 22.5| 23.7|25.6   |-60.1  

CBS-QB3    |-64.7  | 30.2| 23.2| 23.7|24.5   |-59.0  

G3MP2B3    |-63.0  | 28.2| 21.2| 23.6|25.3   |-60.1  

G3MP2B3+   |-63.3  | 28.5| 21.5| 23.6|25.4   |-60.1  

G4MP2      |-62.5  | 25.4| 18.3| 23.9|24.9   |-62.0  

M062X/Def2T|-54.1  | 36.8| 29.7| 23.9|28.6   |-45.9  

B3/6-311++G|-64.1  | 20.7| 24.0| 23.6|28.4   |-61.5  

++++++++++++++++++++++++++++++++

OH..F-

FHO  mw:36.002 Anion CAS: Z-736138-56-0 fg:481 cnt:6559

HOF(solv)=   9.0/0.1 D+AH          

----

05DEY/CON    Datum: DaffH= 32.4/2.3 PDis | HOF(A-)=-82.8/2.4 AfIN p:9

Affinity at 0 K.

----

91BRA/ARN    Datum: EA=3.36(5) eV LPES p:8

The authors state that the electron affinity represents detachment to the transition state of H atom transfer.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ohf#.zcf]

W1U        |-85.7  | 34.1| 27.1| 23.6|8.6    |-60.1  | 2.783

G3MP2B3    |-85.0  | 33.0| 25.9| 23.7|8.1    |-60.1  | 2.809

G3MP2B3+   |-84.8  | 32.9| 25.9| 23.4|8.1    |-60.1  |      

G4MP2      |-85.4  | 32.0| 24.9| 23.9|8.6    |-62.0  |      

M062X/Def2T|-78.1  | 42.7| 35.6| 23.9|10.6   |-45.9  |      

B3/6-311++G|-88.6  | 25.6| 29.0| 23.4|8.8    |-61.5  | 3.165

++++++++++++++++++++++++++++++++

H2..F-

FH2  mw:21.015 Anion CAS: Z-117339-92-1 fg:481 cnt:5791

HOF(solv)=0.0 Defn

----

93BRA/ARN    Datum: EA=3.660(5) eV LPES p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [fh2#.zcf]

W1U        |-63.9  |  3.7| -1.9| 19.0|0.0    |-60.1  | 2.131

G3MP2B3    |-63.3  |  2.1| -3.7| 19.5|-1.1   |-60.1  | 2.050

G3MP2B3+   |-65.5  |  4.3| -1.1| 18.2|-1.1   |-60.1  | 2.169

G4MP2      |-62.7  | -0.2| -6.1| 19.7|-1.0   |-62.0  | 2.035

B3/6-311++G|-68.5  | -3.8|  1.2| 18.2|-0.4   |-61.5  | 2.499

++++++++++++++++++++++++++++++++

H2O..F-

FH2O  mw:37.010

Core ion CAS: Z-16984-48-8 Solvent: 7732-18-5 fg:481 cnt:998

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

99WEI/KEM    Datum: DaffG= 21.9/0.5 TDAs | HOF(A-)=-144.6/0.8 AfIN p:9

DaffH(X..Y-)= 27.4/0.5 TDAs

----

01YAN/WAN    Datum: EA=4.80(5) eV LPES p:8

DaffH(AH)=  32.3/1.2 dEA

The stated EA is the Vertical Detachment Energy.

----

70ARS/YAM    Datum: DaffG= 18.1/2.0 TDAs p:6

DaffH(X..Y-)= 23.3 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2of.zcf]

W1U        |-146.6 | 28.0| 21.3| 22.2|-58.5  |-60.1  | 3.625

CBS-QB3    |-145.8 | 28.6| 22.0| 22.0|-58.2  |-59.0  | 3.610

G3MP2B3    |-145.1 | 27.4| 20.8| 22.2|-57.6  |-60.1  | 3.636

G3MP2B3+   |-144.9 | 27.1| 20.6| 21.9|-57.6  |-60.1  | 3.561

G4MP2      |-145.5 | 26.0| 19.3| 22.5|-57.5  |-62.0  | 3.621

M062X/Def2T|-135.0 | 35.4| 28.7| 22.5|-53.6  |-45.9  | 3.354

B3/6-311++G|-144.6 | 18.5| 22.4| 21.9|-54.2  |-61.5  | 3.696

++++++++++++++++++++++++++++++++

D2O..F-

FD2O  mw:39.022

Core ion CAS: Z-16984-48-8 Solvent: 7789-20-0 fg:481 cnt:2054

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

88LAR/MCM    Datum: DaffG= 17.8/2.0 IMRE | HOF(A-)=-141.0/2.2 AfIN p:7

DaffH(X..Y-)= 23.0/2.1 G+TS

Anchored to 70ARS/YAM: HOH.bullet..bullet.F- + DOD <=> DOD.bullet..bullet.F- + HOH, Keq=0.66.

++++++++++++++++++++++++++++++++

HF..HSO4-

FH2O4S  mw:116.966

Core ion CAS: Z-14996-02-2 Solvent: 7664-39-3 fg:21 cnt:10722

HOF(solv)= -65.2/0.2 neut 98JANAF  

----

19HOU/WAN    Datum: EA=5.50(8) eV LPES p:8

DaffH(AH)=  17.3/3.0 dEA

Vertical Detachment Energy:5.74(8) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2so4f.zcf]

G3MP2B3    |-304.9 | 18.6|  8.4| 34.2|-65.5  |-220.8 | 5.372

G3MP2B3+   |-305.5 | 19.4| 10.3| 30.5|-65.5  |-220.6 | 5.397

M062X/Def2T|-304.1 | 23.0| 13.6| 31.8|-61.8  |-219.3 | 5.399

B3/6-311++G|-243.8 | 20.1| 10.9| 30.8|-62.1  |-161.6 | 5.326

++++++++++++++++++++++++++++++++

H2S..F-

FH2S  mw:52.987

Core ion CAS: Z-16984-48-8 Solvent: 7783-06-4 fg:481 cnt:1031

HOF(solv)=  -4.9/0.1 neut 89GUR/VEY
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 29.0/2.0 IMRE | HOF(A-)=-99.0/2.1 AfIN p:4

DaffH(X..Y-)= 34.6/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 37-38 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2sf.zcf]

W1U        |-109.3 | 43.3| 37.1| 20.9|-5.9   |-60.1  

CBS-QB3    |-109.7 | 44.6| 38.5| 20.3|-6.1   |-59.0  

G3MP2B3    |-109.1 | 43.4| 37.2| 20.6|-5.6   |-60.1  

G3MP2B3+   |-109.0 | 43.2| 36.9| 21.2|-5.6   |-60.1  

G4MP2      |-108.6 | 40.9| 34.7| 20.6|-5.8   |-62.0  

M062X/Def2T|-101.7 | 52.2| 45.8| 21.3|-3.6   |-45.9  

B3/6-311++G|-106.1 | 32.7| 36.7| 21.3|-1.5   |-61.5  

++++++++++++++++++++++++++++++++

NH3..F-

FH3N  mw:36.026

Core ion CAS: Z-16984-48-8 Solvent: 7664-41-7 fg:481 cnt:11660

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

24ZHA/YAN    Datum: EA=2.5070(110) eV LPD  [20220.(89) cm-1] p:9

Given: 20220(89) cm-1.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fnh3.zcf]

CBS-QB3    |-86.6  | 17.1| 10.4| 22.4|-10.5  |-59.0  

G3MP2B3    |-86.5  | 16.1|  9.4| 22.8|-10.2  |-60.1  

G3MP2B3+   |-86.4  | 16.2|  9.5| 22.3|-10.2  |-60.1  

M062X/Def2T|-75.0  | 21.9| 15.1| 22.6|-7.2   |-45.9  

B3/6-311++G|-90.3  |  6.8| 10.5| 22.4|-11.7  |-61.5  

++++++++++++++++++++++++++++++++

FSiH2NH-

FH3NSi  mw:64.002 Anion CAS: A-116377-40-3 fg:50 cnt:2988

DacidS=25.0/2.0 Stat | 

----

95KRE/DAM    Datum: DacidG= 366.0/3.0 IMRB p:8

DacidH(AH)= 373.5/3.1 G+TS

Acidity between MeCN, nHxOH. Composite computational methods(18BAR/) indicate an acidity ca. 4 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fsih2nh.zaf]

W1U        |-110.4 |370.1|362.9| 2.516|-114.6 |-52.2  |24.1|114.5

CBS-QB3    |-110.1 |369.4|362.3| 2.546|-113.8 |-51.2  |24.1|114.7

G3MP2B3    |-108.2 |369.2|362.1| 2.553|-110.2 |-49.1  |24.1|113.2

G3MP2B3+   |-108.1 |369.2|361.9| 2.559|-110.1 |-49.0  |24.2|113.2

G4MP2      |-109.0 |369.7|362.5| 2.503|-111.6 |-51.1  |24.1|112.6

M062X/Def2T|-103.3 |372.8|365.6| 2.292|-111.3 |-50.3  |24.0|113.2

B3/6-311++G|-94.8  |368.9|361.7| 2.502|-96.4  |-36.9  |24.3|111.6

++++++++++++++++++++++++++++++++

(H2O)2..F-

FH4O2  mw:55.020 fg:481 cnt:3893

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 12.5/1.6 TDAs | HOF(A-)=-221.6/1.0 AfIN p:9

DaffH(X..Y-)= 19.2/0.5 TDAs

----

01YAN/WAN    Datum: EA=5.79(10) eV LPES p:8

DaffH(AH)=  22.8/2.6 dEA

The stated EA is the Vertical Detachment Energy.

----

71PAY/YAM    Datum: DaffG= 11.0/1.4 TDAs | HOF(A-)=-219.0/1.3 AfIN p:7

DaffH(X..Y-)= 16.6/1.0 TDAs

----

70ARS/YAM    Datum: DaffG= 11.0/1.4 TDAs | HOF(A-)=-219.0/1.3 AfIN p:6

DaffH(X..Y-)= 16.6/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..F-

FH6O3  mw:73.031 fg:481 cnt:3894

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 8.4/1.3 TDAs | HOF(A-)=-294.7/1.1 AfIN p:9

DaffH(X..Y-)= 15.3/0.4 TDAs

----

01YAN/WAN    Datum: EA=6.59(10) eV LPES p:8

DaffH(AH)=  18.4/3.3 dEA

The stated EA is the Vertical Detachment Energy.

----

71PAY/YAM    Datum: DaffG= 7.6/1.4 TDAs | HOF(A-)=-293.1/1.4 AfIN p:7

DaffH(X..Y-)= 13.7/1.0 TDAs

----

70ARS/YAM    Datum: DaffG= 7.6/1.4 TDAs | HOF(A-)=-293.1/1.4 AfIN p:6

DaffH(X..Y-)= 13.7/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)4..F-

FH8O4  mw:91.041 fg:481 cnt:3895

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 5.9/1.3 TDAs | HOF(A-)=-366.4/1.1 AfIN p:9

DaffH(X..Y-)= 13.9/0.4 TDAs

----

01YAN/WAN    Datum: EA=7.35(20) eV LPES p:8

DaffH(AH)=  17.5/5.2 dEA

The stated EA is the Vertical Detachment Energy.

----

70ARS/YAM    Datum: DaffG= 5.5/1.4 TDAs | HOF(A-)=-366.0/1.5 AfIN p:7

DaffH(X..Y-)= 13.5/1.0 TDAs

----

68KEB/ARS    Datum: DaffG= 6.1/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)5..F-

FH10O5  mw:109.052 fg:481 cnt:3896

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 4.5/1.3 TDAs | HOF(A-)=-436.5/1.2 AfIN p:8

DaffH(X..Y-)= 12.3/0.4 TDAs

----

70ARS/YAM    Datum: DaffG= 7.1/1.4 TDAs | HOF(A-)=-437.4/1.5 AfIN p:7

DaffH(X..Y-)= 13.2/1.0 TDAs

----

68KEB/ARS    Datum: DaffG= 4.6/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)6..F-

FH12O6  mw:127.062 fg:481 cnt:3897

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 3.5/1.0 TDAs | HOF(A-)=-505.2/1.2 AfIN p:7

DaffH(X..Y-)= 10.9/0.3 TDAs

++++++++++++++++++++++++++++++++

(H2O)7..F-

FH14O7  mw:145.073 fg:481 cnt:3898

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 2.6/1.0 TDAs | HOF(A-)=-573.4/1.3 AfIN p:8

DaffH(X..Y-)= 10.4/0.3 TDAs

++++++++++++++++++++++++++++++++

(H2O)8..F-

FH16O8  mw:163.083 fg:481 cnt:3899

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 1.8/1.6 TDAs | HOF(A-)=-642.4/1.3 AfIN p:8

DaffH(X..Y-)= 11.2/0.4 TDAs

++++++++++++++++++++++++++++++++

(H2O)9..F-

FH18O9  mw:181.094 fg:481 cnt:3900

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 1.3/2.1 TDAs | HOF(A-)=-711.3/1.4 AfIN p:8

DaffH(X..Y-)= 11.1/0.5 TDAs

++++++++++++++++++++++++++++++++

(H2O)10..F-

FH20O10  mw:199.105 fg:481 cnt:3901

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 1.1 TDAs | HOF(A-)=-780.1/1.4 AfIN p:8

DaffH(X..Y-)= 11.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

FI-.

FI  mw:145.903 Anion CAS: Z-58857-83-3 fg:8 cnt:1800

HOF(A.)= -21.3/0.3  89GUR/VEY    |
###### the following are "below the line": evaluated as not accurate ####

----

86HEN/ILL3#  Datum: EA=>1.0(2) eV EIAE | HOF(A-)=<-44.3/4.6 R-EA p:4

DaffH(AH)= >18.3/4.6 A-IN

From CF3I. Reworked with modern thermochemistry. Based on periodic trends, the stated EA is likely to be ca. 2.0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fi.zz0]

M062X/Def2T|-64.0  |     |     | 2.112|       |-15.5  |    |     

++++++++++++++++++++++++++++++++

KF-.

FK  mw:57.963 Anion CAS: Z-71892-03-0 fg:8 cnt:245

HOF(A.)= -77.8/0.1  82WAG/EVA    |

----

79DEV/WIJ    Datum: EA=0.23 eV NBAE | HOF(A-)=-83.1/0.7 R-EA p:7

DaffH(AH)=  45.0/0.7 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

80SID/SKO    Datum: EA=<1.5 eV IMRE p:4

----

76SHE/ILJ *  Datum: EA=1.0(2) eV EIAE [24.(5) kcal] p:3

From K2BO2F.

----

64EBI/       Datum: EA=>1.26 eV EIAE p:2

From (KF)2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [kf.zzf]

CBS-QB3    |-83.6  |     |     | 0.362|       |-75.3  |    |     

G3MP2B3    |-86.6  |     |     | 0.491|       |-75.3  |    |     

G3MP2B3+   |-87.2  |     |     | 0.497|       |-75.8  |    |     

G4MP2      |-85.7  |     |     | 0.446|       |-75.4  |    |     

M062X/Def2T|-76.0  |     |     | 0.112|       |-73.5  |    |     

B3/6-311++G|-86.3  |     |     | 0.488|       |-75.1  |    |     

++++++++++++++++++++++++++++++++

LiF-.

FLi  mw:26.015 Anion CAS: Z-60105-92-2 fg:8 cnt:230

HOF(A.)= -81.2/0.1  82WAG/EVA    |
###### the following are "below the line": evaluated as not accurate ####

----

64EBI/       Datum: EA=>1.35 eV EIAE p:2

From (LiF)2;  Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.37-0.51 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lif.zzf]

W1U        |-90.6  |     |     | 0.366|       |-82.2  |    |     

CBS-QB3    |-88.8  |     |     | 0.369|       |-80.3  |    |     

G3MP2B3    |-91.7  |     |     | 0.514|       |-79.9  |    |     

G3MP2B3+   |-92.0  |     |     | 0.509|       |-80.3  |    |     

G4MP2      |-91.5  |     |     | 0.483|       |-80.3  |    |     

M062X/Def2T|-76.3  |     |     |-0.014|       |-76.6  |    |     

B3/6-311++G|-90.3  |     |     | 0.517|       |-78.4  |    |     

++++++++++++++++++++++++++++++++

FN-.

FN  mw:33.002 Anion CAS: Z-33088-90-3 fg:8 cnt:70

HOF(A.)=  55.5/0.5  84BER/GRE    |
###### the following are "below the line": evaluated as not accurate ####

----

82SID/    *  Datum: EA=0.5 eV EIAE | HOF(A-)=44.0/0.5 R-EA p:4

Composite computational methods(18BAR/) indicate an electron affinity of 0.11-0.31 and a .DELTA.fH(A-) of 50-51 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fn-q.zaf]

W1U        |49.0   |382.8|375.1| 0.287|32.1   |55.4   |25.9|75.4 

CBS-QB3    |50.2   |384.3|376.6| 0.210|31.7   |54.8   |25.6|75.2 

G3MP2B3    |46.2   |381.5|373.9| 0.323|31.9   |53.4   |25.4|73.6 

G3MP2B3+   |45.1   |380.4|372.7| 0.370|31.9   |53.4   |26.0|73.6 

G4MP2      |47.9   |383.1|375.6| 0.313|32.0   |54.9   |25.3|75.0 

M062X/Def2T|55.7   |387.1|379.4|-0.090|33.3   |53.3   |25.9|72.2 

B3/6-311++G|41.0   |378.2|370.5| 0.511|30.0   |52.4   |26.0|74.6 

++++++++++++++++++++++++++++++++

NO..F-

FNO  mw:48.997 Anion CAS: Z-287481-19-0 fg:481 cnt:5488

HOF(A.)= -15.5/0.5  89GUR/VEY    |

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

00HIR/IIN    Datum: DaffG= 3.2/2.0 TDAs | HOF(A-)=-45.9/0.7 AfIN p:8

DaffH(X..Y-)= 8.3/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [fno.zzf]

W1U        |-47.9  |  9.9|  3.7| 20.7|22.1   |-60.1  | 1.193

CBS-QB3    |-48.4  | 10.0|  3.8| 21.1|20.7   |-59.0  | 1.160

G3MP2B3    |-46.5  |  7.8|  1.4| 21.5|21.5   |-60.1  | 1.112

G3MP2B3+   |-48.0  |  9.4|  3.3| 20.4|21.4   |-60.1  | 1.168

G4MP2      |-47.7  |  6.9|  0.5| 21.5|21.2   |-62.0  | 1.160

M062X/Def2T|-40.8  | 17.5| 11.4| 20.5|22.6   |-45.9  | 1.073

B3/6-311++G|-55.4  |  6.6| 10.8| 20.4|23.1   |-61.5  | 1.691

++++++++++++++++++++++++++++++++

NPF-

FNP  mw:63.976 Anion CAS: N-160697-47-2 fg:10 cnt:95

----

78SUL/BEA    Datum: HOF(A-)=<-71.9/15.1 IMRB p:6

DaffH(X..Y-)=>53.5/15.1 A-IN

NH2- + PF3 ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [npf.zaf]

W1U        |-66.9  |355.2|347.5| 2.980|-56.2  |1.8    |25.8|110.1

CBS-QB3    |-67.1  |354.7|346.9| 2.952|-56.0  |0.9    |25.9|109.1

G3MP2B3    |-67.9  |353.4|345.8| 3.102|-54.2  |3.6    |25.6|109.9

G3MP2B3+   |-67.6  |353.4|345.6| 3.108|-53.8  |4.0    |26.0|109.9

G4MP2      |-68.9  |354.0|346.4| 3.053|-55.8  |1.4    |25.6|109.3

M062X/Def2T|-60.5  |360.1|352.4| 2.729|-55.9  |2.4    |25.6|110.4

B3/6-311++G|-58.4  |350.8|343.0| 3.123|-41.9  |13.6   |25.9|107.5

++++++++++++++++++++++++++++++++

N2O..F-

mw:62.999

Core ion CAS: Z-16984-48-8 Solvent: 10024-97-2 fg:481 cnt:11999

----

93HIR/ARU    Datum: DaffH= 9.9/0.3 TDAs p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [n2of.zcf]

W1U        |-45.2  |  5.1| -1.0| 20.5|20.1   |-60.1  | 3.621

CBS-QB3    |-44.2  |  3.5| -3.0| 21.5|18.2   |-59.0  | 3.495

G3MP2B3    |-40.1  | -0.8| -4.1| 11.6|19.2   |-60.1  | 3.410

G3MP2B3+   |-48.2  |  7.9|  2.5| 18.3|19.8   |-60.1  | 3.764

G4MP2      |-42.0  | -0.1| -6.7| 22.0|19.9   |-62.0  | 3.442

M062X/Def2T|-38.8  | 13.4| 11.0|  7.9|20.5   |-45.9  | 3.329

B3/6-311++G|-49.0  |     |     |     |       |       | 3.704

++++++++++++++++++++++++++++++++

(NO)2..F-

FN2O2  mw:78.995 fg:481 cnt:5489

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

00HIR/IIN    Datum: DaffG= 1.3/2.0 TDAs | HOF(A-)=-32.3/0.7 AfIN p:8

DaffH(X..Y-)= 8.2/0.2 TDAs

++++++++++++++++++++++++++++++++

(NO)3..F-

FN3O3  mw:108.993 fg:481 cnt:5490

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

00HIR/IIN    Datum: DaffG= 0.1/2.0 TDAs | HOF(A-)=-15.1/0.8 AfIN p:8

DaffH(X..Y-)= 4.6/0.2 TDAs

++++++++++++++++++++++++++++++++

(N2O)2..F-

mw:107.001 fg:481 cnt:12001

----

93HIR/ARU    Datum: DaffH= 9.2/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2O)3..F-

mw:151.002 fg:481 cnt:12002

----

93HIR/ARU    Datum: DaffH= 8.4/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2O)4..F-

mw:195.003 fg:481 cnt:12003

----

93HIR/ARU    Datum: DaffH= 7.4/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2O)5..F-

mw:239.004 fg:481 cnt:12004

----

93HIR/ARU    Datum: DaffH= 6.3/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

NaF-.

FNa  mw:41.989 Anion CAS: Z-71892-04-1 fg:8 cnt:238

HOF(A.)= -69.6/0.5  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.52(1) eV LPES | HOF(A-)=-81.6/0.9 R-EA p:9

DaffH(AH)=  47.8/0.9 A-IN

----

79DEV/WIJ    Datum: EA=0.42 eV NBAE p:6
###### the following are "below the line": evaluated as not accurate ####

----

76SHE/ILJ    Datum: EA=1.1(2) eV EIAE [26.(5) kcal] p:3

From Na2BO2F.

----

64EBI/       Datum: EA=>1.35 eV EIAE p:2

From (NaF)2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naf.zzf]

W1U        |-81.6  |     |     | 0.557|       |-68.8  |    |     

CBS-QB3    |-81.5  |     |     | 0.488|       |-70.3  |    |     

G3MP2B3    |-84.1  |     |     | 0.633|       |-69.5  |    |     

G3MP2B3+   |-85.0  |     |     | 0.630|       |-70.5  |    |     

G4MP2      |-83.7  |     |     | 0.657|       |-68.5  |    |     

M062X/Def2T|-73.8  |     |     | 0.308|       |-66.8  |    |     

B3/6-311++G|-81.4  |     |     | 0.715|       |-65.0  |    |     

++++++++++++++++++++++++++++++++

Na2F-

FNa2  mw:64.978 Anion CAS: Z-454218-28-1 fg:9 cnt:923
###### the following are "below the line": evaluated as not accurate ####

----

76SHE/ILJ *  Datum: HOF(A-)=-70.1/7.0 EIAE p:1

From Na2BO2F. Composite computational methods(18BAR/) indicate  .DELTA.fH(A-) ca.-87 to -93 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na2f.zaf]

W1U        |-86.9  |     |     | 0.747|       |-69.7  |    |     

CBS-QB3    |-87.6  |     |     | 1.061|       |-63.1  |    |     

G3MP2B3    |-92.9  |     |     | 1.097|       |-67.6  |    |     

G3MP2B3+   |-93.5  |     |     | 0.956|       |-71.5  |    |     

G4MP2      |-94.7  |     |     | 1.155|       |-68.1  |    |     

M062X/Def2T|-83.3  |     |     | 0.608|       |-69.3  |    |     

B3/6-311++G|-83.8  |     |     | 0.682|       |-68.0  |    |     

++++++++++++++++++++++++++++++++

FO-

FO  mw:34.994 Anion CAS: Z-12763-66-5 fg:5 cnt:76

HOF(A.)=  26.1/2.2  89GUR/VEY    | BDE(A-H)= 101.3/2.5 R-AH          

HOF(AH)= -23.2/1.1  89GUR/VEY    |

DacidS=20.3/0.5 A-AH |  S(A-)=48.5/0.2 Isoe 82WAG/EVA |  S(AH)=54.2/0.5  89GUR/VEY

----

92GIL/POL    Datum: EA=2.272(6) eV LPES | HOF(A-)=-26.3/2.6 Acid p:9

DacidG(AH)= 354.2/0.4 H-TS| DacidH(AH)= 362.5/2.2 D-EA

DaffH(AH)=  26.4/2.6 A-IN

----

84ALE/VOL    Datum: EA=2.05(6) eV EIAE p:5

From F2O.
###### the following are "below the line": evaluated as not accurate ####

----

70THY/MAC    Datum: HOF(A-)=<19.2/2.3 EIAE;EA(eV)=2.320 p:3

From CF3OF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fo.zaf]

W1U        |-26.2  |361.0|354.5| 2.302|-21.3  |26.8   |21.6|100.3

CBS-QB3    |-26.7  |361.3|354.9| 2.281|-22.3  |25.8   |21.5|100.2

G3MP2B3    |-24.6  |362.7|356.2| 2.207|-20.1  |26.3   |21.6|98.5 

G3MP2B3+   |-24.6  |362.7|356.3| 2.205|-20.1  |26.2   |21.7|98.4 

G4MP2      |-25.1  |362.1|355.6| 2.244|-20.0  |26.6   |21.7|98.7 

M062X/Def2T|-17.8  |364.5|358.1| 1.977|-17.6  |27.7   |21.6|97.5 

B3/6-311++G|-27.3  |355.5|349.1| 2.401|-15.6  |28.0   |21.6|95.7 

++++++++++++++++++++++++++++++++

S2O..F-

FOS2  mw:98.938

Core ion CAS: Z-16984-48-8 Solvent: 20901-21-7 fg:481 cnt:2017

HOF(solv)= -13.4/0.3 neut 89GUR/VEY

----

87LAR/MCM2   Datum: DaffH= 44.0/3.0 IMRB | HOF(A-)=-116.8/3.1 AfIN p:8

DaffG(X..Y-)= 37.0/3.0 H-TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 44-45 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [fsso.zaf]

W1U        |-127.7 | 54.4| 46.1| 28.0|-13.2  |-60.1  | 3.719

CBS-QB3    |-126.8 | 54.4| 46.1| 27.8|-13.3  |-59.0  | 3.754

G3MP2B3    |-124.2 | 52.2| 43.8| 28.0|-11.9  |-60.1  | 3.809

G3MP2B3+   |-123.7 | 51.7| 43.5| 27.5|-11.9  |-60.1  | 3.820

G4MP2      |-127.3 | 51.6| 43.2| 28.3|-13.7  |-62.0  | 3.688

M062X/Def2T|-120.4 | 67.1| 58.6| 28.4|-7.4   |-45.9  | 3.556

B3/6-311++G|-94.5  | 40.3| 42.4| 27.5|17.6   |-61.5  | 3.947

++++++++++++++++++++++++++++++++

UFO-

FOU  mw:273.045 Anion CAS: Z-1884299-47-1 fg:10 cnt:8829

----

16ROY/JIA    Datum: EA=1.27(3) eV LPES p:8

Vertical Detachment Energy:1.29 eV.

++++++++++++++++++++++++++++++++

VOF-.

FOV  mw:85.938 Anion CAS: Z-736885-81-7 fg:10 cnt:1164

HOF(A.)= -85.3/14.8              |
###### the following are "below the line": evaluated as not accurate ####

----

75FLE/SVE    Datum: HOF(A-)=-113.0/13.3 EIAE;EA(eV)=1.200 p:3

DaffH(AH)=  83.5/13.3 A-IN

From VOF3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vof-q.zz0]

CBS-QB3    |-113.9 |     |     | 1.583|       |-77.8  |    |     

M062X/Def2T|-99.2  |     |     | 1.557|       |-63.3  |    |     

++++++++++++++++++++++++++++++++

SO2..F-

FO2S  mw:82.961 Anion CAS: Z-22539-11-3 fg:481 cnt:104

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92SQU/       Datum: DaffH= 53.0/2.5 CIDT | HOF(A-)=-183.4/2.6 AfIN p:9

----

03LOB/CHE    Datum: DaffH= 53.8/2.2 CIDT p:8

----

80WAN/FRA #  Datum: HOF(A-)=<-142.3/6.3 EIAE p:6

DaffH(X..Y-)=>11.9/6.3 A-IN

From SO2F2. Reworked with modern thermochemical data.
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 36.9/2.0 IMRE p:4

DaffH(X..Y-)= 43.8/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 44-45 kcal/mol.

----

58REE/DIB #  Datum: HOF(A-)=-147.5/6.6 EIAE;EA(eV)=2.500 p:4

DaffH(AH)=  17.1/6.6 A-IN

From SO2F2. Reworked with modern thermochemical data.

----

78SUL/BEA2   Datum: HOF(A-)=-122.2/0.3 IMRB p:2

----

69PAG/GOO    Datum: EA=2.77 eV SI   [63.9 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [so2f.zcf]

W1U        |-184.4 | 53.2| 45.2| 26.6|-71.1  |-60.1  | 3.902

CBS-QB3    |-183.1 | 53.0| 45.1| 26.6|-71.1  |-59.0  | 3.891

G3MP2B3    |-179.4 | 51.0| 42.9| 27.0|-68.3  |-60.1  | 3.975

G3MP2B3+   |-178.9 | 50.5| 42.7| 26.3|-68.3  |-60.1  | 3.976

G4MP2      |-183.2 | 50.9| 42.8| 27.1|-70.3  |-62.0  | 3.871

M062X/Def2T|-174.1 | 64.7| 56.6| 27.2|-63.5  |-45.9  | 3.729

B3/6-311++G|-145.8 | 40.3| 42.8| 26.3|-33.7  |-61.5  | 4.253

++++++++++++++++++++++++++++++++

FSO3-

FO3S  mw:98.956 Anion CAS: Z-15181-47-2 fg:10 cnt:1018

HOF(A.)= -127.5/1.5  78BEN/      | BDE(A-H)= 104.6/2.5 R-AH          

HOF(AH)= -180.0/2.0  02BIN/MIL   |

DacidS=23.8/1.0 Stat |  S(A-)=68.8/2.2 Acid |  S(AH)=71.0/2.0  78BEN

----

92VIG/HEN    Datum: DacidG= 300.0/2.5 IMRB | HOF(A-)=-238.6/3.3 Acid p:7

DacidH(AH)= 307.1/2.5 G+TS EA(ev)= 4.818 DaffH(X..Y-)= 84.5/3.3 A-IN

Composite computational methods(18BAR/) put the acidity at 5 kcal/mol stronger.
###### the following are "below the line": evaluated as not accurate ####

----

05HAO/GIL    Datum: DaffH=<116.6/4.5 CIDT p:4

----

85LAR/MCM    Datum: DaffH= 78.0/10.0 IMRB p:4

DaffG(X..Y-)= 71.0/10.0 H-TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 79-81 kcal/mol.

----

86ADA/SMI    Datum: DacidH(AH)=<313.6/2.0 EIAE p:3

DacidG(AH)=<306.5/2.0 H-TS

From FSO3H (Appearnce energy 0 eV).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fso3.zaf]

W1U        |-244.0 |302.5|295.2| 5.318|-180.7 |-120.9 |24.4|111.9

CBS-QB3    |-242.5 |301.1|293.9| 5.302|-177.8 |-119.7 |24.2|110.2

G3MP2B3    |-235.8 |302.0|294.9| 5.389|-170.6 |-110.8 |23.8|111.9

G3MP2B3+   |-235.0 |302.4|295.1| 5.374|-170.1 |-110.4 |24.2|111.9

G4MP2      |-241.7 |302.8|295.6| 5.296|-177.2 |-118.9 |24.1|110.5

M062X/Def2T|-236.0 |301.9|294.7| 5.352|-173.2 |-112.3 |24.2|113.1

B3/6-311++G|-178.0 |297.7|290.5| 5.265|-108.4 |-55.9  |24.2|104.6

++++++++++++++++++++++++++++++++

PF-

FP  mw:49.973 Anion CAS: Z-11080-56-1 fg:8 cnt:9916

HOF(A.)= -12.5/5.0  02BIN/MIL    |
###### the following are "below the line": evaluated as not accurate ####

----

74HAR/RAN    Datum: HOF(A-)=39.4/4.6 EIAE p:2

Composite computational methods(18BAR/) place the .DELTA.fH at ca. -30 kcal/mol.

----

70MAC/THY2   Datum: HOF(A-)=<34.1/2.3 EIAE p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pf.zzf]

W1U        |-31.2  |369.3|363.1| 0.748|-34.7  |-14.0  |21.0|72.8 

CBS-QB3    |-29.9  |370.4|364.1|-16.01|-34.5  |-34.5  |21.0|52.1 

G3MP2B3    |-29.6  |370.6|364.4| 0.680|-33.0  |-13.9  |20.9|71.2 

G3MP2B3+   |-29.4  |370.5|364.3|      |-32.8  |       |20.9|     

G4MP2      |-30.5  |371.1|364.8| 0.720|-34.4  |-14.0  |20.9|72.6 

M062X/Def2T|-27.5  |373.5|367.3| 0.485|-36.4  |-16.4  |20.9|72.1 

B3/6-311++G|-30.6  |364.5|358.3| 0.981|-27.8  |-8.0   |20.9|71.9 

++++++++++++++++++++++++++++++++

FP2-

FP2  mw:80.946 Anion CAS: Z-141171-04-2 fg:9 cnt:2766

HOF(AH)= -48.0/7.0  92OHA/KRE    |

DacidS=26.0/2.0 Stat | 

----

92OHA/KRE    Datum: DacidG= 348.0/4.0 IMRB | HOF(A-)=-57.9/8.1 Acid p:8

DacidH(AH)= 355.8/4.0 G+TS DaffH(X..Y-)= 32.9/8.1 A-IN

Acidity between MeSH, H2S. Composite computational methods(18BAR/) indicate an acidity ca. 20 kcal/mol stronger.

----

92OHA/KRE    Datum: DaffH= 34.4/2.5 IMRB p:8

Fluoride affinity: Between H2S, MeSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fp2.zaf]

W1U        |-70.9  |336.7|329.1| 2.526|-41.7  |-12.7  |25.4|81.2 

CBS-QB3    |-72.0  |335.8|328.3| 2.551|-42.1  |-13.2  |25.2|81.0 

G3MP2B3    |-71.1  |336.0|328.5| 2.562|-39.9  |-12.0  |25.1|80.0 

G3MP2B3+   |-70.8  |336.1|328.5| 2.566|-39.7  |-11.7  |25.5|80.1 

G4MP2      |-72.1  |337.2|329.7| 2.502|-42.0  |-14.3  |25.1|79.8 

M062X/Def2T|-69.0  |340.0|332.4| 2.288|-44.2  |-16.2  |25.3|80.1 

B3/6-311++G|-61.0  |332.9|325.4| 2.634|-26.6  |-0.3   |25.5|78.5 

++++++++++++++++++++++++++++++++

Pb4F-

FPb4  mw:850.905 Anion CAS: Z-261373-80-2 fg:9 cnt:4809

----

00NEG/KAW    Datum: EA=2.38(22) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb5F-

FPb5  mw:1058.88 Anion CAS: Z-261373-81-3 fg:9 cnt:4810

----

00NEG/KAW    Datum: EA=1.86(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb6F-

FPb6  mw:1266.86 Anion CAS: Z-261373-82-4 fg:9 cnt:4811

----

00NEG/KAW    Datum: EA=1.51(17) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb7F-

FPb7  mw:1474.84 Anion CAS: Z-261373-83-5 fg:9 cnt:4812

----

00NEG/KAW    Datum: EA=1.64(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

FS-

FS  mw:50.971 Anion CAS: Z-31296-43-2 fg:8 cnt:87

HOF(A.)=   3.1/1.5  98JANAF      | BDE(A-H)= 86.2/2.5 R-AH           

HOF(AH)= -31.0/2.0 Est5          |

----

92POL/GIL    Datum: EA=2.285(6) eV LPES | HOF(A-)=-49.6/1.7 R-EA p:9

DacidH(AH)= 347.1/2.2 D-EA

DaffH(AH)=  56.4/1.6 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

98JANAF      Datum: EA=2.0 eV Est4 p:2

From trends in the electron affinities of SFx.

----

90LAN/ALM    Datum: EA=>4.1(5) eV Endo p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fs.zaf]

W1U        |-52.7  |344.5|338.2| 2.313|-31.4  |0.6    |21.0|84.0 

G3MP2B3    |-50.9  |345.1|338.9| 2.305|-28.9  |2.2    |21.0|83.2 

G3MP2B3+   |-50.9  |345.1|338.8| 2.309|-28.7  |2.3    |21.0|83.2 

G4MP2      |-51.9  |346.0|339.7| 2.273|-30.7  |0.5    |21.0|83.3 

M062X/Def2T|-47.7  |347.0|340.7| 2.079|-30.0  |0.2    |21.0|82.3 

B3/6-311++G|-48.7  |337.8|331.6| 2.509|-19.2  |9.1    |21.0|80.5 

++++++++++++++++++++++++++++++++

SiF-.

FSi  mw:46.976 Anion CAS: Z-11080-58-3 fg:8 cnt:1798

HOF(A.)=  -6.0/2.6  91GUR/VEY    |

----

96KAW/NEG    Datum: EA=0.81(2) eV LPES | HOF(A-)=-24.7/3.4 R-EA p:8

DaffH(AH)=  72.8/3.4 A-IN

Vertical Detachment Energy:0.81(5) eV.
###### the following are "below the line": evaluated as not accurate ####

----

86REE/MAN    Datum: EA=>1.1 eV IMRB p:3

Si- + WF6 -> SiF- + WF5.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sif-t.zaf]

W1U        |-34.7  |369.5|362.7| 0.839|-38.3  |-15.4  |22.8|75.0 

CBS-QB3    |-32.8  |371.2|364.4| 0.791|-38.3  |-14.6  |22.8|75.8 

G3MP2B3    |-34.4  |370.0|363.2| 0.849|-37.2  |-14.9  |22.8|74.4 

G3MP2B3+   |-34.2  |369.9|363.1| 0.852|-36.9  |-14.6  |22.8|74.4 

G4MP2      |-33.9  |371.4|364.6| 0.793|-38.1  |-15.7  |22.8|74.5 

M062X/Def2T|-27.9  |374.2|367.4| 0.539|-37.4  |-15.5  |22.8|74.0 

B3/6-311++G|-29.5  |364.9|358.1| 0.996|-27.1  |-6.5   |22.8|72.6 

++++++++++++++++++++++++++++++++

Si2F-.

FSi2  mw:74.953 Anion CAS: Z-358621-95-1 fg:9 cnt:4209

----

98KIS/NEG    Datum: EA=2.43(2) eV LPES p:8

----

96KAW/NEG    Datum: EA=1.99(28) eV LPES p:7

Vertical Detachment Energy:2.44(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2f.zaf]

W1U        |-13.1  |337.9|332.3| 2.319|14.9   |40.4   |18.7|77.6 

CBS-QB3    |-14.1  |337.1|330.3| 2.284|14.5   |38.4   |22.9|76.0 

G3MP2B3    |-15.4  |337.1|330.9| 2.595|14.7   |44.4   |20.7|81.9 

G3MP2B3+   |-15.4  |336.9|330.6| 2.627|14.9   |45.1   |21.1|82.4 

G4MP2      |-14.9  |338.2|331.4| 2.346|14.1   |39.2   |23.0|77.2 

M062X/Def2T|-8.4   |342.1|335.9| 2.106|14.1   |40.1   |21.1|78.1 

B3/6-311++G|4.5    |336.3|330.6| 2.230|35.5   |55.9   |19.2|72.5 

++++++++++++++++++++++++++++++++

Si3F-.

FSi3  mw:102.930 Anion CAS: Z-185009-28-3 fg:9 cnt:4210

----

96KAW/NEG    Datum: EA=2.23(7) eV LPES p:8

Vertical Detachment Energy:2.46(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si3f.zaf]

W1U        |-9.3   |     |     | 2.433|       |47.1   |    |     

CBS-QB3    |-9.2   |     |     | 2.425|       |46.9   |    |     

G3MP2B3    |-10.7  |     |     | 2.550|       |48.4   |    |     

G3MP2B3+   |-10.4  |     |     | 2.545|       |48.6   |    |     

G4MP2      |-11.1  |     |     | 2.496|       |46.7   |    |     

B3/6-311++G|17.8   |     |     | 2.495|       |75.7   |    |     

++++++++++++++++++++++++++++++++

Si4F-.

FSi4  mw:130.907 Anion CAS: Z-185009-38-5 fg:9 cnt:4211

----

96KAW/NEG    Datum: EA=2.57(18) eV LPES p:8

Vertical Detachment Energy:2.98(14) eV.

++++++++++++++++++++++++++++++++

Si5F-

FSi5  mw:158.884 Anion CAS: Z-185009-42-1 fg:9 cnt:1799

----

96KAW/NEG    Datum: EA=3.07(40) eV LPES p:8

Vertical Detachment Energy:3.57(12) eV.
###### the following are "below the line": evaluated as not accurate ####

----

86REE/MAN    Datum: EA=>1.2 eV IMRB p:4

Electron affinity > WF5.

++++++++++++++++++++++++++++++++

Si6F-.

FSi6  mw:186.861 Anion CAS: Z-185009-45-4 fg:9 cnt:4213

----

96KAW/NEG    Datum: EA=2.83(19) eV LPES p:8

Vertical Detachment Energy:2.83(19) eV.

++++++++++++++++++++++++++++++++

Si7F-.

FSi7  mw:214.837 Anion CAS: Z-185009-48-7 fg:9 cnt:4214

----

96KAW/NEG    Datum: EA=3.43(18) eV LPES p:8

Vertical Detachment Energy:4.11(18) eV.

++++++++++++++++++++++++++++++++

Si8F-.

FSi8  mw:242.814 Anion CAS: Z-185009-51-2 fg:9 cnt:4215

----

96KAW/NEG    Datum: EA=2.88(17) eV LPES p:8

Vertical Detachment Energy:3.22(23) eV.

++++++++++++++++++++++++++++++++

Si9F-.

FSi9  mw:270.791 Anion CAS: Z-185009-53-4 fg:9 cnt:4216

----

96KAW/NEG    Datum: EA=3.33(15) eV LPES p:8

++++++++++++++++++++++++++++++++

Si10F-.

FSi10  mw:298.768 Anion CAS: Z-185009-56-7 fg:9 cnt:4217

----

96KAW/NEG    Datum: EA=3.74(23) eV LPES p:8

++++++++++++++++++++++++++++++++

Si11F-.

FSi11  mw:326.745 Anion CAS: Z-185009-58-9 fg:9 cnt:4218

----

96KAW/NEG    Datum: EA=2.99(19) eV LPES p:8

Vertical Detachment Energy:3.55(23) eV.

++++++++++++++++++++++++++++++++

TiSi16F-

FSi16Ti  mw:514.578 fg:10 cnt:7334

----

07KOY/ATO    Datum: EA=3.23(32) eV LPES p:8

++++++++++++++++++++++++++++++++

Xe..F-

FXe  mw:150.903 Anion CAS: Z-71148-19-1 fg:481 cnt:1489

HOF(solv)=0.0 Defn

----

07WAD/KIK    Datum: DaffG= 1.5/0.3 TDAs | HOF(A-)=-65.7/0.7 AfIN p:8

DaffH(X..Y-)= 6.3/0.3 TDAs

----

79DEV/WIJ2   Datum: DaffH= 6.5/0.9 Mobl | HOF(A-)=-65.9/1.1 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [xef.zc0]

M062X/Def2T|-55.2  |  9.3|  4.8| 14.9|       |-45.9  | 3.073

++++++++++++++++++++++++++++++++

(Xe)2..F-

FXe2  mw:282.807 fg:481 cnt:6943

HOF(solv)=0.0 Defn

----

07WAD/KIK    Datum: DaffG= 0.1/0.3 TDAs | HOF(A-)=-70.9/0.8 AfIN p:8

DaffH(X..Y-)= 5.2/0.3 TDAs

++++++++++++++++++++++++++++++++

(Xe)3..F-

FXe3  mw:414.711 fg:481 cnt:6944

HOF(solv)=0.0 Defn

----

07WAD/KIK    Datum: DaffG= -0.7/0.4 TDAs | HOF(A-)=-75.9/0.9 AfIN p:8

DaffH(X..Y-)= 5.0/0.4 TDAs

++++++++++++++++++++++++++++++++

ZnF-.

FZn  mw:82.928 Anion CAS: Z-357397-24-1 fg:8 cnt:5098

----

01MOR/KLO    Datum: EA=1.974(8) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [znf-s.za0]

CBS-QB3    |-65.9  |     |     | 1.942|       |-21.2  |    |     

M062X/Def2T|-60.6  |     |     | 1.740|       |-20.5  |    |     

B3/6-311++G|-64.6  |     |     | 2.133|       |-15.5  |    |     

++++++++++++++++++++++++++++++++

F2-

F2  mw:37.997 Anion CAS: Z-12184-85-9 fg:2 cnt:236

HOF(A.)= 0.0 Defn            |

----

95WEN/SQU    Datum: DaffH= 28.8/1.6 CIDT | HOF(A-)=-69.3/1.7 AfIN p:8

EA(eV)= 3.010

Electron affinity fixed at 0K value, not 298K of heat of formation.

----

00ART/NIZ    Datum: EA=3.12(7) eV CIDC | HOF(A-)=-71.9/6.5 R-EA p:6

DaffH(AH)=  31.5/6.5 A-IN

----

81AYA/WEN    Datum: EA=3.08 eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

74HAR/FRA    Datum: EA=2.94(20) eV EIAE p:4

From NF3.

----

71DEC/FRA #  Datum: HOF(A-)=<-10.3/5.0 EIAE p:4

EA(eV)= 0.446

From BF3. Reworked with modern thermochemistry.

----

80WAN/FRA #  Datum: EA=3.17 eV EIAE [73.0 kcal] p:3

From SO2F2. Reworked with modern thermochemical data.

----

72THY/       Datum: HOF(A-)=<-62.7/6.6 EIAE p:3

EA(eV)= 2.719 DaffH(X..Y-)=>22.2/6.6 A-IN

From CF2O.

----

71CHU/BER    Datum: EA=3.08(10) eV Endo p:3

----

58REE/DIB #  Datum: HOF(A-)=-46.1/6.6 EIAE p:3

EA(eV)= 1.999 DaffH(X..Y-)= 5.6/6.6 A-IN

From SO2F2. Reworked with modern thermochemical data.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2.zzf]

W1U        |-69.3  |     |     | 3.011|       |-0.1   |    |     

CBS-QB3    |-69.8  |     |     | 2.998|       |-0.9   |    |     

G3MP2B3    |-64.9  |     |     | 2.885|       |1.4    |    |     

G3MP2B3+   |-64.7  |     |     | 2.875|       |1.3    |    |     

G4MP2      |-66.2  |     |     | 2.922|       |1.0    |    |     

M062X/Def2T|-63.6  |     |     | 2.957|       |4.4    |    |     

B3/6-311++G|-84.6  |     |     | 3.962|       |6.6    |    |     

++++++++++++++++++++++++++++++++

FeF2-.

F2Fe  mw:93.932 Anion CAS: N-7789-28-8 fg:8 cnt:2194

HOF(A.)= -109.7/4.5  88BOR/BOL   |

----

88BOR/BOL    Datum: EA=< 2.69 eV TDEq [62.1 kcal] | HOF(A-)=<-171.8/4.5 R-EA p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fef2-6.za0]

CBS-QB3    |-109.3 |     |     |-0.013|       |-109.9 |    |     

M062X/Def2T|-136.4 |     |     | 0.236|       |-131.1 |    |     

B3/6-311++G|-129.8 |     |     | 0.749|       |-112.5 |    |     

++++++++++++++++++++++++++++++++

GeF2-.

F2Ge  mw:111.919 Anion CAS: Z-187521-88-6 fg:8 cnt:173

HOF(A.)= -127.6/1.9  19BEC/WAL   |
###### the following are "below the line": evaluated as not accurate ####

----

72HAR/CRA #  Datum: HOF(A-)=<-132.0/10.5 EIAE p:4

DaffH(X..Y-)=>55.7/10.5 A-IN

From GeF4; reworked with modern thermochemistry. Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.67-0.77 eV, and a .DELTA.fH(A-) of ca. -145 to -150 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gef2-d.zaf]

CBS-QB3    |-147.4 |     |     | 0.766|       |-129.9 |    |     

G3MP2B3    |-143.4 |     |     | 0.766|       |-125.8 |    |     

G3MP2B3+   |-145.5 |     |     | 0.788|       |-127.5 |    |     

G4MP2      |-145.8 |     |     | 0.793|       |-127.6 |    |     

M062X/Def2T|-141.3 |     |     | 0.541|       |-129.0 |    |     

B3/6-311++G|-140.9 |     |     | 1.041|       |-117.0 |    |     

++++++++++++++++++++++++++++++++

Ge2F2-.

F2Ge2  mw:185.840 Anion CAS: Z-425404-12-2 fg:9 cnt:5476

----

97NEG/KAW    Datum: EA=1.84(33) eV LPES p:8

Vertical Detachment Energy:2.24(20) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fgegef.zzf]

CBS-QB3    |-115.0 |     |     | 1.849|       |-72.6  |    |     

G3MP2B3    |-105.9 |     |     | 1.858|       |-63.3  |    |     

G3MP2B3+   |-110.1 |     |     | 1.863|       |-67.5  |    |     

G4MP2      |-107.9 |     |     | 1.918|       |-63.8  |    |     

M062X/Def2T|-103.6 |     |     | 1.632|       |-66.2  |    |     

B3/6-311++G|-103.6 |     |     | 1.969|       |-58.5  |    |     

++++++++++++++++++++++++++++++++

FH..F-

F2H  mw:39.005 Anion CAS: Z-18130-74-0 fg:481 cnt:985

HOF(solv)= -65.2/0.2 neut 98JANAF  

----

95WEN/SQU    Datum: DaffH= 45.8/1.6 CIDT | HOF(A-)=-170.4/1.7 AfIN p:9
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 32.0/2.0 IMRE p:4

DaffH(X..Y-)= 38.6/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 35-37 kcal/mol.

----

85HEN/ILL    Datum: HOF(A-)=<-159.1/7.9 EIAE p:3

DaffH(X..Y-)=>34.5/7.9 A-IN

From CHF=CHF. Outdated HC2. thermo used. Current value (94BER/ELL) implies .DELTA.affH > 57 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [fhf.zcf]

W1U        |-172.5 | 46.3| 35.3| 36.8|-66.1  |-60.1  | 5.430

CBS-QB3    |-172.4 | 47.3| 36.3| 36.9|-66.1  |-59.0  |      

G3MP2B3    |-171.4 | 45.8| 35.6| 34.4|-65.5  |-60.1  | 5.481

G3MP2B3+   |-170.0 | 44.5| 36.9| 25.4|-65.5  |-60.1  | 5.311

G4MP2      |-170.9 | 43.3| 35.7| 25.5|-65.6  |-62.0  | 5.425

M062X/Def2T|-161.5 | 53.9| 46.3| 25.5|-61.8  |-45.9  | 5.031

B3/6-311++G|-170.8 | 36.8| 39.6| 25.4|-62.1  |-61.5  | 5.386

++++++++++++++++++++++++++++++++

F2PONH-

F2HNOP  mw:99.977 Anion CAS: A-15391-51-2 fg:41 cnt:115

----

78SUL/BEA    Datum: HOF(A-)=<-258.0 IMRB p:6

NH2- + OPF3 -> HNOPF2- ; HNOPF2- + OPF3 -> (F3PO)2N- + HF.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2ponh.zaf]

W1U        |-267.8 |342.5|335.6|      |-244.5 |       |23.2|     

CBS-QB3    |-266.8 |342.0|335.0| 3.781|-243.1 |-179.6 |23.4|115.7

G3MP2B3    |-261.6 |341.8|334.7| 3.759|-236.2 |-174.7 |23.7|113.5

G3MP2B3+   |-260.8 |342.1|335.1| 3.746|-235.7 |-174.3 |23.7|113.5

G4MP2      |-265.7 |342.0|335.0| 3.674|-240.6 |-180.9 |23.5|111.8

M062X/Def2T|-264.1 |342.6|336.0| 3.666|-242.0 |-179.4 |22.3|114.7

B3/6-311++G|-226.0 |336.7|329.7| 3.864|-195.4 |-136.7 |23.7|110.8

++++++++++++++++++++++++++++++++

HNPF2-

F2HNP  mw:83.982 Anion CAS: Z-154277-81-3 fg:50 cnt:106

----

78SUL/BEA    Datum: HOF(A-)=<-133.0 IMRB p:5

NH2- + PF3 ->. Composite computational methods(18BAR/) indicate a .DELTA.fH(A- around -170 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2pnh.zaf]

W1U        |-175.1 |354.8|347.4| 2.786|-164.0 |-111.0 |24.6|105.1

CBS-QB3    |-173.3 |354.5|346.9| 2.783|-162.0 |-109.3 |25.4|104.8

G3MP2B3    |-171.4 |353.7|346.3| 2.905|-157.9 |-104.4 |25.0|105.6

G3MP2B3+   |-170.7 |353.8|346.4| 2.906|-157.2 |-103.8 |24.9|105.6

G4MP2      |-174.6 |353.9|346.7| 2.783|-161.4 |-110.5 |24.4|103.0

M062X/Def2T|-169.8 |358.9|351.9| 2.568|-164.0 |-110.7 |23.2|105.4

B3/6-311++G|-154.0 |351.4|344.0| 2.986|-138.1 |-85.2  |24.8|105.0

++++++++++++++++++++++++++++++++

(HF)2-.

F2H2  mw:40.013 Anion CAS: Z-63311-10-4 fg:9 cnt:4576

HOF(A.)= -136.9/0.8  02BIN/MIL   |

HOF(solv)= -65.2/0.2 neut 98JANAF  

----

97HEN/DEC    Datum: EA=0.063(3) eV LPES p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hfhf.zaf]

CBS-QB3    |-118.1 | 33.8| 26.5| 24.5|-66.1  |-18.3  |-0.729

G3MP2B3    |-119.0 | 36.5| 29.1| 24.8|-65.5  |-17.0  |-0.573

++++++++++++++++++++++++++++++++

KF..F-

F2K  mw:76.961 Anion CAS: Z-50417-32-8 fg:481 cnt:204

HOF(solv)= -77.8/0.1 neut 82WAG/EVA

----

81NIK/SID *  Datum: DaffH= 53.5/0.8 TDAs | HOF(A-)=-191.2/2.7 AfIN p:7

----

80SID/NIK *  Datum: DaffH= 47.9/1.0 TDEq p:7

Fluoride Affinity:1100K, .DELTA.fH(KF2-):298K.
###### the following are "below the line": evaluated as not accurate ####

----

79GUS/GOR *  Datum: HOF(A-)=<-190.5/5.0 TDAs p:4

DaffH(X..Y-)=>53.3/5.0 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [kf2#.zcf]

G3MP2B3    |-184.9 | 49.4| 43.2| 20.7|-75.3  |-60.1  

B3/6-311++G|-185.9 |     |     |     |       |       

++++++++++++++++++++++++++++++++

MnF2-.

F2Mn  mw:92.935 Anion CAS: Z-1318262-01-9 fg:8 cnt:166

HOF(A.)= -127.0/7.0  72EHL/HSI   |

----

82SID/GUB *  Datum: EA=4.358(155) eV TDEq [420.5(150) kJ] | HOF(A-)=-227.5/7.8 R-EA p:7

++++++++++++++++++++++++++++++++

NF2-

F2N  mw:52.000 Anion CAS: Z-37366-64-6 fg:8 cnt:666

HOF(A.)=   8.2/1.2  89GUR/VEY    | BDE(A-H)= 77.8/2.7 R-AH           

HOF(AH)= -17.4/2.4  89GUR/VEY    |

DacidS=26.0/2.0 Stat |  S(A-)=60.4/2.2 Acid |  S(AH)=60.4/1.0  89GUR/VEY

----

81KOP/PIK    Datum: DacidG= 352.2/2.0 IMRE | HOF(A-)=-23.2/3.2 Acid p:7

DacidH(AH)= 360.0/2.1 G+TS EA(ev)= 1.363

This acidity is 11 kcal/mol stronger than the authors' later(94KOP/TAF) value, but agrees with a wide range of composite computational methods(18BAR/) much better. The acidity of HNF2 is not well known therefore.

----

94KOP/TAF    Datum: DacidG= 363.3/2.0 IMRE p:5

DacidH(AH)= 371.1/2.1 G+TS EA(ev)= 0.882

Experimental .DELTA.fH(F2NH) from 89GUR/VEY, is used. It agrees far better with values from composite computational methods(18BAR/).
###### the following are "below the line": evaluated as not accurate ####

----

97RUC/LEH    Datum: EA=1.1(1) eV EIAE p:4

DacidH(AH)= 366.0/3.3 D-EA

----

74HAR/FRA    Datum: HOF(A-)=-29.5/7.5 EIAE;EA(eV)=1.680 p:4

DacidH(AH)= 352.6/5.5 D-EA

From NF3.

----

79DUD/BAL    Datum: HOF(A-)=<-10.7/4.6 EIAE;EA(eV)=0.700 p:3

From NF3.

----

78DUD/BAL    Datum: EA=>0.41(15) eV EIAE p:3

From N2F4.

----

69PAG/GOO    Datum: EA=3.00 eV SI   [69.1 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nf2.zaf]

W1U        |-18.2  |363.2|355.6| 1.113|-15.5  |7.3    |25.4|74.9 

CBS-QB3    |-19.5  |362.9|355.4| 1.102|-16.7  |5.7    |25.4|74.5 

G3MP2B3    |-17.4  |364.2|356.6| 1.075|-14.4  |7.2    |25.3|73.7 

G3MP2B3+   |-17.4  |364.1|356.5| 1.076|-14.3  |7.2    |25.4|73.6 

G4MP2      |-17.4  |364.1|356.6| 1.054|-14.3  |6.8    |25.3|73.2 

M062X/Def2T|-13.8  |364.9|357.4| 0.907|-14.1  |6.9    |25.2|73.1 

B3/6-311++G|-22.7  |356.2|348.7| 1.329|-11.7  |7.7    |25.4|71.6 

++++++++++++++++++++++++++++++++

ONPF2-.

F2NOP  mw:98.969 Anion CAS: N-1207894-86-7 fg:21 cnt:270

----

78SUL/BEA    Datum: HOF(A-)=<-139.0 IMRB p:5

HNO- + PF3 -> NOPF2- + HF. Composite computational methods(18BAR/) put .DELTA.fH(A- at ca. -151 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2pno.zzf]

W1U        |-157.1 |     |     | 1.953|       |-112.0 |    |     

CBS-QB3    |-157.0 |     |     | 1.968|       |-111.4 |    |     

G3MP2B3    |-152.4 |     |     | 1.919|       |-108.0 |    |     

G3MP2B3+   |-151.1 |     |     | 1.907|       |-107.1 |    |     

G4MP2      |-157.2 |     |     | 1.980|       |-111.4 |    |     

M062X/Def2T|-155.8 |     |     | 1.862|       |-112.7 |    |     

B3/6-311++G|-138.5 |     |     | 2.269|       |-86.1  |    |     

++++++++++++++++++++++++++++++++

(FSO2)2N-

F2NO4S2  mw:179.924 Anion CAS: Z-44821-49-0 fg:21 cnt:8650 BDE(A-H)= 119.2/3.2 D-EA          

DacidS=23.0/3.0 Calc | 

----

25LEE/KAL    Datum: DacidG= 285.3/2.0 IMRE p:8

DacidH(AH)= 292.2/2.2 G+TS

----

25JIA/CAO    Datum: EA=6.10(2) eV LPES p:8

Vertical Detachment Energy: 6.80(10) eV.

----

14ZHA/SON    Datum: DacidG= 283.1/2.0 IMRE p:8

DacidH(AH)= 290.0/2.2 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fso22ngg.zaf]

W1U        |-318.3 |295.2|288.2|      |-247.6 |       |23.4|     

CBS-QB3    |-315.6 |293.7|286.9| 5.787|-243.5 |-181.8 |22.7|113.8

G3MP2B3    |-303.4 |294.1|287.6| 5.772|-230.3 |-170.0 |21.7|112.4

G3MP2B3+   |-302.0 |294.6|288.1| 5.742|-229.4 |-169.3 |21.7|112.2

G4MP2      |-314.4 |295.1|288.3| 5.584|-242.3 |-185.3 |22.7|109.1

M062X/Def2T|-306.7 |292.4|285.5| 5.858|-234.5 |-171.3 |23.2|115.3

B3/6-311++G|-194.1 |289.7|283.2| 5.788|-116.5 |-60.3  |21.6|108.3

++++++++++++++++++++++++++++++++

(NaF)2-.

F2Na2  mw:83.977 Anion CAS: Z-585533-96-6 fg:9 cnt:2729

HOF(A.)= -202.3/3.0  02BIN/MIL   |

----

90MIL/LIN    Datum: EA=<1.3 eV LPES | HOF(A-)=>-232.3/3.0 R-EA p:7

Vertical Detachment Energy:>2.3 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na2f2.zzf]

W1U        |-197.4 |     |     | 0.085|       |-195.6 |    |     

G3MP2B3    |-195.9 |     |     | 0.164|       |-192.3 |    |     

G3MP2B3+   |-197.7 |     |     | 0.128|       |-194.9 |    |     

B3/6-311++G|-193.6 |     |     | 0.239|       |-188.2 |    |     

++++++++++++++++++++++++++++++++

F2PO-

F2OP  mw:84.966 Anion CAS: Z-95357-81-6 fg:10 cnt:107

----

87LAR/MCM2   Datum: DaffH= 56.0/5.0 IMRB p:7

DaffG(X..Y-)= 48.8/5.0 H-TS

Fluoride Affinity: between BEt3, SiF4. These relative affinities are ca. 10 kcal/mol weaker than threshold values (see 95WEN/SQU)for donors >27 kcal/mol in free energy. Composite computations(18BAR/) indicate a .DELTA.affH of 71 to 77 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

78SUL/BEA    Datum: HOF(A-)=<-230.0 IMRB p:4

HNO- + OPF3 ->.

----

71RHY/DIL #  Datum: HOF(A-)=<-110.6 EIAE;EA(eV)=3.068 p:2

From F3PO. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2po.zaf]

W1U        |-253.8 |335.0|326.9| 3.301|-222.9 |-177.8 |27.0|97.2 

CBS-QB3    |-252.4 |335.5|327.3| 3.257|-222.1 |-177.4 |27.4|96.8 

G3MP2B3    |-249.3 |333.8|325.9| 3.343|-216.0 |-172.3 |26.8|95.7 

G3MP2B3+   |-248.4 |334.2|326.1| 3.331|-215.5 |-171.8 |27.2|95.8 

G4MP2      |-252.6 |334.6|326.6| 3.251|-220.0 |-177.7 |26.8|94.4 

M062X/Def2T|-249.0 |335.8|327.8| 3.101|-220.1 |-177.6 |26.8|94.6 

B3/6-311++G|-227.4 |318.9|310.8| 3.706|-179.0 |-142.1 |27.1|89.1 

++++++++++++++++++++++++++++++++

F2POS-

F2OPS  mw:116.938 Anion CAS: Z-37038-28-1 fg:21 cnt:127

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

78SUL/BEA    Datum: HOF(A-)=<-247.0 IMRB p:3

HS- + OPF3 ->. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) around -287 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2pos.zaf]

W1U        |-287.2 |309.6|302.3| 4.188|-231.0 |-190.5 |24.3|92.6 

CBS-QB3    |-287.3 |     |     | 4.227|       |-189.8 |    |     

G3MP2B3    |-281.3 |309.7|302.6| 4.215|-223.8 |-184.0 |23.7|91.9 

G3MP2B3+   |-280.6 |309.9|302.7| 4.206|-223.2 |-183.5 |24.2|91.9 

G4MP2      |-285.3 |     |     | 4.116|       |-190.3 |    |     

M062X/Def2T|-284.8 |     |     | 4.123|       |-189.6 |    |     

B3/6-311++G|-240.5 |     |     | 4.269|       |-141.9 |    |     

++++++++++++++++++++++++++++++++

F2SO-.

F2OS  mw:85.964 Anion CAS: Z-93241-36-2 fg:10 cnt:7466

HOF(A.)= -132.0/5.0  76BEN/      |

----

02ARN/MIL    Datum: EA=0.775(325) eV IMRB | HOF(A-)=-149.9/9.0 R-EA p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2so.zzf]

W1U        |-166.6 |310.0|302.1| 1.054|-110.7 |-142.8 |26.6|20.0 

CBS-QB3    |-165.9 |307.2|299.4| 1.210|-107.4 |-138.5 |26.3|21.0 

G3MP2B3    |-162.3 |308.9|301.2| 1.177|-103.9 |-135.6 |25.7|20.4 

G3MP2B3+   |-162.4 |308.3|300.3| 1.223|-103.6 |-134.8 |26.8|20.9 

G4MP2      |-166.4 |309.2|301.5| 1.122|-108.4 |-141.0 |26.0|19.5 

M062X/Def2T|-158.6 |312.6|305.3| 0.961|-106.6 |-137.0 |24.7|21.6 

B3/6-311++G|-149.3 |301.2|293.6| 2.260|-83.2  |-97.8  |25.3|37.5 

++++++++++++++++++++++++++++++++

VOF2-

F2OV  mw:104.936 Anion CAS: N-13814-83-0 fg:10 cnt:1161

HOF(A.)= -159.1/11.5  75FLE/SVE  |
###### the following are "below the line": evaluated as not accurate ####

----

75FLE/SVE    Datum: HOF(A-)=-221.0/11.5 EIAE;EA(eV)=2.800 p:3

From VOF3.

++++++++++++++++++++++++++++++++

F2PO2-

F2O2P  mw:100.961 Anion CAS: Z-20410-46-2 fg:10 cnt:116

DacidS=24.6/2.0 Stat | 

----

89MAV/MIL *  Datum: HOF(A-)=-316.4/11.4 TDEq p:8

DaffH(X..Y-)= 83.9/11.4 A-IN

From PO2- + 2 VF5- <=> F2PO2- + 2 VF4-. .DELTA.fH at 0K. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of -340 to -346 kcal/mol.

----

87LAR/MCM2   Datum: DaffH= 90.0/2.0 IMRB | HOF(A-)=-322.4/2.9 AfIN p:7

DaffG(X..Y-)= 83.0/2.0 H-TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 103-105 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

78SUL/BEA    Datum: HOF(A-)=<-279.0/8.9 IMRB p:3

DaffH(X..Y-)=>46.6/8.9 A-IN

HO- or EtO- + OPF3 ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2po2.zaf]

W1U        |-346.4 |313.5|306.3| 5.175|-294.1 |-227.0 |24.0|119.2

CBS-QB3    |-346.3 |314.1|307.1| 5.192|-294.7 |-226.5 |23.3|120.3

G3MP2B3    |-339.8 |313.1|306.1| 5.228|-285.7 |-219.0 |23.5|118.8

G3MP2B3+   |-339.1 |313.4|306.2| 5.217|-285.2 |-218.6 |24.0|118.7

G4MP2      |-344.0 |313.8|306.8| 5.130|-290.6 |-225.5 |23.6|117.2

M062X/Def2T|-343.0 |313.5|306.4| 5.079|-291.9 |-225.7 |23.9|118.3

B3/6-311++G|-296.8 |307.5|300.4| 5.099|-237.1 |-179.1 |24.0|110.1

++++++++++++++++++++++++++++++++

SO2F2-.

F2O2S  mw:101.959 Anion CAS: Z-12769-73-2 fg:10 cnt:274

HOF(A.)= -181.6/2.4  89GUR/VEY   |

----

02ARN/MIL    Datum: EA=0.775(325) eV IMRB | HOF(A-)=-199.5/7.9 R-EA p:7

DaffH(AH)=  105.1 A-IN

----

02ARN/MIL    Datum: DaffH= 53.0/10.0 IMRB p:7
###### the following are "below the line": evaluated as not accurate ####

----

78GAL/FAI    Datum: EA=<3.08 eV IMRB p:3

Electron affinity: < F2. Composite computational methods(18BAR/) indicate electron affinity ca. 1.24 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f2so2.zzf]

W1U        |-208.2 |     |     | 1.075|       |-184.1 |    |     

CBS-QB3    |-208.0 |     |     | 1.242|       |-180.0 |    |     

G3MP2B3    |-201.4 |     |     | 1.248|       |-173.3 |    |     

G3MP2B3+   |-200.6 |     |     | 1.249|       |-172.6 |    |     

G4MP2      |-208.2 |     |     | 1.191|       |-181.4 |    |     

M062X/Def2T|-199.9 |     |     | 1.025|       |-176.9 |    |     

B3/6-311++G|-169.6 |     |     | 2.592|       |-110.6 |    |     

++++++++++++++++++++++++++++++++

UO2F2-.

F2O2U  mw:308.038 Anion CAS: Z-1233970-54-1 fg:10 cnt:1572
###### the following are "below the line": evaluated as not accurate ####

----

84GOR/PYA    Datum: EA=3.36(52) eV TDEq [324.(50) kJ] p:4

Given: 324(50) kJ/mol.

++++++++++++++++++++++++++++++++

PF2-

F2P  mw:68.971 Anion CAS: Z-37366-68-0 fg:8 cnt:99

HOF(A.)= -116.7/5.0  02BIN/MIL   |

HOF(AH)= -138.0/2.0 Est5         |
###### the following are "below the line": evaluated as not accurate ####

----

72THY/       Datum: EA=1.6(5) eV EIAE p:2

From PF2NCS.  Composite computational methods(18BAR/) indicate an electron affinity of ca. 0.74 eV and a .DELTA.fH(A-) of -128 to -133 kcal/mol.

----

70MAC/THY2   Datum: HOF(A-)=<-10.3/2.3 EIAE p:2

From PF3.

----

98JANAF      Datum: EA=1.5 eV Est4 p:1

Composite computational methods(18BAR/) indicate an electron affinity of ca. 17 kcal/mol.

----

74HAR/RAN    Datum: HOF(A-)=<-9.8/4.6 EIAE p:1

----

69PAG/GOO    Datum: EA=> 1.60(5) eV SI   [36.9(11) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pf2.zaf]

W1U        |-132.6 |372.4|364.9| 0.742|-139.2 |-115.6 |25.3|75.6 

CBS-QB3    |-130.8 |373.1|365.5| 0.726|-138.2 |-114.2 |25.5|76.1 

G3MP2B3    |-128.6 |373.3|365.8| 0.741|-134.7 |-111.6 |25.2|75.2 

G3MP2B3+   |-128.4 |372.9|365.4| 0.756|-134.1 |-111.1 |25.2|75.2 

G4MP2      |-131.6 |373.3|365.8| 0.714|-137.7 |-115.2 |25.2|74.6 

M062X/Def2T|-129.0 |375.0|367.5| 0.504|-139.4 |-117.5 |25.2|73.9 

B3/6-311++G|-122.5 |362.2|354.8| 1.084|-117.5 |-97.6  |25.2|72.0 

++++++++++++++++++++++++++++++++

F2PS-

F2PS  mw:100.943 Anion CAS: Z-95142-45-3 fg:56 cnt:918

HOF(A.)= -135.3/47.7             |

HOF(solv)= -41.2/15.0  98JANAF     
###### the following are "below the line": evaluated as not accurate ####

----

87LAR/MCM2   Datum: DaffH= 62.0/5.0 IMRB p:4

DaffG(X..Y-)= 56.0/5.0 H-TS

These relative affinities are ca. 10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computations(18BAR/) indicate a .DELTA.affG of ca. 65-68 kcal/mol, and .DELTA.fH(FPS) ca. -61 kcal/mol.

----

71RHY/DIL #  Datum: HOF(A-)=-232.2 EIAE;EA(eV)=4.467 p:3

From PF3S. Reworked with modern neutral thermochemistry. Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.2-3.3 eV. The HOF(FPS) in JANAF seriously disagrees with computational values(ca. -120 kcal/mol).

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [f2ps.zcf]

W1U        |-197.0 | 76.3| 67.8| 28.6|-60.6  |-60.1  | 3.230

G3MP2B3    |-193.0 | 73.9| 65.4| 28.5|-59.0  |-60.1  | 3.291

G3MP2B3+   |-192.2 | 73.5| 65.1| 28.2|-58.6  |-60.1  | 3.292

G4MP2      |-196.1 | 73.0| 64.4| 28.7|-61.1  |-62.0  | 3.180

M062X/Def2T|-194.4 | 87.1| 78.6| 28.7|-61.3  |-45.9  | 3.041

B3/6-311++G|-172.1 | 59.9| 61.9| 28.2|-40.3  |-61.5  | 3.502

++++++++++++++++++++++++++++++++

SF2-.

F2S  mw:69.969 Anion CAS: Z-74930-83-9 fg:8 cnt:2366

HOF(A.)= -70.1/2.4  89GUR/VEY    |

----

95MIL/MIL    Datum: EA=0.9(7) eV IMRB | HOF(A-)=-90.8/16.3 R-EA p:6
###### the following are "below the line": evaluated as not accurate ####

----

90LAN/ALM    Datum: EA=>3.1(5) eV Endo p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sf2.zzf]

W1U        |-104.6 |     |     | 1.450|       |-71.7  |    |     

CBS-QB3    |-102.7 |     |     | 1.494|       |-68.8  |    |     

G3MP2B3    |-101.3 |     |     | 1.523|       |-66.6  |    |     

G3MP2B3+   |-102.0 |     |     | 1.573|       |-66.3  |    |     

G4MP2      |-104.0 |     |     | 1.473|       |-70.4  |    |     

M062X/Def2T|-97.7  |     |     | 1.193|       |-70.6  |    |     

B3/6-311++G|-102.4 |     |     | 2.336|       |-49.0  |    |     

++++++++++++++++++++++++++++++++

SiF2-.

F2Si  mw:65.974 Anion CAS: Z-145089-80-1 fg:8 cnt:4208

HOF(A.)= -141.7/4.8  91GUR/VEY   |

----

96KAW/NEG    Datum: EA=0.10(10) eV LPES | HOF(A-)=-144.0/5.3 R-EA p:8

Vertical Detachment Energy:0.68(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sif2-d.zaf]

W1U        |-158.4 |349.9|342.6| 0.247|-142.5 |-152.9 |24.7|41.8 

CBS-QB3    |-156.5 |351.0|343.6| 0.198|-141.7 |-152.1 |24.7|41.8 

G3MP2B3    |-155.5 |351.2|343.9| 0.232|-139.5 |-150.3 |24.6|41.4 

G3MP2B3+   |-155.1 |351.2|343.9| 0.239|-139.1 |-149.7 |24.7|41.5 

G4MP2      |-158.4 |351.1|343.8| 0.276|-142.3 |-152.1 |24.5|42.3 

M062X/Def2T|-151.9 |355.5|348.2| 0.015|-142.7 |-151.6 |24.6|43.2 

B3/6-311++G|-145.2 |342.0|334.7| 0.633|-119.9 |-130.7 |24.7|41.3 

++++++++++++++++++++++++++++++++

Si2F2-.

F2Si2  mw:93.951 Anion CAS: Z-358621-96-2 fg:9 cnt:7489

----

97KAY/KAW    Datum: EA=1.96(18) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fsisif.zzf]

W1U        |-114.8 |     |     | 2.080|       |-66.6  |    |     

CBS-QB3    |-114.1 |     |     | 2.096|       |-65.5  |    |     

G3MP2B3    |-113.5 |     |     | 2.136|       |-64.0  |    |     

G3MP2B3+   |-112.0 |     |     | 2.080|       |-63.8  |    |     

G4MP2      |-116.2 |     |     | 2.239|       |-64.4  |    |     

M062X/Def2T|-110.2 |     |     | 1.860|       |-67.0  |    |     

B3/6-311++G|-97.2  |     |     | 2.287|       |-44.2  |    |     

++++++++++++++++++++++++++++++++

UF2-

F2U  mw:276.048 Anion CAS: Z-69155-10-8 fg:8 cnt:10633

HOF(A.)= -126.9/5.0  82WAG/EVA   |

----

13LI_/HU     Datum: EA=1.16(3) eV LPES p:8

Vertical Detachment Energy:1.18(3) eV.

++++++++++++++++++++++++++++++++

VF2-.

F2V  mw:88.941 Anion CAS: Z-1256838-82-0 fg:8 cnt:1162

HOF(A.)= -158.8/16.3             |
###### the following are "below the line": evaluated as not accurate ####

----

75FLE/SVE    Datum: HOF(A-)=-168.0/11.5 EIAE;EA(eV)=0.400 p:3

From VOF3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vf2-t.za0]

CBS-QB3    |-136.6 |     |     | 0.782|       |-118.5 |    |     

M062X/Def2T|-130.6 |     |     | 0.892|       |-110.1 |    |     

B3/6-311++G|-131.7 |     |     | 1.012|       |-108.3 |    |     

++++++++++++++++++++++++++++++++

F3-

F3  mw:56.996 Anion CAS: Z-25730-99-8 fg:2 cnt:5106

HOF(solv)=0.0 Defn

----

00ART/NIZ    Datum: DaffH= 23.3/2.5 CIDT | HOF(A-)=-82.7/2.6 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [f3#.zcf]

W1U        |-83.9  | 23.7| 15.2| 28.5|-0.1   |-60.1  | 6.190

G3MP2B3    |-81.0  | 22.3| 14.7| 25.5|1.4    |-60.1  | 5.567

G3MP2B3+   |-81.1  | 22.3| 14.9| 25.0|1.3    |-60.1  | 5.540

G4MP2      |-82.8  | 21.8| 14.2| 25.5|1.0    |-62.0  |      

M062X/Def2T|-62.0  | 20.5| 13.0| 25.1|4.4    |-45.9  | 6.778

B3/6-311++G|-92.8  |     |     |     |       |       | 6.420

++++++++++++++++++++++++++++++++

FeF2..F-

F3Fe  mw:112.931 Anion CAS: Z-21750-90-3 fg:481 cnt:276

HOF(A.)= -187.6/4.0  81WOO/      |

HOF(solv)=-109.7/4.5 neut 88BOR/BOL

----

88BOR/BOL *  Datum: DaffH= 85.8/2.6 TDEq | HOF(A-)=-254.0/5.0 AfIN p:9

EA(eV)= 3.681

Fluoride Affinity: FeF2 < FeF3 by 22.6/2.6 kcal/mol.

----

92BOL/BOR *  Datum: DaffH= 87.7/3.6 TDAs p:8

Critical review.

----

86SID/BOR *  Datum: DaffH= 85.8/2.1 TDEq p:8

Corrections to 81SOR/SID, better neutral pressure determination.

----

86KUZ/KOR *  Datum: DaffH= 89.3/4.1 TDEq p:8

----

81SOR/SID *  Datum: DaffH= 105.4/3.3 TDEq p:5

Fluoride Affinity: 15.3/1.2 kcal < AlF3.

++++++++++++++++++++++++++++++++

GeF3-

F3Ge  mw:130.917 Anion CAS: Z-38883-05-5 fg:8 cnt:126

HOF(A.)= -180.0/5.0  02BIN/MIL   | BDE(A-H)= 82.1/7.1 R-AH           

HOF(AH)= -210.0/5.0 Est5         |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

72THY/    #  Datum: HOF(A-)=-280.4/11.9 EIAE p:3

DacidH(AH)= 318.3/9.9 A-AH  EA(eV)= 3.354 DaffH(X..Y-)= 93.4/11.9 A-IN

From GeF4. Reworked with modern thermochemistry. Calculations (98MOR/RIV) give electron affinity = 3.5-3.7 eV. Composite computational methods(18BAR/) indicate an electron affinity = 3.6-3.75 eV, and a .DELTA.fH(A-) of -265 to -270 kcal/mol.

----

74FRA/WAN #  Datum: HOF(A-)=-204.4/8.3 EIAE;EA(eV)=1.600 p:2

DaffH(AH)=  17.4/8.3 A-IN

From GeF4. Reworked with modern thermochemistry.

----

72HAR/CRA    Datum: HOF(A-)=<-112.8/2.3 EIAE p:2

----

74WAN/MAR    Datum: HOF(A-)=-205.5/12.0 EIAE;EA(eV)=1.106 p:1

DaffH(AH)=  18.5/12.0 A-IN

From GeF4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gef3.zaf]

CBS-QB3    |-268.0 |318.7|310.8| 3.705|-221.0 |-182.7 |26.6|90.4 

G3MP2B3    |-262.8 |316.9|309.2| 3.747|-212.5 |-176.4 |26.1|88.2 

G3MP2B3+   |-264.5 |316.1|308.2| 3.783|-213.4 |-177.4 |26.4|88.1 

G4MP2      |-265.1 |318.0|310.1| 3.646|-215.9 |-181.1 |26.3|86.9 

M062X/Def2T|-263.9 |322.1|314.2| 3.293|-221.3 |-188.1 |26.5|85.3 

B3/6-311++G|-252.8 |303.5|296.3| 4.103|-189.0 |-158.3 |24.1|82.9 

++++++++++++++++++++++++++++++++

Ge2F3-.

F3Ge2  mw:204.838 Anion CAS: Z-190326-47-7 fg:9 cnt:5477

----

97NEG/KAW    Datum: EA=1.97(8) eV LPES p:8

Vertical Detachment Energy:2.24(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge2f3.zaf]

CBS-QB3    |-212.3 |     |     | 2.471|       |-155.3 |    |     

G3MP2B3    |-201.9 |     |     | 2.427|       |-145.8 |    |     

G3MP2B3+   |-205.8 |     |     | 2.029|       |-159.2 |    |     

G4MP2      |-203.8 |     |     | 2.331|       |-149.9 |    |     

M062X/Def2T|-200.8 |     |     | 1.967|       |-155.4 |    |     

B3/6-311++G|-190.2 |     |     | 1.855|       |-147.5 |    |     

++++++++++++++++++++++++++++++++

(HF)3-.

F3H3  mw:60.019 Anion CAS: Z-199201-02-0 fg:9 cnt:5816

HOF(A.)= -210.1/3.0  02BIN/MIL   |

HOF(solv)= -65.2/0.2 neut 98JANAF  

----

02GUT/HAL    Datum: EA=0.43(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Solvated electron by dimer, with extra solvent HF.

----

02GUT/HAL    Datum: EA=0.24(10) eV LPES p:7

Dipole bound state, zigzag HF.HF.HF.

++++++++++++++++++++++++++++++++

MnF2..F-

F3Mn  mw:111.934 Anion CAS: Z-18154-90-0 fg:481 cnt:211

HOF(A.)= -188.0/14.0  72EHL/HSI  |

HOF(solv)=-127.0/7.0 neut 72EHL/HSI

----

92BOL/BOR *  Datum: DaffH= 83.9/3.8 TDAs | HOF(A-)=-272.2/4.5 AfIN p:8

EA(eV)= 3.800

Critical review.
###### the following are "below the line": evaluated as not accurate ####

----

82SID/GUB *  Datum: DaffH= 93.4/2.0 TDEq p:4

Fluoride Affinity: 23.2/0.8 kcal/mol < AlF3.

----

81SID/SOR *  Datum: DaffH= 102.7 TDEq p:3

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [mnf3-6.zc0]

CBS-QB3    |-274.1 | 80.7| 75.2| 18.3|-134.4 |-59.0  | 3.937

M062X/Def2T|-318.6 | 92.6| 86.9| 19.0|-180.1 |-45.9  | 4.224

B3/6-311++G|-265.3 |     |     |     |       |       | 3.719

++++++++++++++++++++++++++++++++

(NaF)3-.

F3Na3  mw:125.965 Anion CAS: Z-585533-97-7 fg:9 cnt:2730

----

90MIL/LIN    Datum: EA=0.7 eV LPES p:8

Vertical Detachment Energy:1.05(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na3f3.zzf]

CBS-QB3    |-284.9 |     |     |-0.403|       |-294.2 |    |     

G3MP2B3    |-301.3 |     |     | 0.178|       |-297.2 |    |     

G3MP2B3+   |-308.6 |     |     | 0.115|       |-306.0 |    |     

G4MP2      |-324.7 |     |     | 0.370|       |-316.1 |    |     

M062X/Def2T|-311.3 |     |     |-0.043|       |-312.3 |    |     

B3/6-311++G|-311.0 |     |     | 0.288|       |-304.3 |    |     

++++++++++++++++++++++++++++++++

NiF2..F-

F3Ni  mw:114.931 Anion CAS: Z-86424-95-5 fg:481 cnt:1358

HOF(solv)= -80.2/3.0  02BIN/MIL    

----

86NIK/IGO    Datum: DaffH= 80.8/3.6 TDEq | HOF(A-)=-220.4/4.7 AfIN p:7

Reanalyzed literature data, 35.9 kcal < AlF3.

----

84IGO/NIK    Datum: DaffH= 83.4/2.9 IMRE | HOF(A-)=-223.0/4.2 AfIN p:5

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nif3-t.za0]

CBS-QB3    |-224.6 | 80.3| 78.1|  7.5|-85.3  |-59.0  

M062X/Def2T|-203.8 | 87.3| 81.3| 20.3|-70.5  |-45.9  

++++++++++++++++++++++++++++++++

F2SO..F-

F3OS  mw:104.963 Anion CAS: Z-86527-07-3 fg:481 cnt:992

HOF(solv)=-139.8/12.0  89GUR/VEY   
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 30.2/2.0 IMRE | HOF(A-)=-236.7/12.1 AfIN p:3

DaffH(X..Y-)= 37.4/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG here of ca. 34-36 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f3so.zcf]

W1U        |-246.0 | 43.0| 34.9| 27.2|-142.8 |-60.1  

CBS-QB3    |-241.9 | 44.4| 36.2| 27.4|-138.5 |-59.0  

G3MP2B3    |-238.0 | 42.3| 34.0| 28.0|-135.6 |-60.1  

G3MP2B3+   |-237.5 | 42.6| 34.6| 26.7|-134.8 |-60.1  

G4MP2      |-243.4 | 40.4| 32.1| 27.9|-141.0 |-62.0  

M062X/Def2T|-236.9 | 53.9| 45.6| 27.8|-137.0 |-45.9  

B3/6-311++G|-209.7 | 40.0| 42.4| 26.7|-97.8  |-61.5  

++++++++++++++++++++++++++++++++

F2SiO..F-

F3OSi  mw:100.968 Anion CAS: Z-69318-81-6 fg:481 cnt:2010

HOF(solv)=-231.0/6.0  02BIN/MIL    

DacidS=21.0/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 333.0/7.0 IMRB p:7

DacidH(AH)= 339.3/7.1 G+TS

Between HCO2H, HCl.

----

87LAR/MCM2   Datum: DaffH= 102.0/17.0 IMRB | HOF(A-)=-392.4/18.0 AfIN p:5

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 124-126 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [f3sio.zaf]

W1U        |-402.7 |124.9|116.5| 28.2|-217.7 |-60.1  | 4.537

CBS-QB3    |-402.6 |126.4|117.9| 28.4|-217.2 |-59.0  | 4.588

G3MP2B3    |-398.9 |124.3|115.8| 28.5|-214.5 |-60.1  | 4.559

G3MP2B3+   |-398.3 |123.9|115.5| 28.3|-214.2 |-60.1  | 4.553

G4MP2      |-400.4 |122.8|114.3| 28.7|-215.6 |-62.0  | 4.434

M062X/Def2T|-398.3 |137.6|129.1| 28.5|-214.8 |-45.9  | 4.353

B3/6-311++G|-360.2 |108.0|109.9| 28.3|-180.3 |-61.5  | 4.697

++++++++++++++++++++++++++++++++

VOF3-.

F3OV  mw:123.935 Anion CAS: Z-74107-75-8 fg:10 cnt:285

HOF(A.)= -295.0/7.0  75FLE/SVE   |
###### the following are "below the line": evaluated as not accurate ####

----

75FLE/SVE    Datum: EA=3.1(4) eV IMRB | HOF(A-)=-366.5/16.4 R-EA p:3

DaffH(AH)=  147.9/16.4 A-IN

Electron affinity: > VOF2-, < F-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vof3-d.za0]

CBS-QB3    |-354.2 |     |     | 3.174|       |-281.6 |    |     

M062X/Def2T|-312.5 |     |     | 3.206|       |-238.7 |    |     

B3/6-311++G|-338.9 |     |     | 3.147|       |-266.9 |    |     

++++++++++++++++++++++++++++++++

WOF3-.

F3OW  mw:256.942 Anion CAS: N-77339-49-2 fg:10 cnt:339
###### the following are "below the line": evaluated as not accurate ####

----

77HIL/       Datum: EA=>0.3(2) eV EIAE p:3

From WOF4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f3wo-s.za0]

M062X/Def2T|-273.9 |     |     | 2.441|       |-217.7 |    |     

++++++++++++++++++++++++++++++++

SO2F2..F-

F3O2S  mw:120.958 Anion CAS: Z-448957-60-6 fg:481 cnt:212

HOF(solv)=-181.6/2.4 neut 89GUR/VEY

----

83LAR/MCM    Datum: DaffG= 27.6/2.0 IMRE | HOF(A-)=-276.9/3.2 AfIN p:5

DaffH(X..Y-)= 35.8/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 31-32 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

78GAL/FAI    Datum: DaffH= 41.0/5.0 IMRB | HOF(A-)=-282.1/5.6 AfIN p:3

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so2f3.zcf]

W1U        |-284.1 | 39.8| 31.2| 29.1|-184.1 |-60.1  

CBS-QB3    |-279.6 | 40.6| 31.9| 29.1|-180.0 |-59.0  

G3MP2B3    |-272.8 | 39.4| 30.5| 29.8|-173.3 |-60.1  

G3MP2B3+   |-271.9 | 39.2| 30.6| 28.9|-172.6 |-60.1  

G4MP2      |-280.5 | 37.2| 28.4| 29.6|-181.4 |-62.0  

M062X/Def2T|-276.5 | 53.7| 44.9| 29.5|-176.9 |-45.9  

B3/6-311++G|-217.4 | 35.0| 36.7| 28.9|-110.6 |-61.5  

++++++++++++++++++++++++++++++++

UO2F3-

F3O2U  mw:327.036 Anion CAS: Z-23190-49-0 fg:10 cnt:8491

----

13SU_/DAU    Datum: EA=6.25(5) eV LPES p:9

Vertical Detachment Energy:6.53(5) eV.

++++++++++++++++++++++++++++++++

PbF3-

F3Pb  mw:264.972 Anion CAS: Z-57299-72-6 fg:8 cnt:343

HOF(A.)= -117.0/14.3  91GUR/VEY  |
###### the following are "below the line": evaluated as not accurate ####

----

74FRA/WAN #  Datum: HOF(A-)=-284.9 EIAE p:4

EA(eV)= 4.336

From PbF4. Reworked with modern thermochemistry, including HOF(PbF4)=-270.9 kcal/mol (98JANAF).

----

75BEN/WAN #  Datum: HOF(A-)=-201.0 EIAE;EA(eV)=3.599 p:3

From PbF4.  Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbf3.za0]

M062X/Def2T|-257.4 |251.0|243.4| 4.905|-143.7 |-144.3 |25.5|51.4 

++++++++++++++++++++++++++++++++

SF3-

F3S  mw:88.968 Anion CAS: Z-66973-35-1 fg:8 cnt:110

HOF(A.)= -116.7/6.0  87HER/      |

----

78COM/REI #  Datum: EA=3.07(20) eV NBAE | HOF(A-)=-187.5/8.0 R-EA p:8

DaffH(AH)=  58.0/7.9 A-IN

From SF6. Reworked with modern thermochemistry.

----

71HAR/THY #  Datum: HOF(A-)=-185.3/11.4 EIAE;EA(eV)=2.901 p:5

DaffH(AH)=  55.7/11.4 A-IN

From SF4. Reworked with modern thermochemistry.
###### the following are "below the line": evaluated as not accurate ####

----

98JANAF      Datum: EA=2.77 eV Est4 p:3

Reanalysis: 71HAR/THY.

----

95MIL/MIL    Datum: EA=2.5(5) eV IMRB p:3

S- + SF4 -> SF3- + SF observed. SF3- + SF4 -> SF5- + SF2 observed.

----

69PAG/GOO    Datum: EA=2.71 eV SI   [62.5 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sf3.zaf]

W1U        |-178.9 |320.3|312.0| 3.017|-133.3 |-109.4 |27.8|76.0 

CBS-QB3    |-175.3 |318.9|310.8| 3.075|-128.5 |-104.5 |27.4|76.1 

G3MP2B3    |-172.8 |319.7|311.9| 3.086|-125.3 |-101.8 |26.0|75.7 

G3MP2B3+   |-172.4 |319.3|311.1| 3.098|-124.5 |-101.1 |27.8|75.5 

G4MP2      |-176.7 |320.6|312.4| 2.985|-130.1 |-108.0 |27.5|74.3 

M062X/Def2T|-172.6 |320.5|312.2| 2.890|-128.4 |-106.1 |27.6|74.4 

B3/6-311++G|-162.9 |301.3|293.4| 3.599|-96.9  |-80.1  |26.5|68.9 

++++++++++++++++++++++++++++++++

F2SiS..F-

F3SSi  mw:116.945

Core ion CAS: Z-16984-48-8 Solvent: 110661-62-6 fg:481 cnt:2014

HOF(solv)=-175.0/3.0 Est5          

----

87LAR/MCM2   Datum: DaffH=>72.0 IMRB | HOF(A-)=<-306.4/3.1 AfIN p:8

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 113-116 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [f3sis.zaf]

W1U        |-356.0 |123.6|114.0| 32.0|-172.3 |-60.1  | 3.930

CBS-QB3    |-356.4 |124.8|115.7| 30.6|-172.5 |-59.0  |      

G3MP2B3    |-352.1 |122.7|113.5| 30.7|-169.3 |-60.1  | 3.965

G3MP2B3+   |-351.5 |122.4|113.3| 30.4|-169.0 |-60.1  | 3.960

G4MP2      |-353.9 |120.8|111.7| 30.8|-171.1 |-62.0  |      

M062X/Def2T|-352.8 |135.1|126.0| 30.6|-171.8 |-45.9  | 3.845

B3/6-311++G|-314.2 |105.8|107.1| 30.4|-136.6 |-61.5  | 4.075

++++++++++++++++++++++++++++++++

F3SS-

F3S2  mw:120.940 Anion CAS: Z-110661-67-1 fg:9 cnt:2016

HOF(solv)= -71.0/2.4  87HER/       

----

87LAR/MCM2   Datum: DaffH= 36.0/3.0 IMRB | HOF(A-)=-166.4/3.9 AfIN p:8

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values for .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 41-43 kcal/mol. The 98JANAF .DELTA.fH(F2SS)=-96 kcal is deprecated.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f3ss.zcf]

W1U        |-184.7 | 44.8| 36.6| 27.5|-79.8  |-60.1  

CBS-QB3    |-181.0 | 46.1| 37.8| 27.8|-75.9  |-59.0  

G3MP2B3    |-177.9 | 43.4| 35.0| 28.3|-74.4  |-60.1  

G3MP2B3+   |-177.1 | 43.4| 35.3| 27.0|-73.6  |-60.1  

G4MP2      |-182.7 | 41.4| 33.0| 28.3|-79.4  |-62.0  

M062X/Def2T|-178.0 | 55.5| 47.1| 28.2|-76.6  |-45.9  

B3/6-311++G|-152.0 | 38.5| 40.8| 27.0|-41.7  |-61.5  

++++++++++++++++++++++++++++++++

SeF3-

F3Se  mw:136.912 Anion CAS: Z-250673-51-9 fg:8 cnt:129

----

69BRI/       Datum: HOF(A-)=<-120.0/4.6 EIAE p:6

From SeF6. Composite computational methods(18BAR/) indicate an electron affinity of ca. 3.3-3.4 eV and .DELTA.fH(A-) = -181 to -194 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sef3.zaf]

CBS-QB3    |-185.4 |     |     | 3.407|       |-106.8 |    |     

G3MP2B3    |-181.1 |     |     | 3.335|       |-104.2 |    |     

G3MP2B3+   |-180.9 |     |     | 3.342|       |-103.9 |    |     

G4MP2      |-184.6 |     |     | 3.230|       |-110.1 |    |     

M062X/Def2T|-176.5 |     |     | 3.068|       |-105.8 |    |     

B3/6-311++G|-179.9 |     |     | 3.630|       |-96.3  |    |     

++++++++++++++++++++++++++++++++

SiF3-

F3Si  mw:84.973 Anion CAS: Z-54711-93-2 fg:8 cnt:108

HOF(A.)= -238.2/9.6  91GUR/VEY   | BDE(A-H)= 100.1/1.0  81WAL/       

HOF(AH)= -287.0/5.0  02BIN/MIL   |

DacidS=26.0/1.0 Stat |  S(A-)=66.2/1.4 Acid |  S(AH)=66.2/1.0 GpAd 93SP

----

96KAW/NEG    Datum: EA=2.41(22) eV LPES | HOF(A-)=-294.6/8.7 Acid p:9

DacidG(AH)= 350.4/5.3 H-TS| DacidH(AH)= 358.1/5.3 D-EA

DaffH(AH)=  93.4/8.7 A-IN

Vertical Detachment Energy:2.76(5) eV.
###### the following are "below the line": evaluated as not accurate ####

----

75RIC/STE4   Datum: EA=2.95(10) eV PD   p:4

Non-adiabatic.

----

74FRA/WAN #  Datum: HOF(A-)=-281.0/19.9 EIAE p:3

EA(eV)= 2.038 DaffH(X..Y-)= 79.9/19.9 A-IN

From SiF4, AE = 10.55(5) eV. Reworked with modern thermochemistry.

----

73WAN/MAR #  Datum: HOF(A-)=-281.0/19.9 EIAE;EA(eV)=2.038 p:3

DaffH(AH)=  79.9/19.9 A-IN

From SiF4, AE = 10.55(5) eV. Reworked with modern thermochemistry.

----

70MAC/THY #  Datum: HOF(A-)=<-161.7/2.3 EIAE;EA(eV)=3.701 p:2

From SiF4, AE = 10.55(5) eV. Reworked with modern thermochemistry.

----

69PAG/GOO    Datum: EA=3.35 eV SI   [77.3 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f3si.zaf]

W1U        |-295.9 |360.1|352.1| 2.392|-290.1 |-240.8 |26.5|101.4

CBS-QB3    |-294.6 |360.0|352.1| 2.396|-288.9 |-239.5 |26.6|101.5

G3MP2B3    |-292.6 |359.2|351.3| 2.420|-284.5 |-236.9 |26.4|99.8 

G3MP2B3+   |-291.7 |359.6|351.6| 2.411|-284.1 |-236.3 |26.8|100.0

G4MP2      |-295.0 |359.5|351.7| 2.351|-287.3 |-240.9 |26.4|98.6 

M062X/Def2T|-290.2 |361.4|353.6| 2.124|-286.9 |-241.3 |26.4|97.7 

B3/6-311++G|-271.4 |346.1|338.1| 2.864|-250.2 |-205.5 |26.8|96.8 

++++++++++++++++++++++++++++++++

Si2F3-.

F3Si2  mw:112.950 Anion CAS: Z-358621-97-3 fg:9 cnt:7490

----

97KAY/KAW    Datum: EA=2.05(12) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2f3.zaf]

W1U        |-232.2 |     |     | 1.926|       |-187.6 |    |     

CBS-QB3    |-231.8 |     |     | 1.989|       |-185.8 |    |     

G3MP2B3    |-229.6 |     |     | 2.096|       |-181.2 |    |     

G3MP2B3+   |-228.8 |     |     | 2.098|       |-180.4 |    |     

G4MP2      |-231.8 |     |     | 1.964|       |-186.4 |    |     

M062X/Def2T|-227.9 |     |     | 1.712|       |-188.3 |    |     

B3/6-311++G|-201.2 |     |     | 2.057|       |-153.7 |    |     

++++++++++++++++++++++++++++++++

SnF3-

F3Sn  mw:176.898 Anion CAS: Z-14314-36-4 fg:8 cnt:138

HOF(A.)= -151.0/10.0  81WOO/     |

DacidS=26.0/2.0 Stat | 

----

74FRA/WAN #  Datum: HOF(A-)=<-148.6 EIAE p:5

EA(eV)= 3.790

From SnF4. Reworked with modern thermochemistry.
###### the following are "below the line": evaluated as not accurate ####

----

75BEN/WAN #  Datum: HOF(A-)=<-148.6 EIAE;EA(eV)=3.799 p:4

From SnF4. Reworked with modern thermochemistry.

----

77PAB/PER #  Datum: EA=>1.20 eV EIAE p:3

From SnF4. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [snf3.za0]

M062X/Def2T|-260.0 |294.7|287.1| 3.829|-190.0 |-171.8 |25.6|70.3 

++++++++++++++++++++++++++++++++

UF3-

F3U  mw:295.047 Anion CAS: Z-69155-11-9 fg:8 cnt:10634

HOF(A.)= -253.1/5.0  82WAG/EVA   |

----

13LI_/HU     Datum: EA=1.09(3) eV LPES | HOF(A-)=-278.2/5.1 R-EA p:8

Vertical Detachment Energy:1.16(3) eV.

++++++++++++++++++++++++++++++++

VF3-.

F3V  mw:107.940 Anion CAS: Z-86424-90-0 fg:8 cnt:1159

HOF(A.)= -221.7/6.8  89SID/BOL   |

----

89SID/BOL    Datum: EA=2.1(3) eV TDEq | HOF(A-)=-270.1/9.7 R-EA p:8

VF3- + CrF4- <=> CrF3- + VF4-, .DELTA.H=-27.0/0.1 kcal/mol.

----

86IGO/NIK *  Datum: HOF(A-)=-218.2/3.6 IMRE p:5
###### the following are "below the line": evaluated as not accurate ####

----

75FLE/SVE    Datum: HOF(A-)=-247.0/11.5 EIAE;EA(eV)=1.600 p:3

From VOF3.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vf3-q.za0]

CBS-QB3    |-256.8 |     |     | 1.831|       |-214.7 |    |     

M062X/Def2T|-253.1 |     |     | 2.227|       |-201.9 |    |     

B3/6-311++G|-253.3 |     |     | 2.109|       |-204.8 |    |     

++++++++++++++++++++++++++++++++

XeF3-

F3Xe  mw:188.900 Anion CAS: Z-59901-64-3 fg:8 cnt:6867

HOF(solv)= -31.0/5.0  02BIN/MIL    

----

07KRO/HAO    Datum: DaffH= 19.4/1.4 CIDT | HOF(A-)=-109.8/5.2 AfIN p:9

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [xef3.zc0]

M062X/Def2T|-87.4  | 29.1| 23.9| 17.4|-12.4  |-45.9  | 4.015

++++++++++++++++++++++++++++++++

ZnF2..F-

F3Zn  mw:120.925 Anion CAS: Z-63439-11-2 fg:481 cnt:3595

HOF(solv)=-118.9/1.1  99YUN/GLU4   

----

92BOL/BOR *  Datum: DaffH= 80.5/4.5 TDAs | HOF(A-)=-258.3/4.3 AfIN p:8

Critical review.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [znf3-s.za0]

CBS-QB3    |-266.9 | 81.8| 79.8|  7.0|-126.1 |-59.0  

M062X/Def2T|-255.2 | 91.6| 86.6| 16.6|-117.7 |-45.9  

B3/6-311++G|-247.5 | 66.5| 74.4|  8.2|-109.1 |-61.5  

++++++++++++++++++++++++++++++++

FeF3..F-

F4Fe  mw:131.929 Anion CAS: Z-14789-22-1 fg:481 cnt:214

HOF(solv)=-187.6/4.0 neut 81WOO/   

----

92BOL/BOR *  Datum: DaffH= 108.3/3.6 TDAs | HOF(A-)=-339.1/4.5 AfIN p:8

EA(eV)= 3.470

Critical review.

----

86SID/BOR *  Datum: DaffH= 107.8/2.4 TDEq p:6

Fluoride Affinity: 22.1 kcal > FeF2.

----

81SOR/SID *  Datum: DaffH= 104.9/3.4 TDEq p:6

Fluoride Affinity: 14.9 kcal < AlF3.
###### the following are "below the line": evaluated as not accurate ####

----

84CHI/KOR *  Datum: DaffH= 109.0/3.3 TDEq p:3

Fluoride Affinity: 8.8 kcal < AlF3.

++++++++++++++++++++++++++++++++

GaF3..F-

F4Ga  mw:144.920 Anion CAS: Z-55997-40-5 fg:481 cnt:1761

HOF(solv)=-220.2/6.5  96GUR/VEY    

----

85ZHU/NIK *  Datum: DaffH= 110.3/4.1 TDAs | HOF(A-)=-390.0/7.7 AfIN p:6

Fluoride Affinity: 7.5 kcal < AlF3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [gaf4.zcf]

CBS-QB3    |-388.7 |111.8|103.0| 29.6|-217.9 |-59.0  

G3MP2B3    |-379.9 |107.4| 98.6| 24.8|-212.4 |-60.1  

G3MP2B3+   |-379.4 |107.6| 98.8| 29.5|-211.7 |-60.1  

G4MP2      |-381.9 |105.6| 96.8| 29.7|-214.3 |-62.0  

M062X/Def2T|-383.0 |121.3|113.9| 24.9|-215.8 |-45.9  

B3/6-311++G|-355.8 | 94.4| 97.3| 24.8|-189.6 |-61.5  

++++++++++++++++++++++++++++++++

Ge2F4-.

F4Ge2  mw:223.837 Anion CAS: Z-425404-16-6 fg:9 cnt:1730
###### the following are "below the line": evaluated as not accurate ####

----

72HAR/CRA #  Datum: HOF(A-)=<-453.0 IMRB p:1

Reworked with modern thermochemistry. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of ca. -310 to -323 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge2f4.zzf]

CBS-QB3    |-319.2 |     |     | 1.702|       |-280.4 |    |     

G3MP2B3    |-307.3 |     |     | 1.591|       |-271.2 |    |     

G3MP2B3+   |-310.9 |     |     | 1.586|       |-274.8 |    |     

G4MP2      |-311.4 |     |     | 1.649|       |-273.9 |    |     

M062X/Def2T|-313.3 |     |     | 1.376|       |-282.2 |    |     

B3/6-311++G|-296.1 |     |     | 1.889|       |-253.0 |    |     

++++++++++++++++++++++++++++++++

H2O..UO2F4=

F4H2O3U  mw:364.046

Core ion CAS: Z-17457-97-5 Solvent: 7732-18-5 fg:21 cnt:8186

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

12DAU/SU 2   Datum: EA=1.54(5) eV LPES p:8

Vertical Detachment Energy:1.95(5) eV.

++++++++++++++++++++++++++++++++

(H2O)2..UO2F4=

F4H4O4U  mw:382.056 fg:21 cnt:8188

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

12DAU/SU 2   Datum: EA=2.03(5) eV LPES p:8

Vertical Detachment Energy:2.40(5) eV.

++++++++++++++++++++++++++++++++

IrF4-.

F4Ir  mw:268.957 Anion CAS: N-37501-24-9 fg:8 cnt:2125

----

89KUZ/KOR    Datum: EA=4.67(29) eV TDEq p:8

RuF4- + IrF4 <=> IrF4- + RuF4, .DELTA.H = -1.7/2.1 kcal/mol.

++++++++++++++++++++++++++++++++

KF2PO2..F2PO2-

F4KO4P2  mw:240.885 Anion CAS: Z-122201-91-6 fg:21 cnt:2440

HOF(solv)=-295.9/9.6  89MAV/MIL    

----

89MAV/MIL *  Datum: DaffH= 29.4/20.0 TDEq | HOF(A-)=-582.9/13.9 TDEq p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [kf2po22.zcf]

G3MP2B3    |-714.7 | 41.6| 33.0| 29.0|-333.3 |-339.8 

G4MP2      |-721.6 | 40.4| 31.8| 29.1|-337.2 |-344.0 

M062X/Def2T|-725.6 | 42.3| 33.6| 29.0|-340.3 |-343.0 

B3/6-311++G|-616.4 |     |     |     |       |       

++++++++++++++++++++++++++++++++

LaF3..F-

F4La  mw:214.901 Anion CAS: Z-76625-41-7 fg:481 cnt:1568

HOF(solv)=-302.2/5.0  02BIN/MIL    
###### the following are "below the line": evaluated as not accurate ####

----

79GUS/GOR *  Datum: HOF(A-)=-477.5/8.0 TDEq p:4

DaffH(X..Y-)= 115.9/9.5 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [laf4-s.za0]

M062X/Def2T|-430.8 |     |     |     |       |       | 6.905

++++++++++++++++++++++++++++++++

MnF3..F-

F4Mn  mw:130.932 Anion CAS: Z-83503-76-8 fg:481 cnt:936

HOF(A.)= -231.0/17.0  72EHL/HSI  |

HOF(solv)=-188.0/14.0 neut 72EHL/HS

----

92BOL/BOR *  Datum: DaffH= 100.4/4.5 TDAs | HOF(A-)=-343.6/6.0 AfIN p:8

EA(eV)= 5.600

Critical review.

----

84CHI/KOR *  Datum: DaffH= 100.6/3.1 TDEq p:7

Fluoride Affinity: 17.2/0.7 kcal < AlF3.
###### the following are "below the line": evaluated as not accurate ####

----

84KOR/CHI *  Datum: HOF(A-)=-348.9/14.3 TDEq p:4

EA(eV)= 5.230

Fluoride Affinity: 18.9 kcal < AlF3.

++++++++++++++++++++++++++++++++

MoF4-.

F4Mo  mw:173.900 Anion CAS: Z-122869-00-5 fg:8 cnt:2195

HOF(A.)= -225.9/4.3  88BOR/BOL   |

----

88BOR/BOL    Datum: EA=< 2.28 eV TDEq [52.6 kcal] | HOF(A-)=-278.5/4.3 R-EA p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mof4-q.za0]

M062X/Def2T|-293.1 |     |     | 3.103|       |-221.2 |    |     

++++++++++++++++++++++++++++++++

MoOF3..F-

F4MoO  mw:189.894 Anion CAS: Z-31894-85-6 fg:481 cnt:1811

----

85BOR/SID *  Datum: DaffH= 96.2 TDEq p:5

EA(eV)= 3.842

Fluoride Affinity: MoOF3 < MoF5 by 4.0/2.0 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [moof4-d.zc0]

M062X/Def2T|-376.3 |118.1|107.9| 34.4|-212.2 |-45.9  

++++++++++++++++++++++++++++++++

NF3..F-

F4N  mw:89.997 Anion CAS: Z-169783-84-0 fg:481 cnt:3417

HOF(solv)= -31.6/1.0  98JANAF      

----

95HIR/SHI    Datum: DaffH= 7.2/0.3 TDAs | HOF(A-)=-98.2/1.2 AfIN p:8

----

95HIR/NAS    Datum: DaffG= 1.2/2.0 TDAs p:8

DaffH(X..Y-)= 7.2/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nf4.zcf]

W1U        |-98.2  |  5.2| -2.1| 24.6|-32.8  |-60.1  

CBS-QB3    |-99.6  |  5.7| -1.8| 25.1|-34.9  |-59.0  

G3MP2B3    |-96.4  |  5.0| -2.7| 25.6|-31.4  |-60.1  

G3MP2B3+   |-96.5  |  5.0| -2.1| 24.0|-31.4  |-60.1  

G4MP2      |-96.9  |  3.3| -4.4| 25.7|-31.7  |-62.0  

B3/6-311++G|-103.2 |  6.7|  9.9| 24.0|-24.6  |-61.5  

++++++++++++++++++++++++++++++++

NaF2PO2..F2PO2-

F4NaO4P2  mw:224.911 Anion CAS: Z-122201-90-5 fg:21 cnt:2439

HOF(solv)=-310.0/9.6  89MAV/MIL    

----

89MAV/MIL *  Datum: DaffH= 57.6/20.0 TDEq | HOF(A-)=-569.0/13.9 TDEq p:5

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [naf2po22.zcf]

CBS-QB3    |-722.9 | 45.7| 36.7| 30.2|-331.0 |-346.3 

G3MP2B3    |-710.8 | 45.3| 36.4| 29.8|-325.8 |-339.8 

G4MP2      |-719.9 | 46.3| 37.3| 30.2|-329.6 |-344.0 

M062X/Def2T|-720.5 | 46.1| 36.9| 30.7|-331.4 |-343.0 

B3/6-311++G|-611.4 | 43.8| 34.8| 30.1|-270.9 |-296.8 

++++++++++++++++++++++++++++++++

(NaF)4-.

F4Na4  mw:167.953 Anion CAS: N-120471-91-2 fg:9 cnt:2731

----

90MIL/LIN    Datum: EA=1.25 eV LPES p:7

Vertical Detachment Energy:1.4(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na4f4.zzf]

CBS-QB3    |-422.2 |     |     | 0.199|       |-417.9 |    |     

G3MP2B3    |-429.5 |     |     | 0.180|       |-425.7 |    |     

G3MP2B3+   |-432.5 |     |     | 0.115|       |-430.0 |    |     

G4MP2      |-461.6 |     |     | 0.208|       |-457.1 |    |     

M062X/Def2T|-441.1 |     |     |-0.479|       |-452.3 |    |     

B3/6-311++G|-434.9 |     |     | 0.115|       |-432.5 |    |     

++++++++++++++++++++++++++++++++

F3PO..F-

F4OP  mw:122.963 Anion CAS: Z-36580-97-9 fg:481 cnt:967

HOF(solv)=-299.2/1.9  89GUR/VEY    
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 40.1/2.0 IMRE | HOF(A-)=-406.6/2.8 AfIN p:4

DaffH(X..Y-)= 47.9/2.0 G+TS

These relative affinities are ca. 10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 48-50 kcal/mol.

----

71RHY/DIL    Datum: DaffH= 48.0/9.0 IMRB p:3

Fluoride Affinity: SF4>F3PO>SF5. Original value 32/10 kcal/mol, now re-evaluated with new affinities. Composite computational methods(18BAR/) indicate an order of F3PO>SF4>SF5 at all levels.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f4po.zcf]

W1U        |-421.6 | 57.5| 49.5| 26.9|-303.9 |-60.1  

CBS-QB3    |-419.2 | 58.0| 50.0| 26.8|-302.2 |-59.0  

G3MP2B3    |-412.0 | 56.8| 48.6| 27.4|-295.1 |-60.1  

G3MP2B3+   |-411.3 | 56.7| 48.7| 26.8|-294.5 |-60.1  

G4MP2      |-418.1 | 55.1| 46.9| 27.5|-301.0 |-62.0  

M062X/Def2T|-418.9 | 71.2| 63.0| 27.4|-301.8 |-45.9  

B3/6-311++G|-364.7 | 48.6| 50.4| 29.0|-244.2 |-61.5  

++++++++++++++++++++++++++++++++

SF4O-.

F4OS  mw:123.961 Anion CAS: Z-92541-25-8 fg:10 cnt:1904

HOF(A.)= -214.5/5.0 Est5         |
###### the following are "below the line": evaluated as not accurate ####

----

86WIC/GAR    Datum: HOF(A-)=<-243.5 IMRB p:4

The .DELTA.fH(A-) is the SF6-. + H2O -> SF4O-. + 2HF thermochemical limit. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) = -258 to -264 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [f4so.zzf]

W1U        |-267.4 |302.0|293.7| 2.198|-203.5 |-217.5 |27.6|38.1 

CBS-QB3    |-264.0 |299.6|291.3| 2.368|-197.8 |-210.1 |27.8|39.8 

G3MP2B3    |-257.6 |300.7|292.6| 2.383|-191.1 |-203.4 |27.1|39.8 

G3MP2B3+   |-255.7 |301.1|292.8| 2.338|-189.6 |-202.6 |27.8|39.1 

G4MP2      |-266.5 |301.5|293.3| 2.326|-200.8 |-213.6 |27.6|39.3 

M062X/Def2T|-260.7 |302.4|294.4| 2.191|-198.4 |-210.9 |26.6|39.6 

B3/6-311++G|-225.5 |284.5|276.2| 3.878|-142.7 |-137.0 |27.8|57.9 

++++++++++++++++++++++++++++++++

UOF3..F-

F4OU  mw:330.040

Core ion CAS: Z-16984-48-8 Solvent: 99542-55-9 fg:481 cnt:1571
###### the following are "below the line": evaluated as not accurate ####

----

84GOR/PYA    Datum: EA=3.80(41) eV TDEq [367.(40) kJ] p:4

Given: 367(40) kJ/mol.

++++++++++++++++++++++++++++++++

UO2F4=

F4O2U  mw:346.035 Anion CAS: Z-17457-97-5 fg:10 cnt:8184

----

12DAU/SU 2   Datum: EA=1.10(5) eV LPES p:8

Vertical Detachment Energy:1.46(5) eV.

++++++++++++++++++++++++++++++++

OsF4-.

F4Os  mw:267.956 Anion CAS: Z-127140-51-6 fg:8 cnt:2124

----

89KUZ/KOR    Datum: EA=3.87(25) eV TDEq p:8

VF4- + OsF4 <=> OsF4- + VF4, .DELTA.H = -7.2/1.2 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [osf4-q.za0]

M062X/Def2T|-218.1 |     |     | 4.357|       |-117.6 |    |     

++++++++++++++++++++++++++++++++

PF3..F-

F4P  mw:106.968 Anion CAS: Z-25443-47-4 fg:481 cnt:210

HOF(solv)=-228.8/0.3  89GUR/VEY    
###### the following are "below the line": evaluated as not accurate ####

----

83LAR/MCM    Datum: DaffG= 32.6/2.0 IMRE | HOF(A-)=-328.5/2.1 AfIN p:4

DaffH(X..Y-)= 40.2/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 39-40 kcal/mol.

----

78SUL/BEA    Datum: DaffH= 50.0/5.0 IMRB p:3

Fluoride Affinity: < OPF3, > F, SF4, Me3SiF, HCN, SO2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [pf4.zcf]

W1U        |-337.8 | 47.4| 39.7| 25.9|-230.2 |-60.1  | 3.049

CBS-QB3    |-334.4 | 47.8| 39.6| 27.7|-227.6 |-59.0  | 3.015

G3MP2B3    |-330.4 | 46.7| 38.8| 26.4|-223.5 |-60.1  | 3.098

G3MP2B3+   |-329.2 | 46.5| 38.9| 25.4|-222.7 |-60.1  | 3.099

G4MP2      |-335.2 | 44.7| 36.8| 26.4|-228.6 |-62.0  | 2.968

M062X/Def2T|-334.2 | 58.3| 50.4| 26.2|-230.0 |-45.9  | 2.813

B3/6-311++G|-306.4 | 40.2| 43.0| 25.4|-194.3 |-61.5  | 3.721

++++++++++++++++++++++++++++++++

F3PS..F-

F4PS  mw:138.940 Anion CAS: Z-36580-98-0 fg:481 cnt:1177

HOF(solv)=-241.2/3.0 Est3 98JANAF  

----

71RHY/DIL    Datum: DaffH= 48.0/9.0 IMRB | HOF(A-)=-348.6/9.5 AfIN p:7

Fluoride Affinity: between SF4, SF5. Original value 32/10 kcal/mol, now altered with new aff. However, composite computational methods(18BAR/) indicate F3PS>SF4>SF5 at all levels.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f4ps.zcf]

W1U        |-361.4 | 60.1| 51.4| 29.2|-241.2 |-60.1  

CBS-QB3    |-359.8 | 60.9| 52.9| 26.9|-239.9 |-59.0  

G3MP2B3    |-352.9 | 59.3| 51.1| 27.5|-233.5 |-60.1  

G3MP2B3+   |-352.0 | 59.1| 51.1| 26.9|-232.8 |-60.1  

G4MP2      |-358.3 | 57.0| 48.7| 27.5|-239.4 |-62.0  

M062X/Def2T|-359.6 | 72.7| 64.5| 27.4|-241.0 |-45.9  

B3/6-311++G|-306.7 | 49.1| 51.5| 26.9|-185.7 |-61.5  

++++++++++++++++++++++++++++++++

PtF4-.

F4Pt  mw:270.959 Anion CAS: Z-110133-27-2 fg:8 cnt:345

HOF(A.)= -88.0/5.7  90KOR/BON    |

----

89KUZ/KOR2   Datum: EA=5.50(25) eV TDEq p:7

----

84KOR/CHI    Datum: EA=5.20(16) eV TDEq p:5

Electron affinity: 0.03 eV > MnF4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptf4-d.za0]

M062X/Def2T|-183.0 |     |     | 5.756|       |-50.3  |    |     

++++++++++++++++++++++++++++++++

RhF4-

F4Rh  mw:178.900 Anion CAS: Z-93707-31-4 fg:8 cnt:984

----

89KUZ/KOR    Datum: EA=5.43(28) eV TDEq p:8

RuF4- + RhF4 <=> RhF4- + RuF4, .DELTA.H = -15.7/2.8 kcal/mol.

----

84CHI/KOR    Datum: DaffH= 95.8/3.4 TDEq p:7

EA(eV)= 5.000

Fluoride Affinity: 5.3 kcal <MnF3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [rhf4-t.zc0]

M062X/Def2T|-196.6 |     |     |     |       |       | 5.577

++++++++++++++++++++++++++++++++

RuF4-.

F4Ru  mw:177.899 Anion CAS: Z-122869-02-7 fg:8 cnt:2126

HOF(A.)= -142.2/3.6  02BIN/MIL   |

----

89KUZ/KOR    Datum: EA=4.75(28) eV TDEq | HOF(A-)=-251.7/8.3 R-EA p:8

DaffH(AH)=  117.2/8.2 A-IN

PtF4- + RuF4 <=> RuF4- + PtF4, .DELTA.H = 17.5/2.9 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ruf4-q.za0]

M062X/Def2T|-230.6 |     |     | 4.836|       |-119.2 |    |     

++++++++++++++++++++++++++++++++

SF4-.

F4S  mw:107.966 Anion CAS: Z-31084-08-9 fg:8 cnt:275

HOF(A.)= -182.4/5.0  87HER/      |

----

95MIL/MIL    Datum: EA=1.5(2) eV IMRB | HOF(A-)=-217.0/9.1 R-EA p:8

DaffH(AH)=  40.8/9.1 A-IN

----

91VIG/MIL    Datum: EA=1.5(2) eV IMRB p:7

Between mCF3-nitrobenzene, C6F5NO2.
###### the following are "below the line": evaluated as not accurate ####

----

81BAB/STR    Datum: EA=2.35(10) eV IMRB p:4

Electron affinity: between NO2-, HS-.

----

78COM/REI    Datum: EA=0.78(20) eV NBIE p:4

----

72THY/    #  Datum: HOF(A-)=-214.4/24.9 EIAE p:4

DaffH(X..Y-)= 38.3/24.9 A-IN

From SF6. Reworked with modern thermochemistry.

----

74DON/HAR    Datum: EA=1.26(10) eV ES   p:3

----

71HAR/THY #  Datum: HOF(A-)=-214.4/24.9 EIAE p:2

DaffH(X..Y-)= 38.3/24.9 A-IN

From SF6. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sf4.zzf]

W1U        |-220.5 |     |     | 1.456|       |-187.7 |    |     

CBS-QB3    |-216.6 |     |     | 1.611|       |-180.1 |    |     

G3MP2B3    |-202.4 |     |     | 1.154|       |-176.4 |    |     

G3MP2B3+   |-202.1 |     |     | 1.192|       |-175.4 |    |     

G4MP2      |-209.7 |     |     | 1.148|       |-184.1 |    |     

M062X/Def2T|-203.8 |     |     | 0.956|       |-182.4 |    |     

B3/6-311++G|-189.8 |     |     | 2.419|       |-134.8 |    |     

++++++++++++++++++++++++++++++++

ScF3..F-

F4Sc  mw:120.950 Anion CAS: Z-25376-96-9 fg:481 cnt:213

HOF(solv)=-299.6/3.6  23NIK/KAY    

----

92BOL/BOR *  Datum: DaffH= 113.3/3.6 TDAs | HOF(A-)=-473.9/3.6 AfIN p:8

Critical review.

----

86NIK/IGO    Datum: DaffH= 112.3/2.4 TDEq p:7

Reanalyzed literature data, 4.3 kcal < AlF3.

----

81SKO/NIK *  Datum: DaffH= 118.2/2.5 TDEq p:6

Fluoride Affinity: 2.5 kcal < AlF3.

----

81NIK/SID *  Datum: DaffH= 116.5/2.3 TDEq p:6

Fluoride Affinity: 4.1 kcal < AlF3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [scf4-s.za0]

CBS-QB3    |-461.6 |106.6| 96.9| 32.7|-296.0 |-59.0  

M062X/Def2T|-457.5 |122.9|114.3| 28.9|-288.7 |-45.9  

B3/6-311++G|-464.5 |     |     |     |       |       

++++++++++++++++++++++++++++++++

SeF4-.

F4Se  mw:155.911 Anion CAS: Z-250673-53-1 fg:8 cnt:300

HOF(A.)= -192.4/5.0  02BIN/MIL   |
###### the following are "below the line": evaluated as not accurate ####

----

73HAR/THY    Datum: EA=1.7(1) eV EIAE | HOF(A-)=-231.6/5.5 R-EA p:4

DaffH(AH)=  124.8 A-IN

From SeF6; Composite computational methods(18BAR/) indicate an electron affinity of ca. 2.2 eV and a .DELTA.fH(A-) of ca. -230 kcal/mol.

----

69BRI/       Datum: HOF(A-)=-178.3/4.6 EIAE p:3

DaffH(X..Y-)= 83.2 A-IN

From SeF6.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sef4.zzf]

CBS-QB3    |-230.1 |     |     | 2.221|       |-179.5 |    |     

G3MP2B3    |-227.0 |     |     | 2.228|       |-176.3 |    |     

G3MP2B3+   |-226.4 |     |     | 2.219|       |-176.0 |    |     

G4MP2      |-233.1 |     |     | 2.174|       |-183.6 |    |     

M062X/Def2T|-223.9 |     |     | 1.944|       |-179.7 |    |     

B3/6-311++G|-229.4 |     |     | 3.317|       |-153.7 |    |     

++++++++++++++++++++++++++++++++

Si2F4-.

F4Si2  mw:131.948 Anion CAS: Z-358621-98-4 fg:9 cnt:7491

----

97KAY/KAW    Datum: EA=1.87(20) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2f4.zzf]

CBS-QB3    |-348.2 |     |     | 1.804|       |-306.6 |    |     

G3MP2B3    |-343.9 |     |     | 1.788|       |-302.6 |    |     

G3MP2B3+   |-342.9 |     |     | 1.789|       |-301.6 |    |     

G4MP2      |-349.1 |     |     | 1.872|       |-305.9 |    |     

M062X/Def2T|-347.3 |     |     | 1.776|       |-306.2 |    |     

B3/6-311++G|-315.7 |     |     | 2.309|       |-262.4 |    |     

++++++++++++++++++++++++++++++++

TeF4-.

F4Te  mw:205.900 Anion CAS: N-15192-26-4 fg:8 cnt:321

HOF(A.)= -226.6/5.0  02BIN/MIL   |
###### the following are "below the line": evaluated as not accurate ####

----

69BRI/    #  Datum: HOF(A-)=-228.8/4.6 EIAE p:3

From TeF6. Appearance energy ca. 5.6 eV. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tef4.zz0]

M062X/Def2T|-255.1 |     |     | 1.763|       |-214.8 |    |     

++++++++++++++++++++++++++++++++

TiF4-.

F4Ti  mw:123.942 Anion CAS: Z-77309-16-1 fg:8 cnt:284

HOF(A.)= -371.0/0.5  82WAG/EVA   |

----

91BOL/BOR2*  Datum: DaffH= 93.2/5.0 TDEq | HOF(A-)=-426.3/5.0 AfIN p:6

EA(eV)= 2.500
###### the following are "below the line": evaluated as not accurate ####

----

74BEN/PAB    Datum: EA=>0.00 eV EIAE [0.0 kcal] p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tif4-d.za0]

CBS-QB3    |-416.2 |     |     | 2.026|       |-369.8 |    |     

M062X/Def2T|-406.6 |     |     | 2.304|       |-353.9 |    |     

++++++++++++++++++++++++++++++++

UF4-.

F4U  mw:314.045 Anion CAS: Z-55660-18-9 fg:8 cnt:926

HOF(A.)= -383.8/0.5  88BON/KOR   |

----

13LI_/HU     Datum: EA=1.58(3) eV LPES | HOF(A-)=-420.2/5.1 R-EA p:8

DaffH(AH)=  107.7/5.1 A-IN

Vertical Detachment Energy:1.97(3) eV.

----

84PYA/GUS *  Datum: HOF(A-)=-410.8/7.2 TDEq p:7

EA(eV)= 1.244 DaffH(X..Y-)= 98.2/8.8 A-IN

Critical review.

----

80SID/SKO    Datum: EA=<1.8 eV IMRB p:7

++++++++++++++++++++++++++++++++

VF3..F-

F4V  mw:126.938 Anion CAS: Z-62424-22-0 fg:481 cnt:2193

HOF(A.)= -299.9/5.6  89SID/BOL   |

HOF(solv)=-221.5/11.3  89SID/BOL   

----

92BOL/BOR *  Datum: DaffH= 102.5/4.3 TDAs | HOF(A-)=-380.9/9.3 AfIN p:8

EA(eV)= 3.513

Critical review.

----

89SID/BOL *  Datum: DaffH= 100.9/6.7 TDEq p:6

EA(eV)= 3.560

Fluoride Affinity: 16.0/2.4 kcal/mol > CrF2.

----

86IGO/NIK *  Datum: DaffH= 106.1/2.5 IMRE | HOF(A-)=-387.0/11.6 AfIN p:5

EA(eV)= 3.779

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [vf4-t.za0]

CBS-QB3    |-382.7 |108.9|100.7| 27.7|-214.7 |-59.0  | 3.641

M062X/Def2T|-362.6 |114.8|106.9| 26.5|-201.9 |-45.9  | 3.854

B3/6-311++G|-367.7 |     |     |     |       |       | 3.454

++++++++++++++++++++++++++++++++

WF4-.

F4W  mw:259.945 Anion CAS: Z-69155-06-2 fg:8 cnt:341

HOF(A.)= -246.0/4.0  81WOO/      |

----

77DEW/NEU #  Datum: EA=2.6 eV EIAE | HOF(A-)=-306.0/4.0 R-EA p:5

From WF6. Reworked with modern thermochemistry.
###### the following are "below the line": evaluated as not accurate ####

----

73THY/HAR #  Datum: HOF(A-)=<-258.1/4.6 EIAE p:4

EA(eV)= 0.525

From WF6. Reworked with modern thermochemistry.

----

77HIL/    #  Datum: EA=>1.0(2) eV EIAE p:3

From WF6. Reworked with modern thermochemistry.

----

72THY/    #  Datum: HOF(A-)=-258.1/5.3 EIAE p:2

From WF6. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [wf4-d.za0]

M062X/Def2T|-278.4 |     |     | 2.341|       |-224.6 |    |     

++++++++++++++++++++++++++++++++

YF3..F-

F4Y  mw:164.900 Anion CAS: Z-80811-70-7 fg:481 cnt:3810

HOF(A.)= -410.7/0.8  96GUR/VEY   |

HOF(solv)=-308.0/0.5  82WAG/EVA    

----

81PYA/GUS *  Datum: DaffH= 114.0/5.0 TDEq | HOF(A-)=-476.5/5.0 AfIN p:8

Fluoride affinity is at 0 K; .DELTA.fH at 298 K. Equilibrium measured vs. AlF4-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [yf4-s.za0]

M062X/Def2T|-450.9 |119.3|111.0| 28.1|-285.6 |-45.9  | 7.211

++++++++++++++++++++++++++++++++

FeF2..FeF3-

F5Fe2  mw:206.862 Anion CAS: Z-80978-83-2 fg:9 cnt:927

HOF(solv)=-109.7/4.5 neut 88BOR/BOL

----

86SID/BOR *  Datum: DaffH= 48.3/8.8 TDEq | HOF(A-)=-414.4/10.3 AfIN p:7

EA(eV)= 3.800

----

81SOR/SID *  Datum: DaffH= 48.1/1.0 TDAs p:6

.DELTA.fH(A-) at 0 K.

++++++++++++++++++++++++++++++++

GeF4..F-

F5Ge  mw:168.914 Anion CAS: Z-28407-33-2 fg:481 cnt:216

HOF(solv)=-284.4/0.1  91GUR/VEY    
###### the following are "below the line": evaluated as not accurate ####

----

84MAL/ROS    Datum: HOF(A-)=<-443.5/8.9 Latt p:4

DaffH(X..Y-)=>99.6/8.9 A-IN

Fluoride affinities from this method appear to be consistently about 10 kcal/mol too strong -JEB.

----

72HAR/CRA #  Datum: HOF(A-)=<-344.0/6.7 EIAE p:3

DaffH(X..Y-)=>0.1/6.7 A-IN

Reworked with modern thermochemistry. 91GUR/VEY and composite computations(18BAR/) indicate that .DELTA.fH(GeF4) is at least 40 kcal/mol more positive than the authors' original derived value of -332 kcal/mol, and .DELTA.fH(GeF5-) is similar.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [gef5.zcf]

CBS-QB3    |-438.3 | 84.8| 76.7| 27.1|-294.5 |-59.0  

G3MP2B3    |-430.2 | 83.8| 73.9| 33.2|-286.2 |-60.1  

G3MP2B3+   |-431.9 | 84.4| 76.9| 25.2|-287.4 |-60.1  

G4MP2      |-434.0 | 81.4| 73.2| 27.4|-290.7 |-62.0  

M062X/Def2T|-442.0 | 97.7| 89.6| 27.4|-298.4 |-45.9  

B3/6-311++G|-397.3 | 74.3| 77.1| 25.2|-251.2 |-61.5  

++++++++++++++++++++++++++++++++

HfF5-

F5Hf  mw:274.939 Anion CAS: Z-18745-42-1 fg:8 cnt:222

HOF(solv)=-399.1/0.5  82WAG/EVA    
###### the following are "below the line": evaluated as not accurate ####

----

86NIK/IGO *  Datum: DaffH= 102.5/4.0 TDEq | HOF(A-)=-568.8/4.0 AfIN p:4

Reanalyzed literature data, 14.1 kcal < AlF3.

----

80NIK/SOR    Datum: DaffH= 96.9/2.1 TDEq p:3

Fluoride Affinity: 20.1 kcal < AlF3.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hff5.zc0]

M062X/Def2T|-540.9 |110.9|102.8| 27.1|-384.1 |-45.9  | 7.386

++++++++++++++++++++++++++++++++

MnF4..F-

F5Mn  mw:149.931 Anion CAS: Z-67378-52-3 fg:481 cnt:1329

HOF(solv)=-231.0/17.0  72EHL/HSI   

----

84KOR/CHI *  Datum: DaffH= 83.2/20.0 TDEq | HOF(A-)=-372.5/20.0 AfIN p:7

Fluoride Affinity: 17.5 kcal < MnF3.

++++++++++++++++++++++++++++++++

MnF2..MnF3-

F5Mn2  mw:204.869 Anion CAS: Z-744135-06-6 fg:9 cnt:2051

HOF(solv)=-127.0/7.0 neut 72EHL/HSI
###### the following are "below the line": evaluated as not accurate ####

----

82SID/GUB *  Datum: DaffH= 49.1/2.0 TDAs | HOF(A-)=-448.3/8.6 AfIN p:4

At 1125K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [fmn2f3-k.zc0]

M062X/Def2T|-491.3 | -7.5|-19.9| 41.6|-180.1 |-318.6 

++++++++++++++++++++++++++++++++

MoF4..F-

F5Mo  mw:192.898 Anion CAS: Z-83618-32-0 fg:481 cnt:1809

HOF(A.)= -296.7/1.0  98JANAF     |

HOF(solv)=-225.9/4.3 neut 88BOR/BOL

----

88BOR/BOL *  Datum: DaffH= 91.5/3.3 TDEq | HOF(A-)=-375.7/5.5 AfIN p:8

EA(eV)= 3.536

----

85BOR/SID *  Datum: DaffH= 91.8/4.0 TDEq p:7

EA(eV)= 3.480

Fluoride Affinity: MoF4 > UF4 by 7.1 kcal/mol.

----

78COM/REI    Datum: EA=>3.5 eV NBAE p:6

From MoF6.

----

77MAT/ROT    Datum: EA=>3.3(4) eV NBAE p:6

From MoF6.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [mof5-t.za0]

M062X/Def2T|-375.5 |108.5| 97.1| 38.1|-221.2 |-45.9  | 3.717

++++++++++++++++++++++++++++++++

(NaF)5-.

F5Na5  mw:209.941 Anion CAS: N-352530-54-2 fg:9 cnt:2732

----

90MIL/LIN    Datum: EA=0.60 eV LPES p:7

Vertical Detachment Energy:1.4(1) eV.

++++++++++++++++++++++++++++++++

Na(NaF)5-

F5Na6  mw:232.931 Anion CAS: N-160501-43-9 fg:9 cnt:2736

----

90MIL/LIN    Datum: EA=1.8 eV LPES p:7

++++++++++++++++++++++++++++++++

F4SO..F-

F5OS  mw:142.960 Anion CAS: Z-17023-34-6 fg:481 cnt:2012

HOF(solv)=-207.0/3.0 Est5          

----

87LAR/MCM2   Datum: DaffH= 58.0/3.0 IMRE | HOF(A-)=-324.4/4.3 AfIN p:8

DaffG(X..Y-)= 52.7/3.0 H-TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 55-56 kcal/mol.

----

02ARN/MIL    Datum: EA=>2.4(2) eV IMRB p:7

----

02ARN/MIL    Datum: DaffH= 68.0/10.0 IMRB p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [f5so.zaf]

W1U        |-340.0 | 62.3| 53.0| 31.3|-217.5 |-60.1  

CBS-QB3    |-334.4 | 65.2| 56.3| 29.6|-210.1 |-59.0  

G3MP2B3    |-327.5 | 64.0| 55.0| 30.2|-203.4 |-60.1  

G3MP2B3+   |-325.6 | 62.9| 54.0| 29.6|-202.6 |-60.1  

G4MP2      |-335.8 | 60.2| 51.2| 30.2|-213.6 |-62.0  

M062X/Def2T|-333.6 | 76.7| 67.7| 30.3|-210.9 |-45.9  

B3/6-311++G|-264.2 | 55.4| 56.9| 29.6|-137.0 |-61.5  

++++++++++++++++++++++++++++++++

OsF4..F-

F5Os  mw:286.954 Anion CAS: Z-127157-33-9 fg:481 cnt:2203

----

89KUZ/KOR2   Datum: DaffH= 87.0/6.4 TDEq p:8

Fluoride Affinity: 0.2/2.6 kcal/mol < VF4.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [osf5-k.za0]

M062X/Def2T|-265.5 |133.3|125.5| 26.3|-86.2  |-45.9  | 4.581

++++++++++++++++++++++++++++++++

PF5-.

F5P  mw:125.966 Anion CAS: Z-37366-76-0 fg:8 cnt:3132

HOF(A.)= -380.8/0.3  89GUR/VEY   |

----

94MIL/MIL    Datum: EA=0.75(15) eV IMRB | HOF(A-)=-398.1/3.5 R-EA p:7

DaffH(AH)=  130.6 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pf5.zzf]

W1U        |-402.3 |     |     | 0.824|       |-383.6 |    |     

CBS-QB3    |-399.5 |     |     | 0.869|       |-379.9 |    |     

G3MP2B3    |-393.6 |     |     | 0.949|       |-372.1 |    |     

G3MP2B3+   |-392.0 |     |     | 0.907|       |-371.4 |    |     

G4MP2      |-401.8 |     |     | 0.962|       |-379.8 |    |     

M062X/Def2T|-401.1 |     |     | 0.826|       |-382.3 |    |     

B3/6-311++G|-357.3 |     |     | 1.963|       |-312.4 |    |     

++++++++++++++++++++++++++++++++

PtF5-

F5Pt  mw:289.957 Anion CAS: Z-86275-65-2 fg:8 cnt:224

HOF(solv)= -88.0/5.7 neut 90KOR/BON

----

79SID/NIK    Datum: EA=6.5 eV TDEq p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ptf5-s.za0]

M062X/Def2T|-202.0 |105.8| 97.2| 28.6|-50.3  |-45.9  | 6.421

++++++++++++++++++++++++++++++++

RhF4..F-

F5Rh  mw:197.898 Anion CAS: Z-127275-51-8 fg:481 cnt:2201

----

89KUZ/KOR2   Datum: DaffH= 100.4/5.0 TDEq p:8

Fluoride Affinity: 3.3/2.4 kcal/mol > RuF4.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [rhf5-d.za0]

M062X/Def2T|-219.8 |105.9| 96.3| 32.1|-68.0  |-45.9  | 6.516

++++++++++++++++++++++++++++++++

RuF4..F-

F5Ru  mw:196.897 Anion CAS: Z-127140-50-5 fg:481 cnt:2202

HOF(A.)= -189.1/5.0  82WAG/EVA   |

HOF(solv)=-142.2/3.6 neut 02BIN/MIL

----

89KUZ/KOR2   Datum: DaffH= 97.0/4.2 TDEq p:8

EA(eV)= 5.200

Fluoride Affinity: 11.0/2.6 kcal.mol < FeF3. F.bullet..bullet.RuF4- affinity 68.7/3.1 kcal/mol, per 90KOR/KUZ.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ruf5-k.za0]

M062X/Def2T|-270.4 |105.2| 97.1| 27.3|-119.2 |-45.9  | 5.420

++++++++++++++++++++++++++++++++

SF5-

F5S  mw:126.965 Anion CAS: Z-31140-82-6 fg:8 cnt:125

HOF(A.)= -218.1/3.2  87HER/      |

----

03LOB/CHE2   Datum: DaffH= 54.9/2.3 CIDT | HOF(A-)=-296.7/5.5 AfIN p:9

----

74LEF/TAN #  Datum: HOF(A-)=-298.9/21.0 NBAE p:8

DaffH(X..Y-)= 57.1/21.0 A-IN

From SF6. Reworked with modern thermochemistry.

----

88CHE/SHU    Datum: EA=3.80(15) eV Kine | HOF(A-)=-305.7/6.9 R-EA p:6

DaffH(AH)=  63.9/6.9 A-IN

From Temperature dependence of SF5-/SF6- in API attachment to SF6.

----

81BAB/STR    Datum: DaffH=>40.5/3.4 IMRB p:6

Fluoride Affinity: SF4 > SF5.

----

72THY/    #  Datum: HOF(A-)=<-308.4/33.6 EIAE p:6

EA(eV)= 3.916 DaffH(X..Y-)=>66.6/33.6 A-IN

From SF6. Reworked with modern thermochemistry.
###### the following are "below the line": evaluated as not accurate ####

----

07CHE/CHE    Datum: EA=3.85(2) eV ECD  p:4

----

83LAR/MCM    Datum: DaffG= 36.2/2.0 IMRE p:4

DaffH(X..Y-)= 43.8/2.0 G+TS

These relative affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca.  kcal/mol.

----

76REF/FRA    Datum: HOF(A-)=<-308.0 NBAE p:4

EA(eV)= 3.382

Values based on HOF(SF6)=-289 kcal/mole, and HOF(SF5)=-230 kcal/mol.

----

98JANAF      Datum: EA=3.7 eV Est4 p:3

Literature average.

----

78COM/REI #  Datum: EA=2.71(20) eV NBAE p:3

From SF6. Reworked with modern thermochemistry.

----

75HUB/LOS #  Datum: EA=>2.90(10) eV NBAE p:3

From SF6. Reworked with modern thermochemistry.

----

73LIF/TIE    Datum: EA=>2.8(1) eV Endo p:3

----

73COM/COO #  Datum: EA=>2.80(20) eV NBAE p:3

From SF6. Reworked with modern thermochemistry.

----

71HAR/THY #  Datum: HOF(A-)=-308.3/24.3 EIAE p:2

DaffH(X..Y-)= 66.5/24.3 A-IN

From SF6. Reworked with modern thermochemistry.

----

61CUR/   2#  Datum: EA=3.17(15) eV EIAE p:2

From SF6, using a more modern electron affinity(F).

----

64KAY/PAG    Datum: EA=3.66(4) eV SI   [84.4(10) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sf5.zcf]

W1U        |-300.9 |     |     | 4.026|       |-208.6 |    |     

CBS-QB3    |-293.4 |309.0|299.8| 4.011|-236.7 |-201.4 |31.1|87.5 

G3MP2B3    |-289.7 |307.2|298.2| 4.128|-229.7 |-194.9 |30.0|87.0 

G3MP2B3+   |-288.3 |307.3|297.9| 4.139|-228.3 |-193.3 |31.4|87.1 

G4MP2      |-296.6 |308.3|299.1| 3.922|-237.7 |-206.6 |30.7|83.2 

M062X/Def2T|-292.7 |307.6|298.6| 3.882|-235.7 |-203.7 |30.5|84.0 

B3/6-311++G|-260.0 |     |     | 5.099|       |-142.9 |    |     

++++++++++++++++++++++++++++++++

SbF5-.

F5Sb  mw:215.896 Anion CAS: Z-116122-92-0 fg:8 cnt:2119

----

85RUS/HER    Datum: EA=1.3(2) eV NBIE | HOF(A-)=-320.0/11.0 R-EA p:6

Negative ions not directly observed; see also 80COM/REI.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sbf5-d.zz0]

M062X/Def2T|-362.3 |     |     | 3.189|       |-289.0 |    |     

++++++++++++++++++++++++++++++++

SeF5-

F5Se  mw:174.909 Anion CAS: Z-37451-17-5 fg:8 cnt:137

HOF(A.)=<-113.7/10.0 EIAE 69BRI/ |

----

78COM/REI    Datum: HOF(A-)=-331.1/9.6 NBAE p:5

EA(eV)= 9.427

From SeF6. Composite computational methods(18BAR/) indicate an electron affinity of ca. 5.2 eV a .DELTA.fH(A-) of ca. -310 kcal/mol, and .DELTA.fH(A.) of ca. -190 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

73HAR/THY    Datum: EA=3.3(1) eV EIAE p:3

From SeF6.

----

69BRI/       Datum: HOF(A-)=<-286.1/21.3 EIAE p:2

DaffH(X..Y-)=>34.3/21.3 A-IN

From SeF6. Appearance Energy = 0.0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sef5.zzf]

CBS-QB3    |-310.2 |     |     | 5.218|       |-190.1 |    |     

G3MP2B3    |-305.9 |     |     | 5.212|       |-185.9 |    |     

G3MP2B3+   |-304.8 |     |     | 5.202|       |-185.1 |    |     

G4MP2      |-312.7 |     |     | 4.990|       |-197.9 |    |     

M062X/Def2T|-307.1 |     |     | 4.774|       |-197.4 |    |     

B3/6-311++G|-293.0 |     |     | 5.741|       |-160.9 |    |     

++++++++++++++++++++++++++++++++

SiF4..F-

F5Si  mw:122.969 Anion CAS: Z-21476-45-9 fg:481 cnt:1020

HOF(A.)= -367.7/1.1              |

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

77MUR/BEA    Datum: DaffH= 68.0/5.0 IMRB | HOF(A-)=-513.4/5.1 AfIN p:6

Fluoride Affinity: <BF3, >iPr2BF.

----

96KAW/NEG    Datum: EA=>4.66(2) eV LPES | HOF(A-)=<-474.5/0.8 AfIN p:5

DaffH(AH)= >29.0/0.5 dEA
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 54.1/4.0 IMRE p:4

DaffH(X..Y-)= 60.0/4.0 G+TS

These fluoride affinities are ca. 5-10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affH >35 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 64-66 kcal/mol.

----

70MAC/THY    Datum: HOF(A-)=<-554.0/6.7 IMRB p:3

DaffH(X..Y-)=>108.6/6.7 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sif5.zcf]

W1U        |-521.5 | 72.5| 63.9| 28.7|-388.9 |-60.1  

CBS-QB3    |-521.2 | 74.4| 65.8| 28.9|-387.7 |-59.0  

G3MP2B3    |-515.8 | 72.7| 65.4| 24.4|-383.0 |-60.1  

G3MP2B3+   |-515.2 | 72.5| 63.9| 28.7|-382.6 |-60.1  

G4MP2      |-518.3 | 70.3| 61.7| 29.0|-386.0 |-62.0  

M062X/Def2T|-517.9 | 86.1| 77.4| 29.1|-385.9 |-45.9  

B3/6-311++G|-471.1 | 64.2| 66.0| 28.7|-335.0 |-61.5  

++++++++++++++++++++++++++++++++

TeF5-

F5Te  mw:224.899 Anion CAS: Z-32369-53-2 fg:8 cnt:141

HOF(A.)= -277.2/5.0  02BIN/MIL   |
###### the following are "below the line": evaluated as not accurate ####

----

78COM/REI #  Datum: EA=4.5 eV NBAE p:4

From TeF6.

----

73HAR/THY #  Datum: HOF(A-)=<-391.0/4.6 EIAE p:3

From TeF6. Reworked with modern thermochemistry. Appearance energy 0 eV.

----

69BRI/    #  Datum: HOF(A-)=<-391.0/4.6 EIAE;EA(eV)=0.000 p:2

From TeF6. Reworked with modern thermochemistry. Appearance energy 0 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tef5.za0]

M062X/Def2T|-356.1 |     |     | 5.054|       |-239.7 |    |     

++++++++++++++++++++++++++++++++

ThF4..F-

F5Th  mw:327.031 Anion CAS: Z-15891-02-8 fg:481 cnt:941

HOF(solv)=-418.0/0.5  82WAG/EVA    

----

83SID/ZHU *  Datum: HOF(A-)=-579.9/3.0 TDEq p:6

DaffH(X..Y-)= 102.4/3.1 A-IN

Fluoride Affinity: 21.1 kcal < AlF3, 3.6 kcal < ZrF4.

++++++++++++++++++++++++++++++++

TiF4..F-

F5Ti  mw:142.941 Anion CAS: Z-44246-38-0 fg:481 cnt:2721

HOF(solv)=-371.0/0.5 neut 82WAG/EVA

----

92BOL/BOR *  Datum: DaffH= 86.3/3.8 TDAs | HOF(A-)=-515.0/4.5 AfIN p:8

Critical review.

----

91BOL/BOR2*  Datum: DaffH= 86.0/5.3 TDEq p:7

Fluoride Affinity: 30.3 kcal/mol < AlF3 (Data at 0 K).

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [tif5-s.za0]

CBS-QB3    |-516.6 | 87.7| 78.6| 30.5|-369.8 |-59.0  

M062X/Def2T|-500.0 |100.2| 92.5| 25.9|-353.9 |-45.9  

++++++++++++++++++++++++++++++++

UF5-

F5U  mw:333.043 Anion CAS: Z-29037-41-0 fg:8 cnt:149

HOF(A.)= -455.9/1.2  88BON/KOR   |

----

12DAU/SU     Datum: EA=3.82(5) eV LPES | HOF(A-)=-544.0/1.9 R-EA p:9

DaffH(AH)=  100.8/1.9 A-IN

Anion ground state is triplet. Vertical Detachment Energy:4.40(5) eV.

----

12DAU/LIU2   Datum: EA=3.885(15) eV LPES p:9

Trap operated at 4.4K.

----

92BOL/BOR *  Datum: DaffH= 100.9/3.6 TDAs | HOF(A-)=-542.7/6.0 AfIN p:7

EA(eV)= 3.470

Critical review.

----

88BOR/BOL *  Datum: DaffH= 98.5/3.8 TDEq | HOF(A-)=-541.8 AfIN p:7

EA(eV)= 3.806

----

86NIK/IGO *  Datum: DaffH= 102.1/3.6 TDEq p:7

Reanalyzed literature data, 14.5 kcal < AlF3.

----

84PYA/GUS *  Datum: HOF(A-)=-547.5/8.0 TDEq p:7

EA(eV)= 3.972 DaffH(X..Y-)= 104.3/8.0 A-IN

Critical review, other literature data corrected.

----

80SID/SKO *  Datum: DaffH= 98.0/0.3 TDEq p:7

Fluoride Affinity: 22.2 kcal < AlF3.

----

80PYA/GUS *  Datum: HOF(A-)=-547.5/8.0 TDEq p:6

EA(eV)= 3.780 DaffH(X..Y-)= 104.3/8.0 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

79GUS/GOR *  Datum: HOF(A-)=-547.5/8.7 TDEq p:4

DaffH(X..Y-)= 104.3/8.7 A-IN

----

77MAT/ROT    Datum: HOF(A-)=-549.0/11.9 NBAE p:3

EA(eV)= 4.037 DaffH(X..Y-)= 105.8/11.8 A-IN

From UF6.

----

77COM/       Datum: HOF(A-)=-541.4/9.5 NBAE p:3

EA(eV)= 3.708 DaffH(X..Y-)= 98.2/9.5 A-IN

From UF6.

++++++++++++++++++++++++++++++++

VF4..F-

F5V  mw:145.937 Anion CAS: Z-63943-01-1 fg:481 cnt:2198

HOF(A.)= -342.7/0.5  82WAG/EVA   |

HOF(solv)=-300.0/6.0  89SID/BOL    

----

89SID/BOL *  Datum: DaffH= 86.8/6.5 TDEq | HOF(A-)=-445.6/11.6 AfIN p:7

EA(eV)= 4.450

----

89KUZ/KOR2   Datum: DaffH= 87.2/5.8 TDEq p:6

Fluoride Affinity: 14.2/3.9 kcal/mol < UF4. F.bullet..bullet.VF4- affinity:83.2/2.7 kcal/mol, per 89KOR/KUZ.

----

86IGO/NIK *  Datum: DaffH= 100.2/2.5 TDAs | HOF(A-)=-459.6/6.5 AfIN p:5

EA(eV)= 5.071

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [vf5-d.za0]

CBS-QB3    |-444.1 | 86.3| 77.3| 30.0|-298.9 |-59.0  | 4.771

M062X/Def2T|-419.4 | 99.3| 90.3| 30.3|-274.1 |-45.9  | 5.376

B3/6-311++G|-432.0 |     |     |     |       |       | 4.615

++++++++++++++++++++++++++++++++

WF5-

F5W  mw:278.943 Anion CAS: Z-69175-56-0 fg:8 cnt:145

HOF(A.)= -334.0/4.0  81WOO/      |
###### the following are "below the line": evaluated as not accurate ####

----

79GEO/BEA    Datum: EA=<3.5 eV IMRB | HOF(A-)=>-414.7/5.7 R-EA p:4

DaffH(AH)= <109.3/5.7 A-IN

Electron affinity: WF5 < WF6.

----

78COM/REI #  Datum: EA=>1.8(3) eV NBAE p:4

From WF6. Reworked with modern thermochemistry.

----

77HIL/    #  Datum: HOF(A-)=<-319.7/17.4 EIAE;EA(eV)=0.400 p:3

DaffH(AH)= >14.3/17.4 A-IN

From WF6. Reworked with modern thermochemistry.

----

77DIS/LAC #  Datum: EA=1.25(30) eV NBAE p:3

From WF6. Reworked with modern thermochemistry.

----

77DEW/NEU #  Datum: EA=1.25(20) eV EIAE p:3

From WF6. Reworked with modern thermochemistry.

----

73THY/HAR #  Datum: HOF(A-)=-329.0/18.1 EIAE;EA(eV)=0.801 p:3

DaffH(AH)=  23.6/18.1 A-IN

From WF6. Reworked with modern thermochemistry.

----

72THY/    #  Datum: HOF(A-)=-329.0/16.9 EIAE;EA(eV)=0.801 p:2

DaffH(AH)=  23.6/16.9 A-IN

From WF6. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [wf5-t.zz0]

M062X/Def2T|-366.4 |     |     | 2.594|       |-306.9 |    |     

++++++++++++++++++++++++++++++++

ZrF4..F-

F5Zr  mw:184.897 Anion CAS: Z-22994-97-4 fg:481 cnt:217

HOF(solv)=-399.4/0.2  94KON/HIL    

----

82SKO/SOR *  Datum: DaffH= 99.3/2.0 TDEq | HOF(A-)=-558.1/2.1 AfIN p:6

Fluoride Affinity: 22/1 kcal < AlF3.

----

81SKO/NIK *  Datum: DaffH= 96.3/1.0 TDEq p:6

Fluoride Affinity: 23.12 kcal < AlF3.
###### the following are "below the line": evaluated as not accurate ####

----

00WAN/WAN    Datum: EA=>7.8 eV LPES p:4

No detachment observed with 7.8 eV photons.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [zrf5.zc0]

M062X/Def2T|-533.9 |     |     |     |       |       | 7.300

++++++++++++++++++++++++++++++++

FeF3..FeF3-

F6Fe2  mw:225.861 Anion CAS: Z-107874-55-5 fg:9 cnt:1740

HOF(solv)=-187.6/4.0 neut 81WOO/   

----

86SID/BOR *  Datum: HOF(A-)=-493.5/9.1 TDEq p:7

EA(eV)= 4.450 DaffH(X..Y-)= 51.9/11.1 A-IN

++++++++++++++++++++++++++++++++

Ge2F6-.

F6Ge2  mw:261.833 Anion CAS: Z-425404-19-9 fg:9 cnt:1731
###### the following are "below the line": evaluated as not accurate ####

----

72HAR/CRA #  Datum: HOF(A-)=<-415.2 IMRB p:3

GeF3-+ GeF4 ->. Reworked with modern thermochemistry. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of ca. -468 to -492 kcal/mol and electron affinity ca. 1.8 to 2.3 eV, depending on structure. Authors assume EA(GeF4)=3 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge2f6.zzf]

CBS-QB3    |-488.7 |     |     | 2.309|       |-435.9 |    |     

G3MP2B3    |-474.5 |     |     | 1.754|       |-434.5 |    |     

G3MP2B3+   |-477.5 |     |     | 2.308|       |-424.3 |    |     

G4MP2      |-482.6 |     |     | 2.451|       |-426.5 |    |     

M062X/Def2T|-491.8 |     |     | 2.349|       |-438.0 |    |     

B3/6-311++G|-445.1 |     |     | 3.154|       |-372.5 |    |     

++++++++++++++++++++++++++++++++

H2O..SF6-

F6H2OS  mw:163.974

Core ion CAS: Z-25031-39-4 Solvent: 7732-18-5 fg:21 cnt:11016

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86SIE/       Datum: DaffG= 4.5/0.3 TDAs p:8

DaffH(X..Y-)= 10.5/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wsf6.zcf]

G3MP2B3    |-375.2 | 11.4|  2.7| 29.2|-57.6  |-306.2 

++++++++++++++++++++++++++++++++

IrF6-.

F6Ir  mw:306.954 Anion CAS: Z-22587-75-3 fg:8 cnt:351

HOF(A.)= -130.0/5.0  82WAG/EVA   |

----

89KOR/KUZ *  Datum: EA=6.50(38) eV TDEq | HOF(A-)=-279.9/10.1 R-EA p:8

IrF4 + RuF6- <=> IrF6- + RuF4.
###### the following are "below the line": evaluated as not accurate ####

----

78COM/REI    Datum: EA=>5.0 eV NBIE p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [irf6-t.za0]

M062X/Def2T|-307.9 |     |     | 6.146|       |-166.4 |    |     

++++++++++++++++++++++++++++++++

MoF5..F-

F6Mo  mw:211.896 Anion CAS: Z-42847-47-2 fg:481 cnt:1810

HOF(A.)= -372.3/0.1  82WAG/EVA   |

HOF(solv)=-296.7/1.0 neut 98JANAF  

----

88BOR/BOL *  Datum: DaffH= 101.8/3.6 TDEq | HOF(A-)=-457.4/4.8 AfIN p:8

EA(eV)= 3.889

----

85BOR/SID *  Datum: DaffH= 101.9 TDEq p:7

EA(eV)= 3.820

Fluoride Affinity: MoF5 > MoF4 by 10.1/0.3 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

78COM/REI    Datum: EA=>5.0 eV NBIE p:3

----

77MAT/ROT    Datum: EA=>4.5(4) eV NBIE p:3

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [mof6-d.zz0]

M062X/Def2T|-454.4 |118.2|110.9| 24.5|-290.2 |-45.9  | 4.724

++++++++++++++++++++++++++++++++

(NaF)6-.

F6Na6  mw:251.930 Anion CAS: N-202465-79-0 fg:9 cnt:2733

----

90MIL/LIN    Datum: EA=2.1 eV LPES p:7

Vertical Detachment Energy:>2.5(1) eV.

++++++++++++++++++++++++++++++++

OsF6-.

F6Os  mw:305.952 Anion CAS: Z-34848-01-6 fg:8 cnt:2122

----

89KOR/KUZ    Datum: EA=5.93(28) eV TDEq p:8

PtF4- + OsF6 <=> OsF6- + PtF4, .DELTA.H = -10.0/1.3 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [osf6-q.za0]

M062X/Def2T|-349.8 |     |     | 6.507|       |-199.9 |    |     

++++++++++++++++++++++++++++++++

PF5..F-

F6P  mw:144.965 Anion CAS: Z-16919-18-9 fg:481 cnt:1017

HOF(solv)=-380.8/0.3 neut 89GUR/VEY

----

96ALE/BOR *  Datum: DaffH= 78.6/3.3 TDAs | HOF(A-)=-518.8/3.4 AfIN p:6

The discrepancy with 85LAR/MCM is discussed but not resolved. Composite computational methods(18BAR/) indicate a .DELTA.affH of ca. 90-93 kcal/mol.
###### the following are "below the line": evaluated as not accurate ####

----

85LAR/MCM    Datum: DaffG= 73.5/10.0 IMRE p:4

DaffH(X..Y-)= 85.0/10.0 G+TS

These relative affinities are ca. 10 kcal/mol weaker than threshold values (see 95WEN/SQU) for donors with .DELTA.affG >27 kcal/mol. Composite computational methods(18BAR/) indicate a .DELTA.affG of ca. 83-84 kcal/mol.

----

84MAL/ROS    Datum: HOF(A-)=-541.2/11.4 Latt p:4

DaffH(X..Y-)= 101.0/11.4 A-IN

Fluoride affinities from this method appear to be consistently about 10 kcal/mol too strong -JEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [pf6.zcf]

W1U        |-534.2 | 90.4| 80.0| 34.9|-383.6 |-60.1  

CBS-QB3    |-532.6 | 93.7| 83.3| 34.6|-379.9 |-59.0  

G3MP2B3    |-524.1 | 92.0| 81.0| 36.9|-372.1 |-60.1  

G3MP2B3+   |-522.9 | 91.4| 80.3| 37.0|-371.4 |-60.1  

G4MP2      |-530.0 | 88.2| 77.7| 35.2|-379.8 |-62.0  

M062X/Def2T|-532.5 |104.2| 93.1| 37.3|-382.3 |-45.9  

B3/6-311++G|-465.3 | 81.0| 80.4| 37.1|-312.4 |-61.5  

++++++++++++++++++++++++++++++++

PtF6-.

F6Pt  mw:308.956 Anion CAS: Z-38123-72-7 fg:8 cnt:352

HOF(A.)= -161.6/6.7  86KOR/NIK   |

----

89KOR/KUZ *  Datum: EA=7.00(35) eV TDEq | HOF(A-)=-323.0/10.5 R-EA p:8

DaffH(AH)=  263.6 A-IN

2PtF4 + 2AlF4- <=> 2AlF3 + PtF4- + PtF6-, .DELTA.H = 29.4/1.0 kcal/mol.

----

81NIK/SID2*  Datum: EA=8.0(3) eV TDEq p:7

Electron affinity: 2.8 eV > PtF4.
###### the following are "below the line": evaluated as not accurate ####

----

78COM/REI    Datum: EA=>5.0 eV NBIE p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptf6-d.za0]

M062X/Def2T|-239.4 |     |     | 7.520|       |-66.1  |    |     

++++++++++++++++++++++++++++++++

ReF6-

F6Re  mw:300.947 Anion CAS: Z-60447-75-8 fg:8 cnt:350

HOF(A.)= -322.4/5.0  84BAR/YEH   |

----

06FRI/STE    Datum: EA=> 3.82(17) eV IMRB [88.0(40) kcal] | HOF(A-)=<-410.4/6.4 R-EA p:6

Accepts electron from MoF6-.
###### the following are "below the line": evaluated as not accurate ####

----

78COM/REI    Datum: EA=>5.0 eV NBIE p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ref6-t.za0]

M062X/Def2T|-393.5 |     |     | 4.931|       |-279.9 |    |     

++++++++++++++++++++++++++++++++

RuF6-

F6Ru  mw:215.895 Anion CAS: Z-44470-39-5 fg:8 cnt:2123

----

89KOR/KUZ    Datum: EA=6.47(31) eV TDEq p:8

Ru2F10 + 2FeF4- <=> 2FeF3 + RuF6-, .DELTA.H = 45.9/3.5 kcal/mol, Fluoride affinity(FeF3)=107 kcal/mol.

----

89KUZ/KOR2   Datum: DaffH= 116.4/4.8 TDEq p:7

EA(eV)= 6.470

RuF4- + RuF6- <=> 2 RuF5-: H = 7.0/2.7 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ruf6-q.za0]

M062X/Def2T|-327.5 |     |     | 8.177|       |-138.8 |    |     

++++++++++++++++++++++++++++++++

SF6-.

F6S  mw:145.963 Anion CAS: Z-25031-39-4 fg:8 cnt:293

HOF(A.)= -291.7/0.2  87HER/      |

----

85GRI/CHO    Datum: EA=1.05(9) eV TDEq [24.2(20) kcal] | HOF(A-)=-315.9/3.8 R-EA p:9

DaffH(AH)=  38.4/3.8 A-IN

.DELTA.eaG(423 K) = -29.8 kcal/mol; .DELTA.eaS = +13 eu. See also 86CHO/HEI, 07BOP/ROS.

----

12TRO/MIL    Datum: EA=1.03(5) eV kfkr p:8

----

94CHE/WIL    Datum: EA=1.07(7) eV TDAs p:8

----

03LOB/CHE2   Datum: DaffH= 42.7/2.8 CIDT | HOF(A-)=-320.2/4.3 AfIN p:7

Affinity: SF5- + F. Barrier to dissociation, but less than barrier to photodissociation.

----

88CHE/SHU    Datum: EA=1.15(15) eV Kine p:7

From the temperature dependence of the API spectra of SF5-/SF6-.

----

66COM/CHR    Datum: EA=1.1 eV ES   p:7

----

14MEN/DAS    Datum: EA=0.91(7) eV kfkr p:6

----

07BOP/ROS    Datum: EA=3.0(1) eV LPES p:6

The stated EA is the Vertical Detachment Energy. There is almost no Franck-Condon overlap in the photoelectron spectrum with the adiabatic electron affinity.

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25SUN/LIA    Datum: EA=0() eV [ eV] p:5

----

95DAT/CAR    Datum: EA=3.16 eV LPD  p:5

The stated EA is the Vertical Detachment Energy.
###### the following are "below the line": evaluated as not accurate ####

----

98JANAF      Datum: EA=1.2 eV Est4 p:4

Literature average.

----

83LIF/       Datum: EA=0.8 eV Kine p:4

Review: literature consistent with .DELTA.S(act) for detachment = -14 eu.

----

83HEN/BEN    Datum: EA=1.4(1) eV Kine [32.(3) kcal] p:4

----

82DRZ/BRA    Datum: EA=0.542 eV LPD  [12.5 kcal] p:4

----

78REF/FRA    Datum: HOF(A-)=<-313.0/13.9 CIDT p:4

EA(eV)= 0.924 DaffH(X..Y-)=>35.5/13.9 A-IN

----

83CHE/WEN    Datum: EA=>0.70(20) eV ECD  p:3

----

78COM/REI    Datum: EA=0.46(20) eV NBIE p:3

----

74LEF/TAN    Datum: EA=0.75(10) eV NBIE p:3

----

73LIF/TIE    Datum: EA=>0.6(1) eV Endo p:3

----

71FEH/       Datum: EA=0.948(517) eV IMRB p:3

Between EAs of O- and O2-.

----

68CHE/GEO    Datum: EA=>0.6982 eV ECD  p:3

----

07CHE/CHE    Datum: EA=2.60(10) eV ECD  p:2

----

73COM/COO2   Datum: EA=0.53(10) eV NBIE p:2

----

73COM/COO    Datum: EA=0.54(17) eV NBIE p:2

----

70LIF/HUG    Datum: EA=0.43 eV IMRB p:2

----

75HUB/LOS    Datum: EA=0.32(15) eV NBIE p:1

----

64KAY/PAG    Datum: EA=1.49(2) eV SI   [34.3(5) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sf6.zzf]

W1U        |-318.4 |     |     | 1.044|       |-296.6 |    |     

CBS-QB3    |-314.1 |     |     | 1.129|       |-289.7 |    |     

G3MP2B3    |-306.2 |     |     | 1.161|       |-281.1 |    |     

G3MP2B3+   |-304.8 |     |     | 1.162|       |-279.8 |    |     

G4MP2      |-315.5 |     |     | 1.133|       |-291.6 |    |     

M062X/Def2T|-312.8 |     |     | 1.049|       |-290.2 |    |     

B3/6-311++G|-276.4 |     |     | 3.371|       |-200.4 |    |     

++++++++++++++++++++++++++++++++

SbF5..F-

F6Sb  mw:234.895 Anion CAS: Z-17111-95-4 fg:481 cnt:220
###### the following are "below the line": evaluated as not accurate ####

----

80COM/REI    Datum: EA=>6.0 eV NBAE p:3

DaffH(AH)=  59.9 dEA

From Sb2F10.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [sbf6-s.zz0]

M062X/Def2T|-467.7 |132.7|123.4| 31.3|-289.0 |-45.9  | 8.355

++++++++++++++++++++++++++++++++

SeF6-.

F6Se  mw:193.907 Anion CAS: Z-56027-43-1 fg:8 cnt:316

HOF(A.)= -267.1/0.1  86OHA/      |

----

78COM/REI    Datum: EA=2.9(2) eV NBIE | HOF(A-)=-334.0/11.0 R-EA p:6

DaffH(AH)=  160.9/11.0 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sef6.zzf]

CBS-QB3    |-332.2 |     |     | 2.954|       |-265.4 |    |     

G3MP2B3    |-324.0 |     |     | 2.771|       |-261.4 |    |     

G3MP2B3+   |-322.8 |     |     | 2.743|       |-260.8 |    |     

G4MP2      |-334.5 |     |     | 2.696|       |-273.7 |    |     

M062X/Def2T|-327.4 |     |     | 2.339|       |-275.2 |    |     

B3/6-311++G|-315.0 |     |     | 4.578|       |-210.6 |    |     

++++++++++++++++++++++++++++++++

TeF6-.

F6Te  mw:243.897 Anion CAS: Z-56027-44-2 fg:8 cnt:333

HOF(A.)= -327.2/5.0  02BIN/MIL   |

----

78COM/REI    Datum: EA=3.3(2) eV NBIE | HOF(A-)=-403.3/8.5 R-EA p:7

DaffH(AH)=  66.7/8.5 A-IN

----

73COM/COO2   Datum: EA=3.30(20) eV NBIE p:6

----

73COM/COO    Datum: EA=3.34(17) eV NBIE p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tef6.zz0]

M062X/Def2T|-384.1 |     |     | 2.738|       |-322.0 |    |     

++++++++++++++++++++++++++++++++

UF6-.

F6U  mw:352.042 Anion CAS: Z-48021-45-0 fg:8 cnt:337

HOF(A.)= -513.2/0.5  82WAG/EVA   |

----

88BOR/BOL *  Datum: DaffH= 113.0/4.1 TDEq | HOF(A-)=-627.1/5.0 AfIN p:9

EA(eV)= 5.165

F.bullet..bullet.UF5- affinity 104.7/2.4 kcal/mol, per 90KOR/KUZ.

----

92BOL/BOR *  Datum: DaffH= 115.7/4.1 TDAs p:8

Critical review.

----

84PYA/GUS *  Datum: HOF(A-)=-639.0/6.0 TDEq p:8

EA(eV)= 5.510

Critical review.

----

83SKO/SOR *  Datum: HOF(A-)=-631.6/9.1 TDEq p:7

EA(eV)= 5.135 DaffH(X..Y-)= 116.3/9.1 A-IN

Fluoride Affinity: 13.1/2 kcal > UF4.

----

84GOR/PYA    Datum: EA=5.37(21) eV IMRE [518.(20) kJ] p:6

Given: 518(20) kJ/mol.

----

77COM/       Datum: EA=>5.1 eV NBIE p:6

----

76BEA/       Datum: EA=4.9(5) eV IMRB p:6

Endo F- transfer to BF3 at 1.5 eV observed.

----

76BEA/       Datum: DaffH= 108.0/6.0 Endo p:6

----

80SID/SKO *  Datum: DaffH= 101.4/4.0 TDEq p:5

Fluoride Affinity:(1100K) 3.3/0.2 kcal > UF4. .DELTA.fH(A-):298K.

----

80PYA/GUS    Datum: EA=6.331(499) eV TDEq [146.0(115) kcal] p:5
###### the following are "below the line": evaluated as not accurate ####

----

84MAL/ROS    Datum: HOF(A-)=-651.1/19.3 Latt p:3

EA(eV)= 5.978 DaffH(X..Y-)= 135.8/19.3 A-IN

----

80STR/NEW    Datum: EA=>3.61 eV IMRB p:3

----

80ANN/STO    Datum: EA=>5.5 eV IMRB p:3

----

77MAT/ROT    Datum: EA=>4.3(4) eV NBIE p:3

----

69PAG/GOO    Datum: EA=2.91 eV SI   [67.1 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

++++++++++++++++++++++++++++++++

WF6-.

F6W  mw:297.942 Anion CAS: Z-41743-04-8 fg:8 cnt:349

HOF(A.)= -411.5/0.5  82WAG/EVA   |

----

85VIG/PAU    Datum: EA=3.36(20) eV IMRB | HOF(A-)=-489.0/6.2 R-EA p:5

DaffH(AH)=  95.5/6.2 A-IN

----

79GEO/BEA    Datum: EA=3.5(1) eV IMRB p:5

Electron affinity: > F-, < Cl-.
###### the following are "below the line": evaluated as not accurate ####

----

78COM/REI    Datum: EA=>5.0 eV NBIE p:3

----

77MAT/ROT    Datum: EA=>4.9(4) eV NBIE p:3

----

77DIS/LAC    Datum: EA=3.70(20) eV NBIE p:3

----

69PAG/GOO    Datum: EA=2.74 eV SI   [63.2 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [wf6-d.zz0]

M062X/Def2T|-478.4 |     |     | 3.418|       |-400.1 |    |     

++++++++++++++++++++++++++++++++

ZrF6=

F6Zr  mw:203.896 Anion CAS: Z-20160-85-4 fg:8 cnt:4831

----

00WAN/WAN5   Datum: EA=2.9(2) eV LPES p:8

Vertical Detachment Energy:3.4(1) eV. Dianion lifetime ca. 4 sec with respect to F- loss. Se also 00WAN/WAN5.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [zrf6-s.zd0]

M062X/Def2T|-575.5 |     |     | 2.147|       |-525.8 |    |     

++++++++++++++++++++++++++++++++

FeF3..FeF4-

F7Fe2  mw:244.859 Anion CAS: Z-80978-84-3 fg:9 cnt:928

HOF(solv)=-187.6/4.0 neut 81WOO/   

----

86SID/BOR *  Datum: DaffH= 45.1/5.7 TDAs | HOF(A-)=-567.1/8.8 AfIN p:7

EA(eV)= 4.450

----

81SOR/SID *  Datum: DaffH= 48.7/1.0 TDAs p:6

.DELTA.fH(A-) at 0 K.

++++++++++++++++++++++++++++++++

GaF3..GaF4-

F7Ga2  mw:270.841 Anion CAS: Z-97882-08-1 fg:9 cnt:1780

HOF(solv)=-220.2/6.5  96GUR/VEY    

----

85ZHU/NIK *  Datum: DaffH= 51.9/4.7 TDEq | HOF(A-)=-662.1/11.4 AfIN p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [gaf3gaf4.zzf]

G3MP2B3    |-653.9 | 61.5| 54.9| 26.7|-212.4 |-379.9 

M062X/Def2T|-648.9 | 50.1| 41.8| 28.1|-215.8 |-383.0 

B3/6-311++G|-589.4 | 44.1| 35.8| 27.6|-189.6 |-355.8 

++++++++++++++++++++++++++++++++

MnF3..PtF4-

F7MnPt  mw:382.892 Anion CAS: Z-93707-41-6 fg:10 cnt:1328

HOF(solv)=-188.0/14.0 neut 72EHL/HS

----

84KOR/CHI *  Datum: HOF(A-)=-489.4/74.1 TDEq p:7

DaffH(X..Y-)= 301.4/74.1 A-IN

++++++++++++++++++++++++++++++++

MnF3..MnF4-

F7Mn2  mw:242.865 Anion CAS: Z-86424-97-7 fg:9 cnt:1327

HOF(solv)=-188.0/14.0 neut 72EHL/HS

----

84KOR/CHI *  Datum: HOF(A-)=-600.1/65.9 TDAs p:7

DaffH(X..Y-)= 68.5/65.9 A-IN

++++++++++++++++++++++++++++++++

(NF3)2..F-

F7N2  mw:160.996 fg:481 cnt:9648

HOF(solv)= -31.6/1.0  98JANAF      

----

95HIR/NAS    Datum: DaffG= 0.5/2.0 TDAs p:8

DaffH(X..Y-)= 6.8/0.2 TDAs

++++++++++++++++++++++++++++++++

(NaF)7-.

F7Na7  mw:293.918 Anion CAS: N-202465-80-3 fg:9 cnt:2734

----

90MIL/LIN    Datum: EA=0.9 eV LPES p:7

Vertical Detachment Energy:1.2(1) eV.

++++++++++++++++++++++++++++++++

Na(NaF)7-

F7Na8  mw:316.908 Anion CAS: N-148072-72-4 fg:9 cnt:2737

----

90MIL/LIN    Datum: EA=1.25 eV LPES p:7

Vertical Detachment Energy:1.4(1) eV.

++++++++++++++++++++++++++++++++

SF6..F-

F7S  mw:164.961 Anion CAS: Z-133466-78-1 fg:481 cnt:3415

HOF(solv)=-291.7/0.2 neut 87HER/   

----

95HIR/SHI    Datum: DaffG= -0.6/3.0 TDAs | HOF(A-)=-356.5/0.8 AfIN p:8

DaffH(X..Y-)= 5.4/0.3 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sf7.zcf]

W1U        |-354.6 | -2.1| -6.0| 13.0|-296.6 |-60.1  

CBS-QB3    |-329.0 |-19.7|-25.5| 19.3|-289.7 |-59.0  

G3MP2B3    |-325.4 |-15.8|-20.0| 13.8|-281.1 |-60.1  

G3MP2B3+   |-331.2 | -8.7|-12.5| 13.0|-279.8 |-60.1  

G4MP2      |-356.1 |  2.6| -1.8| 14.8|-291.6 |-62.0  

M062X/Def2T|-346.5 | 10.3|  5.3| 16.9|-290.2 |-45.9  

B3/6-311++G|-276.3 |  4.0|  8.6| 19.4|-200.4 |-61.5  

++++++++++++++++++++++++++++++++

ScF3..ScF4-

F7Sc2  mw:222.901 Anion CAS: Z-692720-69-7 fg:9 cnt:1450

HOF(solv)=-299.6/3.6  23NIK/KAY    

----

81NIK/SID    Datum: DaffG= 47.5/0.3 TDAs p:8

DaffH(X..Y-)= 54.5/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [scf3scf4.zc0]

CBS-QB3    |-807.1 | 49.4| 38.4| 37.0|-296.0 |-461.6 

M062X/Def2T|-803.3 | 57.1| 45.8| 37.7|-288.7 |-457.5 

++++++++++++++++++++++++++++++++

UF6..F-

F7U  mw:371.040 Anion CAS: Z-54353-60-5 fg:481 cnt:226

HOF(solv)=-513.2/0.5 neut 82WAG/EVA

----

84PYA/GUS *  Datum: HOF(A-)=-627.1/7.2 TDEq p:6

DaffH(X..Y-)= 54.4/7.2 A-IN

Critical review.
###### the following are "below the line": evaluated as not accurate ####

----

76BEA/       Datum: DaffH= 46.0/10.0 IMRB | HOF(A-)=-618.7/10.0 AfIN p:3

++++++++++++++++++++++++++++++++

WF6..F-

F7W  mw:316.940 Anion CAS: Z-53653-01-3 fg:481 cnt:225

HOF(solv)=-411.5/0.5 neut 82WAG/EVA

----

79GEO/BEA #  Datum: DaffH= 73.0/7.0 IMRB | HOF(A-)=-543.9/7.1 AfIN p:5

Fluoride affinity <BF3, >SiF4. Given as 69/6 kcal/mol; re-anchored to modern values.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wf7-s.zc0]

M062X/Def2T|-531.2 | 92.6| 84.6| 26.8|-400.1 |-45.9  

++++++++++++++++++++++++++++++++

YF3..YF4-

F7Y2  mw:310.801 Anion CAS: Z-80811-69-4 fg:9 cnt:3811

HOF(A.)= -410.7/0.8  96GUR/VEY   |

HOF(solv)=-308.0/0.5  82WAG/EVA    

----

81PYA/GUS *  Datum: DaffH= 56.0/5.0 TDAs | HOF(A-)=-840.5/7.1 AfIN p:8

.DELTA.fH(A-) is at 298K, fluoride affinity at 0K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [y2f7-3.zc0]

M062X/Def2T|-805.6 | 69.1| 55.7| 44.7|-285.6 |-450.9 

++++++++++++++++++++++++++++++++

Ge2F8-

F8Ge2  mw:299.830

Core ion CAS: Z-16984-48-8 Solvent: 7783-58-6 fg:9 cnt:1732

HOF(solv)=-284.4/0.1  91GUR/VEY    

----

72HAR/CRA #  Datum: HOF(A-)=<-647.3/0.9 IMRB p:5

Reworked with modern thermochemistry. Composite computational methods(18BAR/) indicate .DELTA.fH(A-) = ca. -638 to -647 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ge2f8.zzf]

CBS-QB3    |-643.3 | 28.9| 20.5| 28.3|-294.5 |-319.9 

G3MP2B3    |-636.2 | 36.2| 22.1| 47.4|-286.2 |-313.8 

G4MP2      |-634.3 | 24.6| 14.3| 34.7|-290.7 |-319.0 

M062X/Def2T|-651.7 | 29.6| 18.6| 36.9|-298.4 |-323.7 

B3/6-311++G|-565.7 | 15.6|  1.1| 48.6|-251.2 |-298.9 

++++++++++++++++++++++++++++++++

KScF4..ScF4-

F8KSc2  mw:280.863

Core ion CAS: Z-25376-96-9 Solvent: 39587-83-2 fg:10 cnt:1620

----

81NIK/SID    Datum: DaffG= 28.8/1.0 TDAs p:5

DaffH(X..Y-)= 34.3/0.7 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [kscf42.zc0]

CBS-QB3    |-942.1 | 33.3| 25.2| 27.3|-447.1 |-461.6 

M062X/Def2T|-941.8 | 37.9| 28.6| 31.3|-445.6 |-457.5 

B3/6-311++G|-943.5 | 36.8| 28.6| 27.6|-442.1 |-464.5 

++++++++++++++++++++++++++++++++

U2F8-

F8U2  mw:628.089

Core ion CAS: Z-55660-18-9 Solvent: 10049-14-6 fg:9 cnt:193
###### the following are "below the line": evaluated as not accurate ####

----

84PYA/GOR *  Datum: HOF(A-)=>-858.5 TDEq p:3

EA(eV)= 2.300

++++++++++++++++++++++++++++++++

Mo2F8..F-

F9Mo2  mw:366.797 Anion CAS: N-116744-91-3 fg:481 cnt:2196

----

88BOR/BOL *  Datum: DaffH= 92.7/8.6 TDEq | HOF(A-)=-650.0/8.5 AfIN p:7

EA(eV)= 3.692

++++++++++++++++++++++++++++++++

SiF4..SiF5-

F9Si2  mw:226.940 Anion CAS: Z-185628-50-6 fg:9 cnt:5178

HOF(solv)=-386.0/0.2  91GUR/VEY    

----

00HIR/NAS    Datum: DaffG= 5.1/2.8 TDAs | HOF(A-)=-909.0/5.4 AfIN p:8

DaffH(X..Y-)= 9.6/2.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sif4sif5.zcf]

CBS-QB3    |-923.3 | 14.4|  4.0| 34.7|-387.7 |-521.2 

G3MP2B3    |-913.0 | 14.1|  4.3| 32.8|-383.0 |-515.8 

G4MP2      |-917.5 | 13.2|  2.0| 37.6|-386.0 |-518.3 

M062X/Def2T|-921.3 | 17.5|  6.1| 38.2|-385.9 |-517.9 

B3/6-311++G|-820.3 | 14.2|  3.8| 34.9|-335.0 |-471.1 

++++++++++++++++++++++++++++++++

U2F9-

F9U2  mw:647.088 Anion CAS: Z-62647-34-1 fg:9 cnt:194

HOF(solv)=-383.8/0.5 neut 88BON/KOR

----

79GUS/GOR *  Datum: HOF(A-)=-987.5/11.4 TDAs p:7

DaffH(X..Y-)= 59.7/11.4 A-IN

----

84PYA/GOR *  Datum: HOF(A-)=-985.6/10.7 TDEq p:5

DaffH(X..Y-)= 57.8/10.7 A-IN

----

80PYA/GUS *  Datum: HOF(A-)=-987.5/8.0 TDEq p:5

++++++++++++++++++++++++++++++++

ZrF4..ZrF5-

F9Zr2  mw:350.796 Anion CAS: Z-83601-30-3 fg:9 cnt:1621

HOF(solv)=-399.4/0.2  94KON/HIL    
###### the following are "below the line": evaluated as not accurate ####

----

82SKO/SOR *  Datum: DaffH= 51.2/1.0 TDAs | HOF(A-)=-1008.9/3.6 AfIN p:4

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [zr2f9.zc0]

M062X/Def2T|-978.3 | 64.9| 51.2| 45.9|-379.5 |-533.9 

++++++++++++++++++++++++++++++++

Mo2F9..F-

F10Mo2  mw:385.795 Anion CAS: N-65653-18-1 fg:481 cnt:2197

----

88BOR/BOL *  Datum: DaffH= 96.1/8.6 TDEq | HOF(A-)=-722.7/7.9 AfIN p:7

EA(eV)= 3.826

++++++++++++++++++++++++++++++++

(NF3)3..F-

F10N3  mw:231.994 fg:481 cnt:9649

HOF(solv)= -31.6/1.0  98JANAF      

----

95HIR/NAS    Datum: DaffG= 0.6/2.0 TDAs p:8

DaffH(X..Y-)= 5.7/0.2 TDAs

++++++++++++++++++++++++++++++++

U2F10-

F10U2  mw:666.086 Anion CAS: Z-89697-13-2 fg:9 cnt:195

----

84PYA/GOR *  Datum: HOF(A-)=-1071.6/7.2 TDEq p:7

EA(eV)= 4.500 DaffH(X..Y-)= 124.3/12.0 A-IN

++++++++++++++++++++++++++++++++

SF6..SF5-

F11S2  mw:272.927 Anion CAS: Z-138658-57-8 fg:9 cnt:3413

HOF(solv)=-291.7/0.2 neut 87HER/   

----

95HIR/SHI    Datum: DaffH=<2.3 TDAs | HOF(A-)=>-590.7/5.5 AfIN p:7

o formation at 141 K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sf6sf5.zcf]

G3MP2B3    |-572.9 |  2.1| -2.4| 15.0|-281.1 |-289.7 

M062X/Def2T|-586.0 |  3.0| -3.4| 21.7|-290.2 |-292.7 

B3/6-311++G|-461.9 |  1.4| -4.0| 18.3|-200.4 |-260.0 

++++++++++++++++++++++++++++++++

U2F11-

F11U2  mw:685.085 Anion CAS: Z-89697-14-3 fg:9 cnt:196

----

84PYA/GOR *  Datum: HOF(A-)=-1157.7/9.6 TDEq p:5

EA(eV)= 6.100 DaffH(X..Y-)= 129.1/12.0 A-IN

++++++++++++++++++++++++++++++++

Ir(PF3)4-

F12IrP4  mw:544.839 Anion CAS: Z-795222-16-1 fg:24 cnt:2352

----

90MIL/KAW #  Datum: DacidG=<295.0/3.0 IMRB p:7

Between FSO3H and CF3SO3H. Reworked with modern acidities.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [irpf34.za0]

M062X/Def2T|-1012.5|302.9|295.2| 3.759|-950.6 |-925.6 |25.6|77.2 

++++++++++++++++++++++++++++++++

(NaF)12-.

F12Na12  mw:503.859 Anion CAS: N-7681-49-4 fg:9 cnt:2735

----

90MIL/LIN    Datum: EA=1.1 eV LPES p:7

Vertical Detachment Energy:1.5(1) eV.

++++++++++++++++++++++++++++++++

Na(NaF)12-

F12Na13  mw:526.848 Anion CAS: N-160501-44-0 fg:9 cnt:2738

----

90MIL/LIN    Datum: EA=1.1 eV LPES p:7

Vertical Detachment Energy:1.45(10) eV.

++++++++++++++++++++++++++++++++

SF6..SF6-.

F12S2  mw:291.926 Anion CAS: Z-12528-57-3 fg:9 cnt:3414

HOF(solv)=-291.7/0.2 neut 87HER/   

----

95HIR/SHI    Datum: DaffG= -3.1/0.3 TDAs | HOF(A-)=-609.9/2.0 AfIN p:8

DaffH(X..Y-)= 2.3/0.3 TDAs

Entropy estimated. .DELTA.affG = +0.37 kcal/mol at 141K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sf6sf6.zcf]

G3MP2B3    |-590.9 |  3.6| -3.2| 22.7|-281.1 |-306.2 

G4MP2      |-613.7 |  6.6| -3.3| 33.2|-291.6 |-315.5 

M062X/Def2T|-606.6 |  3.6| -3.3| 22.9|-290.2 |-312.8 

B3/6-311++G|-478.0 |  1.2| -3.9| 17.0|-200.4 |-276.4 

++++++++++++++++++++++++++++++++

U2F12-

F12U2  mw:704.083

Core ion CAS: Z-16984-48-8 Solvent: 77321-99-4 fg:9 cnt:197

HOF(A.)= -1059.1/18.4            |
###### the following are "below the line": evaluated as not accurate ####

----

84PYA/GOR *  Datum: HOF(A-)=>-1241.3 TDEq p:3

EA(eV)= 7.900 DaffH(X..Y-)= 129.1/12.0 A-IN

++++++++++++++++++++++++++++++++

(NF3)4..F-

F13N4  mw:302.992 fg:481 cnt:9650

HOF(solv)= -31.6/1.0  98JANAF      

----

95HIR/NAS    Datum: DaffG= -1.8/2.0 TDAs p:8

DaffH(X..Y-)= 5.1/0.2 TDAs

++++++++++++++++++++++++++++++++

(SF6)2..F-

F13S2  mw:310.924 fg:481 cnt:3416

HOF(solv)=-291.7/0.2 neut 87HER/   

----

95HIR/SHI    Datum: DaffG= -1.4/0.3 TDAs | HOF(A-)=-652.2/0.8 AfIN p:8

DaffH(X..Y-)= 4.0/0.3 TDAs

Entropy estimated. .DELTA.affG = +1.4 kcal/mol at 141 K.

++++++++++++++++++++++++++++++++

(NF3)5..F-

F16N5  mw:373.990 fg:481 cnt:9651

HOF(solv)= -31.6/1.0  98JANAF      

----

95HIR/NAS    Datum: DaffG= -2.5/2.0 TDAs p:8

DaffH(X..Y-)= 3.8/0.2 TDAs

++++++++++++++++++++++++++++++++

(NF3)6..F-

F19N6  mw:444.989 fg:481 cnt:9652

HOF(solv)= -31.6/1.0  98JANAF      

----

95HIR/NAS    Datum: DaffG= -3.2/2.0 TDAs p:8

DaffH(X..Y-)= 3.1/0.2 TDAs

++++++++++++++++++++++++++++++++

Fe-

Fe  mw:55.935 Anion CAS: Z-22325-61-7 fg:1 cnt:19

HOF(A.)=  99.5/0.5  82WAG/EVA    | BDE(A-H)= 37.6/1.8  91SCH/ARM     

HOF(AH)= 111.5/1.1  17FAN/VAS    |

DacidS=19.3/2.2 A-AH |  S(A-)=43.1/0.1  98JANAF |  S(AH)= | S(A.)=43.1  82WAG/EVA

----

16CHE/LUO    Datum: EA=0.153236(34) eV SEVI | HOF(A-)=93.5/2.2 Acid p:9

DacidH(AH)= 347.7/1.9 D-EA

Given: 0.153236(34) eV. Quartet anion to quintet neutral.

----

93MIL/MIL    Datum: DacidG= 338.3/4.1 IMRB p:8

Acidity stronger than EtCO2H, comparable to HCO2H.

----

86LEO/LIN    Datum: EA=0.151(3) eV LPES p:8

----

79ENG/LIN    Datum: EA=0.163(35) eV LPES p:8

Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

----

76ENG/LIN2   Datum: EA=0.14(5) eV LPES p:6
###### the following are "below the line": evaluated as not accurate ####

----

85SAL/LAN    Datum: DacidG= 332.0/3.0 IMRB p:4

----

76COM/STO    Datum: EA=<0.25(20) eV EIAE p:4

DacidH(AH)=>345.4/5.0 D-EA

From Fe(CO)5.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fe-q.za0]

CBS-QB3    |98.8   |347.2|342.1| 0.026|117.3  |99.4   |17.2|34.1 

M062X/Def2T|79.4   |348.7|343.6| 0.810|95.4   |98.1   |17.1|54.8 

B3/6-311++G|77.9   |350.0|344.9| 0.930|95.1   |99.3   |17.2|56.3 

++++++++++++++++++++++++++++++++

FeGe3-.

FeGe3  mw:277.699 Anion CAS: N-1269214-24-5 fg:19 cnt:9070

----

17DEN/KON    Datum: EA=1.94(4) eV LPES p:9

Vertical Detachment Energy:2.26(4) eV.

++++++++++++++++++++++++++++++++

FeGe4-.

FeGe4  mw:351.620 Anion CAS: N-949096-19-9 fg:19 cnt:9071

----

17DEN/KON    Datum: EA=2.04(4) eV LPES p:9

Vertical Detachment Energy:2.32(4) eV.

++++++++++++++++++++++++++++++++

FeGe5-.

FeGe5  mw:425.541 Anion CAS: N-949096-20-2 fg:19 cnt:9072

----

17DEN/KON    Datum: EA=2.13(4) eV LPES p:9

Vertical Detachment Energy:2.43(4) eV.

++++++++++++++++++++++++++++++++

FeGe6-.

FeGe6  mw:499.463 Anion CAS: N-949096-21-3 fg:19 cnt:9073

----

17DEN/KON    Datum: EA=2.54(4) eV LPES p:9

Vertical Detachment Energy:2.76(4) eV.

++++++++++++++++++++++++++++++++

FeGe7-.

FeGe7  mw:573.384 Anion CAS: N-949096-22-4 fg:19 cnt:9074

----

17DEN/KON    Datum: EA=2.70(4) eV LPES p:9

Vertical Detachment Energy:2.98(4) eV.

++++++++++++++++++++++++++++++++

FeGe8-.

FeGe8  mw:647.305 Anion CAS: N-949096-23-5 fg:19 cnt:9075

----

17DEN/KON    Datum: EA=2.86(4) eV LPES p:9

Vertical Detachment Energy:3.16(4) eV.

++++++++++++++++++++++++++++++++

FeGe9-.

FeGe9  mw:721.226 Anion CAS: N-1057660-77-1 fg:19 cnt:9076

----

17DEN/KON    Datum: EA=3.13(4) eV LPES p:9

Vertical Detachment Energy:3.42(4) eV.

++++++++++++++++++++++++++++++++

FeGe10-.

FeGe10  mw:795.147 Anion CAS: Z-1394312-57-2 fg:19 cnt:9077

----

17DEN/KON    Datum: EA=2.72(4) eV LPES p:9

Vertical Detachment Energy:3.03(4) eV.

++++++++++++++++++++++++++++++++

FeGe11-.

FeGe11  mw:869.068 Anion CAS: N-1057660-82-8 fg:19 cnt:9078

----

17DEN/KON    Datum: EA=3.00(4) eV LPES p:9

Vertical Detachment Energy:3.31(4) eV.

++++++++++++++++++++++++++++++++

FeGe12-.

FeGe12  mw:942.990 Anion CAS: N-1057660-83-9 fg:19 cnt:9079

----

17DEN/KON    Datum: EA=2.91(4) eV LPES p:9

Vertical Detachment Energy:3.48(4) eV.

++++++++++++++++++++++++++++++++

FeH-

FeH  mw:56.943 Anion CAS: Z-64899-88-3 fg:3 cnt:60

HOF(A.)= 111.5/1.1  17FAN/VAS    | BDE(A-H)=>64.7/1.1 R-AH           

HOF(AH)= <98.9  84HAL/KLE        |

----

83STE/FEI    Datum: EA=0.934(11) eV LPES | HOF(A-)=90.0/1.2 R-EA p:8

DacidH(AH)=<356.8/1.5 D-EA

DaffH(AH)=  44.2/1.2 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [feh-k.za0]

CBS-QB3    |93.7   |362.9|357.1| 1.025|96.5   |117.3  |19.6|72.9 

M062X/Def2T|95.9   |389.0|381.7|-0.276|71.6   |89.5   |24.5|70.0 

B3/6-311++G|88.2   |372.3|366.3| 0.302|83.1   |95.1   |20.3|64.1 

++++++++++++++++++++++++++++++++

FeD-

FeD  mw:57.950 Anion CAS: Z-86277-20-5 fg:3 cnt:11659

----

83STE/FEI    Datum: EA=0.932(10) eV LPES p:8

++++++++++++++++++++++++++++++++

FeSH-

FeHS  mw:88.915 Anion CAS: Z-116784-38-4 fg:16 cnt:11038

----

16YIN/BER    Datum: EA=1.40(10) eV LPES p:8

Vertical Detachment Energy:1.63(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fesh-k.za0]

M062X/Def2T|17.6   |     |     | 2.032|       |64.3   |    |     

++++++++++++++++++++++++++++++++

FeS(SH)-

FeHS2  mw:120.887 Anion CAS: Z-2058056-98-5 fg:16 cnt:11040

----

16YIN/BER    Datum: EA=2.60(10) eV LPES p:8

Vertical Detachment Energy:2.82(8) eV.

++++++++++++++++++++++++++++++++

FeS2(SH)-

FeHS3  mw:152.860 Anion CAS: Z-2058057-00-2 fg:16 cnt:11042

----

16YIN/BER    Datum: EA=2.60(10) eV LPES p:8

Vertical Detachment Energy:2.80(8) eV.

++++++++++++++++++++++++++++++++

FeH2-

FeH2  mw:57.951 Anion CAS: Z-102500-09-4 fg:3 cnt:1072

HOF(A.)=  98.9  84HAL/KLE        |

----

86MIL/FEI    Datum: EA=1.049(14) eV LPES | HOF(A-)=74.7/0.3 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [feh2-q.za0]

CBS-QB3    |88.4   |353.1|347.4| 1.476|101.1  |122.4  |19.0|73.4 

M062X/Def2T|73.3   |354.0|348.7|-0.071|84.1   |71.6   |17.6|39.6 

B3/6-311++G|66.1   |     |     | 1.362|       |97.4   |    |     

++++++++++++++++++++++++++++++++

FeD2-

FeD2  mw:59.964 Anion CAS: Z-102500-12-9 fg:3 cnt:1076

----

86MIL/FEI    Datum: EA=1.038(13) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe(H2O)-

FeH2O  mw:73.946 Anion CAS: N-98652-47-2 fg:16 cnt:9866

----

18LIU/MIL    Datum: EA=0.450(32) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hfeoh-q.zan]

B3/6-311++G|-29.1  |     |     | 2.421|       |26.9   |    |     

++++++++++++++++++++++++++++++++

H2O..FeO-

FeH2O2  mw:89.941 Anion CAS: Z-220793-36-2 fg:16 cnt:9132

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17ZHA/XU     Datum: EA=1.10(4) eV LPES p:8

Vertical Detachment Energy:1.25(4) eV.

++++++++++++++++++++++++++++++++

Fe(SH)-

FeH2S2  mw:121.895 Anion CAS: Z-2058056-99-6 fg:16 cnt:11041

----

16YIN/BER    Datum: EA=1.94(10) eV LPES p:8

Vertical Detachment Energy:2.00(8) eV.

++++++++++++++++++++++++++++++++

FeS(SH)2-

FeH2S3  mw:153.867 Anion CAS: Z-2058057-01-3 fg:16 cnt:11043

----

16YIN/BER    Datum: EA=2.50(10) eV LPES p:8

Vertical Detachment Energy:2.75(8) eV.

++++++++++++++++++++++++++++++++

Fe(SH)3-

FeH3S3  mw:154.875 Anion CAS: Z-2058057-02-4 fg:16 cnt:11044

----

16YIN/BER    Datum: EA=2.05(10) eV LPES p:8

Vertical Detachment Energy:2.17(8) eV.

++++++++++++++++++++++++++++++++

(H2O)2..FeO-

FeH4O3  mw:107.952 fg:16 cnt:9133

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17ZHA/XU     Datum: EA=1.48(4) eV LPES p:8

Vertical Detachment Energy:1.66(4) eV.

++++++++++++++++++++++++++++++++

(H2O)3..FeO-

FeH6O4  mw:125.962 fg:16 cnt:9134

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17ZHA/XU     Datum: EA=1.85(4) eV LPES p:8

Vertical Detachment Energy:2.06(4) eV.

++++++++++++++++++++++++++++++++

(H2O)4..FeO-

FeH8O5  mw:143.973 fg:16 cnt:9135

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

17ZHA/XU     Datum: EA=2.11(4) eV LPES p:8

Vertical Detachment Energy:2.37(4) eV.

++++++++++++++++++++++++++++++++

(H2)8..Fe-

FeH16  mw:72.061 fg:201 cnt:10466

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.65(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)9..Fe-

FeH18  mw:74.076 fg:201 cnt:10467

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.80(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)10..Fe-

FeH20  mw:76.092 fg:201 cnt:10468

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.90(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)11..Fe-

FeH22  mw:78.108 fg:201 cnt:10469

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.99(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)12..Fe-

FeH24  mw:80.123 fg:201 cnt:10470

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.15(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)13..Fe-

FeH26  mw:82.139 fg:201 cnt:10471

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.20(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)14..Fe-

FeH28  mw:84.155 fg:201 cnt:10472

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.28(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)15..Fe-

FeH30  mw:86.170 fg:201 cnt:10473

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.27(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)16..Fe-

FeH32  mw:88.186 fg:201 cnt:10474

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.11(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)17..Fe-

FeH34  mw:90.202 fg:201 cnt:10475

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.10(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)18..Fe-

FeH36  mw:92.217 fg:201 cnt:10476

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.20(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)19..Fe-

FeH38  mw:94.233 fg:201 cnt:10477

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.08(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2)20..Fe-

FeH40  mw:96.248 fg:201 cnt:10478

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.10(4) eV LPES p:8

++++++++++++++++++++++++++++++++

FeO-.

FeO  mw:71.930 Anion CAS: Z-59700-48-0 fg:5 cnt:100

HOF(A.)=  65.5/4.0  83PED/MAR    | BDE(A-H)= 90.2/4.8 R-AH           

HOF(AH)=  27.4/2.7  02SCH/SCH    |

----

97DRE/BOE    Datum: EA=1.4945(12) eV ZEKE [12054.(10) cm-1] | HOF(A-)=31.0/4.0 R-EA p:9

DacidH(AH)= 369.3/3.1 D-EA

DaffH(AH)=  94.3/4.0 A-IN

----

17ZHA/XU     Datum: EA=1.52(4) eV LPES p:8

Vertical Detachment Energy:1.52(4) eV.

----

15KIM/WEI    Datum: EA=1.4950(7) eV SEVI p:8

----

95FAN/WAN    Datum: EA=1.497(30) eV LPES p:8

----

87AND/LYK    Datum: EA=1.493 eV LPES p:8

----

77ENG/LIN    Datum: EA=1.492(20) eV LPES p:8

----

96WU_/DES    Datum: EA=1.50(4) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [feo-6.za0]

CBS-QB3    |32.4   |371.2|365.1| 1.447|27.0   |65.7   |20.4|90.9 

M062X/Def2T|29.8   |390.3|384.1| 1.162|4.2    |56.6   |20.7|104.5

B3/6-311++G|18.7   |367.5|361.4| 1.260|18.5   |47.8   |20.5|81.4 

++++++++++++++++++++++++++++++++

FeO2-.

FeO2  mw:87.925 Anion CAS: Z-12260-50-3 fg:6 cnt:2768

HOF(A.)=  24.4/2.6  92KAI/RUD    |

----

96WU_/DES    Datum: EA=2.36(3) eV LPES | HOF(A-)=-30.0/2.7 R-EA p:9

----

96WAN/WU 3   Datum: EA=2.36(9) eV LPES p:8

----

95FAN/WAN    Datum: EA=2.358(30) eV LPES p:8

----

92KAI/RUD *  Datum: HOF(A-)=-37.7/3.1 TDEq p:5

EA(eV)= 2.757

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ofeo-6.za0]

CBS-QB3    |-31.2  |     |     | 2.657|       |29.9   |    |     

M062X/Def2T|-29.7  |     |     | 3.009|       |39.6   |    |     

B3/6-311++G|-39.4  |     |     | 2.668|       |21.9   |    |     

++++++++++++++++++++++++++++++++

FeO3-.

FeO3  mw:103.920 Anion CAS: Z-177715-15-0 fg:6 cnt:3446

----

96WU_/DES    Datum: EA=3.26(4) eV LPES p:9

----

96WAN/WU 3   Datum: EA=3.26(12) eV LPES p:8

++++++++++++++++++++++++++++++++

FeO4-.

FeO4  mw:119.915 Anion CAS: Z-61772-51-8 fg:6 cnt:3447

----

96WU_/DES    Datum: EA=3.26(4) eV LPES p:9

----

96WAN/WU 3   Datum: EA=3.30(12) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [feo4-q.za0]

M062X/Def2T|-2.4   |     |     | 4.931|       |111.7  |    |     

++++++++++++++++++++++++++++++++

FeS-

FeS  mw:87.908 Anion CAS: Z-116784-36-2 fg:19 cnt:6187

HOF(A.)=  89.2/0.1  17MAT/TIE    |

----

03ZHA/KIR    Datum: EA=1.725(10) eV LPES p:9

Vertical Detachment Energy:1.851(10) eV.

----

16YIN/BER    Datum: EA=1.60(10) eV LPES p:8

Vertical Detachment Energy:1.85(8) eV.

----

97NAK/KAW    Datum: EA=1.76(10) eV LPES p:8

----

96ZHA/HAY    Datum: EA=1.76(10) eV LPES p:7

Vertical Detachment Energy:2.04(9) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fes-6.za0]

CBS-QB3    |47.5   |     |     | 1.904|       |91.4   |    |     

M062X/Def2T|32.8   |     |     | 1.719|       |72.4   |    |     

B3/6-311++G|37.1   |     |     | 1.682|       |75.9   |    |     

++++++++++++++++++++++++++++++++

FeS2-.

FeS2  mw:119.880 Anion CAS: Z-142848-03-1 fg:19 cnt:4123

----

03ZHA/KIR    Datum: EA=3.222(9) eV LPES p:9

----

16YIN/BER    Datum: EA=3.10(10) eV LPES p:8

Vertical Detachment Energy:3.31(8) eV. Sextet anion to quintet neutral.

----

97NAK/HAY    Datum: EA=3.28(14) eV LPES p:8

Vertical Detachment Energy:3.34(10) eV.

----

96ZHA/HAY    Datum: EA=3.28(14) eV LPES p:7

Vertical Detachment Energy:3.50(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fes2-6.za0]

CBS-QB3    |6.2    |     |     | 3.231|       |80.4   |    |     

M062X/Def2T|-1.5   |     |     | 3.168|       |71.6   |    |     

B3/6-311++G|0.6    |     |     | 3.301|       |76.5   |    |     

++++++++++++++++++++++++++++++++

FeS3-.

FeS3  mw:151.852 Anion CAS: Z-148506-01-8 fg:19 cnt:4124

----

03ZHA/KIR    Datum: EA=2.898(8) eV LPES p:9

----

16YIN/BER    Datum: EA=2.70(10) eV LPES p:8

Vertical Detachment Energy:2.90(8) eV.

----

97NAK/HAY    Datum: EA=2.64(6) eV LPES p:8

Vertical Detachment Energy:2.80(12) eV.

----

96ZHA/HAY    Datum: EA=1.57(16) eV LPES p:7

Vertical Detachment Energy:2.00(11) eV.

++++++++++++++++++++++++++++++++

FeS4-.

FeS4  mw:183.824 Anion CAS: Z-201205-39-2 fg:19 cnt:4125

----

03ZHA/KIR    Datum: EA=3.129(8) eV LPES p:9

----

97NAK/HAY    Datum: EA=2.95(33) eV LPES p:8

Vertical Detachment Energy:3.22(8) eV.

++++++++++++++++++++++++++++++++

FeS5-.

FeS5  mw:215.796 Anion CAS: Z-201205-42-7 fg:19 cnt:4126

----

03ZHA/KIR    Datum: EA=3.262(10) eV LPES p:9

----

97NAK/HAY    Datum: EA=2.99(29) eV LPES p:8

Vertical Detachment Energy:3.30(12) eV.

++++++++++++++++++++++++++++++++

FeS6-.

FeS6  mw:247.768 Anion CAS: Z-148506-03-0 fg:19 cnt:4127

----

03ZHA/KIR    Datum: EA=3.520(20) eV LPES p:9

----

97NAK/HAY    Datum: EA=3.21(22) eV LPES p:8

Vertical Detachment Energy:3.70(15) eV.

++++++++++++++++++++++++++++++++

Fe@Sn12-

FeSn12  mw:1494.76 Anion CAS: Z-930089-94-4 fg:19 cnt:7266

----

07CUI/HUA    Datum: EA=2.92(3) eV LPES p:8

Vertical Detachment Energy:2.98(2) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Fe2-

Fe2  mw:111.870 Anion CAS: Z-104120-68-5 fg:2 cnt:1081

----

86LEO/LIN    Datum: EA=0.902(8) eV LPES p:8

See also 88LEO/ALM.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [fe2-8s.za0]

M062X/Def2T|155.2  |     |     | 3.436|       |234.4  |    |     

++++++++++++++++++++++++++++++++

Fe2Ge3-

Fe2Ge3  mw:333.634 Anion CAS: Z-2098080-60-3 fg:20 cnt:11155

----

17LIA/DEN    Datum: EA=1.89(8) eV LPES p:8

Vertical Detachment Energy:2.14(8) eV.

++++++++++++++++++++++++++++++++

Fe2Ge4-

Fe2Ge4  mw:407.555 Anion CAS: Z-2098399-50-7 fg:20 cnt:11156

----

17LIA/DEN    Datum: EA=1.77(8) eV LPES p:8

Vertical Detachment Energy:2.07(8) eV.

++++++++++++++++++++++++++++++++

Fe2Ge5-

Fe2Ge5  mw:481.476 Anion CAS: Z-2098080-61-4 fg:20 cnt:11157

----

17LIA/DEN    Datum: EA=2.25(8) eV LPES p:8

Vertical Detachment Energy:2.50(8) eV.

++++++++++++++++++++++++++++++++

Fe2Ge6-

Fe2Ge6  mw:555.398 Anion CAS: Z-2098399-49-4 fg:20 cnt:11158

----

17LIA/DEN    Datum: EA=2.56(8) eV LPES p:8

Vertical Detachment Energy:2.82(8) eV.

++++++++++++++++++++++++++++++++

Fe2Ge7-

Fe2Ge7  mw:629.319 Anion CAS: Z-2098080-62-5 fg:20 cnt:11159

----

17LIA/DEN    Datum: EA=2.90(8) eV LPES p:8

Vertical Detachment Energy:3.13(8) eV.

++++++++++++++++++++++++++++++++

Fe2Ge8-

Fe2Ge8  mw:703.240 Anion CAS: Z-2098399-51-8 fg:20 cnt:11160

----

17LIA/DEN    Datum: EA=2.85(8) eV LPES p:8

Vertical Detachment Energy:3.11(8) eV.

++++++++++++++++++++++++++++++++

Fe2Ge9-

Fe2Ge9  mw:777.161 Anion CAS: Z-2098080-64-7 fg:20 cnt:11161

----

17LIA/DEN    Datum: EA=2.85(8) eV LPES p:8

Vertical Detachment Energy:3.11(8) eV.

++++++++++++++++++++++++++++++++

Fe2Ge10-

Fe2Ge10  mw:851.082 Anion CAS: Z-2098399-52-9 fg:20 cnt:11162

----

17LIA/DEN    Datum: EA=2.82(8) eV LPES p:8

Vertical Detachment Energy:3.20(8) eV.

++++++++++++++++++++++++++++++++

Fe2Ge11-

Fe2Ge11  mw:925.003 Anion CAS: Z-2098080-66-9 fg:20 cnt:11163

----

17LIA/DEN    Datum: EA=2.83(8) eV LPES p:8

Vertical Detachment Energy:3.30(8) eV.

++++++++++++++++++++++++++++++++

Fe2Ge12-

Fe2Ge12  mw:998.925 Anion CAS: Z-2098399-53-0 fg:20 cnt:11164

----

17LIA/DEN    Datum: EA=2.99(8) eV LPES p:8

Vertical Detachment Energy:3.37(8) eV.

++++++++++++++++++++++++++++++++

Fe2O-.

Fe2O  mw:127.865 Anion CAS: Z-177715-16-1 fg:7 cnt:3448

----

03GUT/BAU    Datum: EA=1.60(2) eV LPES p:9

Vertical Detachment Energy:1.64(2) eV.

----

96WU_/DES    Datum: EA=1.63(4) eV LPES p:8

----

96WAN/WU 3   Datum: EA=1.64(9) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe2O2-.

Fe2O2  mw:143.860 Anion CAS: Z-334940-44-2 fg:7 cnt:3449

----

96WU_/DES    Datum: EA=2.36(5) eV LPES p:9

----

96WAN/WU 3   Datum: EA=2.36(20) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe2O3-.

Fe2O3  mw:159.855 Anion CAS: Z-177715-17-2 fg:7 cnt:3450

----

96WU_/DES    Datum: EA=3.06(4) eV LPES p:9

++++++++++++++++++++++++++++++++

Fe2O4-

Fe2O4  mw:175.850 Anion CAS: Z-220791-35-5 fg:7 cnt:5779

----

96WAN/WU 3   Datum: EA=3.56(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe2O5-.

Fe2O5  mw:191.845 Anion CAS: Z-177715-18-3 fg:7 cnt:3451

----

96WU_/DES    Datum: EA=3.89(4) eV LPES p:9

----

96WAN/WU 3   Datum: EA=3.88(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe2S-.

Fe2S  mw:143.843 Anion CAS: Z-174586-56-2 fg:19 cnt:7342

----

96ZHA/HAY    Datum: EA=1.43(17) eV LPES p:7

Vertical Detachment Energy:1.63(12) eV.

++++++++++++++++++++++++++++++++

Fe2S2-.

Fe2S2  mw:175.815 Anion CAS: Z-201235-53-2 fg:20 cnt:4128

----

97NAK/KAW    Datum: EA=1.40(10) eV LPES p:8

Vertical Detachment Energy:1.71(17) eV.

----

97NAK/HAY    Datum: EA=2.15(8) eV LPES p:8

Vertical Detachment Energy:2.39(13) eV.

----

96ZHA/HAY    Datum: EA=1.40(15) eV LPES p:7

Vertical Detachment Energy:1.71(17) eV.

++++++++++++++++++++++++++++++++

Fe2S3-.

Fe2S3  mw:207.787 Anion CAS: Z-148631-56-5 fg:20 cnt:4129

----

97NAK/HAY    Datum: EA=2.93(19) eV LPES p:8

Vertical Detachment Energy:3.17(16) eV.

----

96ZHA/HAY    Datum: EA=1.41(9) eV LPES p:7

Vertical Detachment Energy:1.63(6) eV.

++++++++++++++++++++++++++++++++

Fe2S4-.

Fe2S4  mw:239.759 Anion CAS: Z-201304-68-9 fg:20 cnt:4130

----

97NAK/HAY    Datum: EA=3.41(40) eV LPES p:8

Vertical Detachment Energy:3.53(5) eV.

++++++++++++++++++++++++++++++++

Fe2S5-.

Fe2S5  mw:271.731 Anion CAS: Z-201205-43-8 fg:20 cnt:4131

----

97NAK/HAY    Datum: EA=3.35(43) eV LPES p:8

Vertical Detachment Energy:3.64(10) eV.

++++++++++++++++++++++++++++++++

Fe2S6-.

Fe2S6  mw:303.703 Anion CAS: Z-201304-69-0 fg:20 cnt:4132

----

97NAK/HAY    Datum: EA=3.29(34) eV LPES p:8

Vertical Detachment Energy:3.56(8) eV.

++++++++++++++++++++++++++++++++

Fe3-

Fe3  mw:167.805 Anion CAS: Z-157321-05-6 fg:2 cnt:3157

----

96WAN/WU 3   Datum: EA=1.47(17) eV LPES p:8

----

95WAN/CHE    Datum: EA=1.47(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=1.43(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe3O-

Fe3O  mw:183.800 Anion CAS: Z-181873-58-5 fg:7 cnt:5780

----

14KIM/WEI4   Datum: EA=1.4408(3) eV LPES p:9

----

03GUT/BAU    Datum: EA=1.44(2) eV LPES p:8

Vertical Detachment Energy:1.44(2) eV.

----

96WAN/WU 3   Datum: EA=1.42(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe3O2-

Fe3O2  mw:199.795 Anion CAS: Z-873585-50-3 fg:7 cnt:5781

----

96WAN/WU 3   Datum: EA=1.80(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe3O3-

Fe3O3  mw:215.790 Anion CAS: Z-873585-51-4 fg:7 cnt:5782

----

96WAN/WU 3   Datum: EA=2.19(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe3O4-

Fe3O4  mw:231.785 Anion CAS: Z-873585-52-5 fg:7 cnt:5783

----

96WAN/WU 3   Datum: EA=2.56(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe3O5-

Fe3O5  mw:247.780 Anion CAS: Z-225918-21-8 fg:7 cnt:5784

----

96WAN/WU 3   Datum: EA=3.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe3S-.

Fe3S  mw:199.777 Anion CAS: Z-174586-57-3 fg:19 cnt:7343

----

96ZHA/HAY    Datum: EA=1.45(17) eV LPES p:7

Vertical Detachment Energy:1.74(6) eV.

++++++++++++++++++++++++++++++++

Fe3S2-.

Fe3S2  mw:231.750 Anion CAS: Z-147975-92-6 fg:20 cnt:4133

----

97NAK/HAY    Datum: EA=2.50(79) eV LPES p:8

Vertical Detachment Energy:2.78(13) eV.

----

96ZHA/HAY    Datum: EA=1.73(26) eV LPES p:7

Vertical Detachment Energy:2.00(10) eV.

++++++++++++++++++++++++++++++++

Fe3S3-.

Fe3S3  mw:263.722 Anion CAS: Z-201235-54-3 fg:20 cnt:4134

----

97NAK/KAW    Datum: EA=1.64(10) eV LPES p:8

Vertical Detachment Energy:2.03(9) eV.

----

97NAK/HAY    Datum: EA=2.92(7) eV LPES p:8

Vertical Detachment Energy:3.34(18) eV.

----

96ZHA/HAY    Datum: EA=1.64(15) eV LPES p:7

Vertical Detachment Energy:2.03(9) eV.

++++++++++++++++++++++++++++++++

Fe3S4-.

Fe3S4  mw:295.694 Anion CAS: Z-174586-61-9 fg:20 cnt:4135

----

97NAK/HAY    Datum: EA=3.22(33) eV LPES p:8

Vertical Detachment Energy:3.47(14) eV.

----

96ZHA/HAY    Datum: EA=1.46(13) eV LPES p:7

Vertical Detachment Energy:1.61(6) eV.

++++++++++++++++++++++++++++++++

Fe3S5-.

Fe3S5  mw:327.666 Anion CAS: Z-201205-44-9 fg:20 cnt:4136

----

97NAK/HAY    Datum: EA=3.25(37) eV LPES p:8

Vertical Detachment Energy:3.75(10) eV.

++++++++++++++++++++++++++++++++

Fe3S6-.

Fe3S6  mw:359.638 Anion CAS: Z-201304-70-3 fg:20 cnt:4137

----

97NAK/HAY    Datum: EA=3.09(34) eV LPES p:8

Vertical Detachment Energy:3.44(10) eV.

++++++++++++++++++++++++++++++++

Fe4-

Fe4  mw:223.740 Anion CAS: Z-157321-06-7 fg:2 cnt:3158

----

96WAN/WU 3   Datum: EA=1.72(2) eV LPES p:8

----

95WAN/CHE    Datum: EA=1.72(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=1.78(6) eV LPES p:7

++++++++++++++++++++++++++++++++

[Fe4S4(SH)4]=

Fe4H4S8  mw:483.549 Anion CAS: Z-73729-65-4 fg:16 cnt:10269

----

03WAN/NIU    Datum: EA=0.39(10) eV LPES p:8

Vertical Detachment Energy:0.63(6) eV. Reverse Coulomb barrier estimated as 1.5 eV.

++++++++++++++++++++++++++++++++

Fe4S4I-

Fe4IS4  mw:478.533 Anion CAS: Z-737762-07-1 fg:18 cnt:10368

----

04ZHA/YAN    Datum: EA=3.03(10) eV LPES p:8

Vertical Detachment Energy:3.23(6) eV.

++++++++++++++++++++++++++++++++

Fe4S4I2-

Fe4I2S4  mw:605.438 Anion CAS: Z-737762-08-2 fg:18 cnt:10367

----

04ZHA/YAN    Datum: EA=3.76(5) eV LPES p:8

Vertical Detachment Energy:4.08(4) eV.

++++++++++++++++++++++++++++++++

Fe4S4I3-

Fe4I3S4  mw:732.342 Anion CAS: Z-737762-09-3 fg:18 cnt:10366

----

04ZHA/YAN    Datum: EA=4.20(5) eV LPES p:8

Vertical Detachment Energy:4.36(4) eV.

++++++++++++++++++++++++++++++++

[Fe4S4I4]=

Fe4I4S4  mw:859.247 Anion CAS: Z-65107-37-1 fg:18 cnt:10270

----

03WAN/NIU    Datum: EA=1.06(10) eV LPES p:8

Vertical Detachment Energy:1.28(6) eV. Reverse Coulomb barrier estimated as 1.8 eV.

++++++++++++++++++++++++++++++++

Fe4S4I4-

Fe4I4S4  mw:859.246 Anion CAS: Z-737762-10-6 fg:18 cnt:10365

----

04ZHA/YAN    Datum: EA=4.47(5) eV LPES p:8

Vertical Detachment Energy:4.70(4) eV.

++++++++++++++++++++++++++++++++

Fe4O-

Fe4O  mw:239.735 Anion CAS: Z-181873-60-9 fg:7 cnt:5785

----

16WEI/DEV2   Datum: EA=1.6980(3) eV SEVI p:9

----

03GUT/BAU    Datum: EA=1.70(2) eV LPES p:9

Vertical Detachment Energy:1.70(2) eV.

----

96WAN/WU 3   Datum: EA=1.73(9) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe4O2-

Fe4O2  mw:255.730 Anion CAS: Z-637343-99-8 fg:7 cnt:5786

----

96WAN/WU 3   Datum: EA=2.05(12) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe4O3-

Fe4O3  mw:271.725 Anion CAS: Z-873585-53-6 fg:7 cnt:5787

----

96WAN/WU 3   Datum: EA=2.40(15) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe4O4-

Fe4O4  mw:287.720 Anion CAS: Z-873585-54-7 fg:7 cnt:5788

----

96WAN/WU 3   Datum: EA=2.69(15) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe4O5-

Fe4O5  mw:303.715 Anion CAS: Z-225918-22-9 fg:7 cnt:5789

----

96WAN/WU 3   Datum: EA=3.02(12) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe4O6-

Fe4O6  mw:319.710 Anion CAS: N-1115419-52-7 fg:7 cnt:5790

----

96WAN/WU 3   Datum: EA=3.35(12) eV LPES p:8

++++++++++++++++++++++++++++++++

Fe4S-.

Fe4S  mw:255.712 Anion CAS: Z-174586-58-4 fg:19 cnt:7344

----

96ZHA/HAY    Datum: EA=1.38(13) eV LPES p:7

Vertical Detachment Energy:1.57(15) eV.

++++++++++++++++++++++++++++++++

Fe4S2-.

Fe4S2  mw:287.684 Anion CAS: Z-174587-77-0 fg:20 cnt:4138

----

97NAK/HAY    Datum: EA=1.91(23) eV LPES p:8

Vertical Detachment Energy:2.21(21) eV.

----

96ZHA/HAY    Datum: EA=1.79(32) eV LPES p:7

Vertical Detachment Energy:2.11(9) eV.

++++++++++++++++++++++++++++++++

Fe4S3-.

Fe4S3  mw:319.657 Anion CAS: Z-147975-94-8 fg:20 cnt:4139

----

97NAK/HAY    Datum: EA=2.24(42) eV LPES p:8

Vertical Detachment Energy:2.46(6) eV.

----

96ZHA/HAY    Datum: EA=1.76(69) eV LPES p:7

Vertical Detachment Energy:2.46(6) eV.

++++++++++++++++++++++++++++++++

Fe4S4-.

Fe4S4  mw:351.629 Anion CAS: Z-201235-55-4 fg:20 cnt:4140

----

04ZHA/YAN    Datum: EA=2.30(2) eV LPES p:8

Vertical Detachment Energy:2.37(2) eV.

----

97NAK/KAW    Datum: EA=1.95(15) eV LPES p:8

Vertical Detachment Energy:2.35(6) eV.

----

97NAK/HAY    Datum: EA=2.04(4) eV LPES p:8

Vertical Detachment Energy:2.27(6) eV.

----

96ZHA/HAY    Datum: EA=1.46(43) eV LPES p:7

Vertical Detachment Energy:2.09(6) eV.

++++++++++++++++++++++++++++++++

Fe4S5-.

Fe4S5  mw:383.601 Anion CAS: Z-201205-48-3 fg:20 cnt:4141

----

04ZHA/YAN    Datum: EA=3.48(2) eV LPES p:8

Vertical Detachment Energy:3.56(2) eV.

----

97NAK/HAY    Datum: EA=3.29(12) eV LPES p:8

Vertical Detachment Energy:3.61(16) eV.

++++++++++++++++++++++++++++++++

Fe4S6-.

Fe4S6  mw:415.573 Anion CAS: Z-201235-58-7 fg:20 cnt:4142

----

04ZHA/YAN    Datum: EA=3.94(2) eV LPES p:8

Vertical Detachment Energy:4.05(3) eV.

----

97NAK/HAY    Datum: EA=3.29(38) eV LPES p:8

Vertical Detachment Energy:3.71(95) eV.

++++++++++++++++++++++++++++++++

Fe5-

Fe5  mw:279.675 Anion CAS: Z-157321-07-8 fg:2 cnt:3159

----

95WAN/CHE    Datum: EA=1.81(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=1.84(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe5O-

Fe5O  mw:295.670 Anion CAS: Z-181873-62-1 fg:7 cnt:6307

----

16WEI/DEV2   Datum: EA=1.8616(3) eV SEVI p:9

----

03GUT/BAU    Datum: EA=1.85(2) eV LPES p:9

Vertical Detachment Energy:1.87(2) eV.

++++++++++++++++++++++++++++++++

Fe5S2-.

Fe5S2  mw:343.619 Anion CAS: Z-174586-59-5 fg:20 cnt:4143

----

97NAK/HAY    Datum: EA=1.79(7) eV LPES p:8

Vertical Detachment Energy:1.97(7) eV.

----

96ZHA/HAY    Datum: EA=1.84(17) eV LPES p:7

Vertical Detachment Energy:2.11(9) eV.

++++++++++++++++++++++++++++++++

Fe5S3-.

Fe5S3  mw:375.591 Anion CAS: Z-174586-60-8 fg:20 cnt:4144

----

97NAK/HAY    Datum: EA=2.13(25) eV LPES p:8

Vertical Detachment Energy:2.41(11) eV.

----

96ZHA/HAY    Datum: EA=1.46(48) eV LPES p:7

Vertical Detachment Energy:2.41(11) eV.

++++++++++++++++++++++++++++++++

Fe5S4-.

Fe5S4  mw:407.564 Anion CAS: Z-201205-40-5 fg:20 cnt:4145

----

97NAK/HAY    Datum: EA=2.66(27) eV LPES p:8

Vertical Detachment Energy:2.96(16) eV.

++++++++++++++++++++++++++++++++

Fe5S5-.

Fe5S5  mw:439.536 Anion CAS: Z-201235-57-6 fg:20 cnt:4146

----

97NAK/KAW    Datum: EA=1.76(20) eV LPES p:8

Vertical Detachment Energy:2.79(20) eV.

----

97NAK/HAY    Datum: EA=2.83(16) eV LPES p:8

Vertical Detachment Energy:3.34(21) eV.

++++++++++++++++++++++++++++++++

Fe5S6-.

Fe5S6  mw:471.508 Anion CAS: Z-201205-51-8 fg:20 cnt:4147

----

97NAK/HAY    Datum: EA=3.42(36) eV LPES p:8

Vertical Detachment Energy:3.73(12) eV.

++++++++++++++++++++++++++++++++

Fe6-

Fe6  mw:335.610 Anion CAS: Z-165168-33-2 fg:2 cnt:3160

----

95WAN/CHE    Datum: EA=1.51(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=1.58(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe6O-

Fe6O  mw:351.605 Anion CAS: Z-181873-64-3 fg:7 cnt:6308

----

03GUT/BAU    Datum: EA=1.70(2) eV LPES p:9

Vertical Detachment Energy:1.73(2) eV.

++++++++++++++++++++++++++++++++

Fe6S2-.

Fe6S2  mw:399.554 Anion CAS: Z-174587-78-1 fg:20 cnt:4148

----

97NAK/HAY    Datum: EA=1.87(47) eV LPES p:8

Vertical Detachment Energy:2.08(8) eV.

----

96ZHA/HAY    Datum: EA=1.87(47) eV LPES p:7

Vertical Detachment Energy:2.31(9) eV.

++++++++++++++++++++++++++++++++

Fe6S3-.

Fe6S3  mw:431.526 Anion CAS: Z-174587-79-2 fg:20 cnt:4149

----

97NAK/HAY    Datum: EA=2.17(36) eV LPES p:8

Vertical Detachment Energy:2.54(20) eV.

----

96ZHA/HAY    Datum: EA=1.53(57) eV LPES p:7

Vertical Detachment Energy:2.54(20) eV.

++++++++++++++++++++++++++++++++

Fe6S4-.

Fe6S4  mw:463.498 Anion CAS: N-1427266-93-0 fg:20 cnt:4150

----

97NAK/HAY    Datum: EA=2.22(23) eV LPES p:8

Vertical Detachment Energy:2.47(6) eV.

++++++++++++++++++++++++++++++++

Fe6S5-.

Fe6S5  mw:495.471 Anion CAS: Z-147975-96-0 fg:20 cnt:4151

----

97NAK/HAY    Datum: EA=2.82(30) eV LPES p:8

Vertical Detachment Energy:3.15(14) eV.

++++++++++++++++++++++++++++++++

Fe6S6-.

Fe6S6  mw:527.443 Anion CAS: Z-149424-37-3 fg:20 cnt:4152

----

97NAK/HAY    Datum: EA=3.00(32) eV LPES p:8

Vertical Detachment Energy:3.35(10) eV.

++++++++++++++++++++++++++++++++

Fe7-

Fe7  mw:391.545 Anion CAS: Z-165168-34-3 fg:2 cnt:3161

----

95WAN/CHE    Datum: EA=1.39(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=1.50(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe7S2-.

Fe7S2  mw:455.489 Anion CAS: N-848349-15-5 fg:20 cnt:4153

----

97NAK/HAY    Datum: EA=1.70(20) eV LPES p:8

Vertical Detachment Energy:2.07(15) eV.

++++++++++++++++++++++++++++++++

Fe7S3-.

Fe7S3  mw:487.461 Anion CAS: Z-201205-37-0 fg:20 cnt:4154

----

97NAK/HAY    Datum: EA=2.06(16) eV LPES p:8

Vertical Detachment Energy:2.42(14) eV.

++++++++++++++++++++++++++++++++

Fe7S4-.

Fe7S4  mw:519.433 Anion CAS: Z-201205-41-6 fg:20 cnt:4155

----

97NAK/HAY    Datum: EA=2.15(10) eV LPES p:8

Vertical Detachment Energy:2.93(15) eV.

++++++++++++++++++++++++++++++++

Fe7S5-.

Fe7S5  mw:551.405 Anion CAS: Z-201205-49-4 fg:20 cnt:4156

----

97NAK/HAY    Datum: EA=2.77(28) eV LPES p:8

Vertical Detachment Energy:3.14(10) eV.

++++++++++++++++++++++++++++++++

Fe7S6-.

Fe7S6  mw:583.378 Anion CAS: Z-201205-52-9 fg:20 cnt:4157

----

97NAK/HAY    Datum: EA=2.77(18) eV LPES p:8

Vertical Detachment Energy:3.24(12) eV.

++++++++++++++++++++++++++++++++

Fe8-

Fe8  mw:447.480 Anion CAS: Z-165168-35-4 fg:2 cnt:3162

----

95WAN/CHE    Datum: EA=1.66(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=1.76(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe8S2-.

Fe8S2  mw:511.424 fg:20 cnt:4158

----

97NAK/HAY    Datum: EA=1.80(18) eV LPES p:8

Vertical Detachment Energy:2.53(32) eV.

++++++++++++++++++++++++++++++++

Fe8S3-.

Fe8S3  mw:543.396 Anion CAS: Z-201205-38-1 fg:20 cnt:4159

----

97NAK/HAY    Datum: EA=2.02(6) eV LPES p:8

Vertical Detachment Energy:2.79(35) eV.

++++++++++++++++++++++++++++++++

Fe8S4-.

Fe8S4  mw:575.368 Anion CAS: Z-201235-56-5 fg:20 cnt:4160

----

97NAK/HAY    Datum: EA=2.42(12) eV LPES p:8

Vertical Detachment Energy:2.96(18) eV.

++++++++++++++++++++++++++++++++

Fe8S5-.

Fe8S5  mw:607.340 Anion CAS: Z-201205-50-7 fg:20 cnt:4161

----

97NAK/HAY    Datum: EA=2.42(20) eV LPES p:8

Vertical Detachment Energy:2.81(11) eV.

++++++++++++++++++++++++++++++++

Fe8S6-.

Fe8S6  mw:639.313 Anion CAS: Z-201235-60-1 fg:20 cnt:4162

----

97NAK/HAY    Datum: EA=2.60(16) eV LPES p:8

Vertical Detachment Energy:3.18(32) eV.

++++++++++++++++++++++++++++++++

Fe9-

Fe9  mw:503.415 Anion CAS: Z-163062-79-1 fg:2 cnt:3163

----

95WAN/CHE    Datum: EA=1.75(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=1.80(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe10-

Fe10  mw:559.350 Anion CAS: Z-163062-80-4 fg:2 cnt:3164

----

95WAN/CHE    Datum: EA=1.85(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=1.90(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe11-

Fe11  mw:615.285 Anion CAS: Z-163062-81-5 fg:2 cnt:3165

----

95WAN/CHE    Datum: EA=2.00(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.03(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe12-

Fe12  mw:671.220 Anion CAS: Z-163062-82-6 fg:2 cnt:3166

----

95WAN/CHE    Datum: EA=2.12(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.14(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe13-

Fe13  mw:727.155 Anion CAS: Z-163062-83-7 fg:2 cnt:3167

----

95WAN/CHE    Datum: EA=2.20(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.24(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe14-

Fe14  mw:783.090 Anion CAS: Z-163062-84-8 fg:2 cnt:3168

----

95WAN/CHE    Datum: EA=2.23(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.26(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe15-

Fe15  mw:839.025 Anion CAS: Z-163062-85-9 fg:2 cnt:3169

----

95WAN/CHE    Datum: EA=2.25(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.28(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe16-

Fe16  mw:894.960 Anion CAS: Z-163062-86-0 fg:2 cnt:3170

----

95WAN/CHE    Datum: EA=2.01(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.09(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe17-

Fe17  mw:950.895 Anion CAS: Z-165168-36-5 fg:2 cnt:3171

----

95WAN/CHE    Datum: EA=2.06(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.16(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe18-

Fe18  mw:1006.83 Anion CAS: Z-165168-37-6 fg:2 cnt:3172

----

95WAN/CHE    Datum: EA=2.14(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.22(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe19-

Fe19  mw:1062.76 Anion CAS: Z-165168-38-7 fg:2 cnt:3173

----

95WAN/CHE    Datum: EA=2.01(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.11(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe20-

Fe20  mw:1118.70 Anion CAS: Z-165168-39-8 fg:2 cnt:3174

----

95WAN/CHE    Datum: EA=2.01(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.10(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe21-

Fe21  mw:1174.63 Anion CAS: Z-165168-40-1 fg:2 cnt:3175

----

95WAN/CHE    Datum: EA=2.11(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.22(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe22-

Fe22  mw:1230.57 Anion CAS: Z-165168-41-2 fg:2 cnt:3176

----

95WAN/CHE    Datum: EA=2.15(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.23(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe23-

Fe23  mw:1286.50 Anion CAS: Z-165168-42-3 fg:2 cnt:3177

----

95WAN/CHE    Datum: EA=2.04(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.15(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe24-

Fe24  mw:1342.44 Anion CAS: Z-165168-43-4 fg:2 cnt:3178

----

95WAN/CHE    Datum: EA=2.13(6) eV LPES p:8

See also 95WAN/CHE2.

----

00WAN/LI 2   Datum: EA=2.22(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe25-.

Fe25  mw:1398.37 Anion CAS: N-116326-94-4 fg:2 cnt:5063

----

00WAN/LI 2   Datum: EA=2.18(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe26-.

Fe26  mw:1454.31 Anion CAS: N-116326-95-5 fg:2 cnt:5064

----

00WAN/LI 2   Datum: EA=2.22(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe27-.

Fe27  mw:1510.24 Anion CAS: N-116326-96-6 fg:2 cnt:5065

----

00WAN/LI 2   Datum: EA=2.24(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe28-.

Fe28  mw:1566.18 Anion CAS: N-116326-97-7 fg:2 cnt:5066

----

00WAN/LI 2   Datum: EA=2.25(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe29-.

Fe29  mw:1622.11 Anion CAS: N-116326-98-8 fg:2 cnt:5067

----

00WAN/LI 2   Datum: EA=2.23(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe30-.

Fe30  mw:1678.05 Anion CAS: N-116326-99-9 fg:2 cnt:5068

----

00WAN/LI 2   Datum: EA=2.30(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe31-.

Fe31  mw:1733.98 Anion CAS: N-116327-00-5 fg:2 cnt:5069

----

00WAN/LI 2   Datum: EA=2.34(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe32-.

Fe32  mw:1789.92 Anion CAS: N-142844-28-8 fg:2 cnt:5070

----

00WAN/LI 2   Datum: EA=2.37(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe33-.

Fe33  mw:1845.85 Anion CAS: N-142844-29-9 fg:2 cnt:5071

----

00WAN/LI 2   Datum: EA=2.43(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Fe34-.

Fe34  mw:1901.79 Anion CAS: N-142844-30-2 fg:2 cnt:5072

----

00WAN/LI 2   Datum: EA=2.49(6) eV LPES p:7

++++++++++++++++++++++++++++++++

Ga-

Ga  mw:68.926 Anion CAS: Z-26575-18-8 fg:1 cnt:24

HOF(A.)=  65.0/0.7  96GUR/VEY    | BDE(A-H)= 65.9/1.4 R-AH           

HOF(AH)=  51.2/1.1  96GUR/VEY    |

DacidS=21.4/1.0 A-AH |  S(A-)=42.0/0.1  98JANAF |  S(AH)=46.6/1.0  02BIN/MIL | S(A.)=40.4  82WAG/EVA

----

20TAN/FU     Datum: EA=0.301166(15) eV [2429.07(12) cm-1] | HOF(A-)=58.1/2.0 Acid p:9

DacidG(AH)= 366.9/1.5 H-TS| DacidH(AH)= 372.5/1.6 D-EA

Given: 2429.07(12) cm-1, or 0.301166(14) eV.

----

19GIB/WAL    Datum: EA=0.30120(11) eV LPD  p:8

Given: 0.30120(11) eV.

----

98WIL/CAR    Datum: EA=0.41(4) eV LPES p:8

Value given is corrected from this reference, per 99AND/HAU.

----

94CHA/GAN    Datum: EA=0.40(20) eV LPES p:7

----

77FEL/RAC3   Datum: EA=<0.40(15) eV PD   p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga-t.zzf]

CBS-QB3    |57.4   |376.4|370.7| 0.338|46.7   |65.2   |19.2|70.5 

G3MP2B3    |58.6   |375.7|370.0| 0.277|50.1   |64.9   |19.1|67.0 

G3MP2B3+   |58.6   |375.7|370.0| 0.277|50.0   |64.9   |19.1|67.0 

M062X/Def2T|69.1   |381.8|376.1|-0.181|52.0   |64.9   |19.1|65.1 

B3/6-311++G|54.9   |372.2|366.5| 0.443|50.0   |65.2   |19.1|67.3 

++++++++++++++++++++++++++++++++

GaH2-

GaH2  mw:70.942 Anion CAS: Z-155026-90-7 fg:3 cnt:10895

DacidS=28.2/2.0 Stat | 

----

05BAR/HIN    Datum: DacidH(AH)= 367.2/4.0 Calc p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2ga.zaf]

CBS-QB3    |31.1   |369.4|360.9| 1.177|27.5   |58.3   |28.4|82.9 

G3MP2B3    |33.8   |366.5|358.4| 1.258|34.5   |62.8   |27.0|80.4 

G3MP2B3+   |33.7   |366.4|358.3| 1.264|34.6   |62.9   |26.9|80.4 

G4MP2      |34.1   |367.0|359.0| 1.263|34.3   |63.2   |26.9|81.1 

M062X/Def2T|40.8   |368.2|360.2| 0.935|37.3   |62.4   |26.9|77.2 

M062X/Def2T|40.8   |368.2|360.2| 0.935|37.3   |62.4   |26.9|77.2 

B3/6-311++G|33.0   |365.3|357.3| 1.264|34.9   |61.9   |26.9|79.3 

++++++++++++++++++++++++++++++++

GaO-

GaO  mw:84.921 Anion CAS: Z-119890-71-0 fg:5 cnt:6552

HOF(A.)=  66.8/0.5  82WAG/EVA    |

----

05MEL/SHE    Datum: EA=2.612(8) eV LPES | HOF(A-)=6.6/0.5 R-EA p:9

++++++++++++++++++++++++++++++++

GaO2-

GaO2  mw:100.916 Anion CAS: Z-123373-54-6 fg:6 cnt:6553

----

05MEL/SHE    Datum: EA=4.008(8) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gao2#.zaf]

CBS-QB3    |-89.3  |     |     | 4.032|       |3.8    |    |     

G3MP2B3    |-87.9  |     |     | 4.154|       |8.0    |    |     

G3MP2B3+   |-87.9  |     |     | 4.159|       |8.2    |    |     

G4MP2      |-85.8  |     |     | 4.173|       |10.5   |    |     

M062X/Def2T|-71.9  |     |     | 4.091|       |22.4   |    |     

B3/6-311++G|-69.9  |     |     | 3.887|       |19.8   |    |     

++++++++++++++++++++++++++++++++

GaP-.

GaP  mw:99.900 Anion CAS: Z-170705-40-5 fg:19 cnt:5146

----

02GOM/TAY2   Datum: EA=1.988(10) eV ZEKE p:9

----

98TAY/ASM    Datum: EA=1.960(75) eV LPES p:8

Vertical Detachment Energy:2.11(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gap.zaf]

CBS-QB3    |39.2   |     |     | 2.296|       |92.2   |    |     

G3MP2B3    |41.1   |     |     | 2.212|       |92.2   |    |     

G3MP2B3+   |40.6   |     |     | 2.232|       |92.2   |    |     

G4MP2      |42.8   |     |     | 2.232|       |94.3   |    |     

M062X/Def2T|50.7   |     |     | 1.777|       |91.7   |    |     

B3/6-311++G|48.1   |     |     | 2.050|       |95.4   |    |     

++++++++++++++++++++++++++++++++

GaP2-

GaP2  mw:130.874 Anion CAS: Z-261917-37-7 fg:19 cnt:5135

----

99TAY/ASM2   Datum: EA=1.726(20) eV LPES p:9

----

01TAY/GOM    Datum: EA=1.666(27) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gap2.zaf]

CBS-QB3    |16.7   |     |     | 1.934|       |61.2   |    |     

G3MP2B3    |19.8   |     |     | 1.966|       |65.2   |    |     

G3MP2B3+   |19.7   |     |     | 1.962|       |65.1   |    |     

G4MP2      |19.8   |     |     | 1.948|       |64.8   |    |     

M062X/Def2T|23.3   |     |     | 1.670|       |62.0   |    |     

B3/6-311++G|33.9   |     |     | 1.758|       |74.5   |    |     

++++++++++++++++++++++++++++++++

GaP3-.

GaP3  mw:161.847 Anion CAS: Z-724464-62-4 fg:19 cnt:5147

----

98TAY/ASM    Datum: EA=1.950(75) eV LPES p:8

Vertical Detachment Energy:2.19(6) eV.

++++++++++++++++++++++++++++++++

GaP4-.

GaP4  mw:192.821 Anion CAS: Z-731003-41-1 fg:19 cnt:5148

----

98TAY/ASM    Datum: EA=3.480(75) eV LPES p:8

Vertical Detachment Energy:3.80(6) eV.

++++++++++++++++++++++++++++++++

Ga2-

Ga2  mw:137.852 Anion CAS: Z-127207-15-2 fg:2 cnt:4719

HOF(A.)= 104.8/0.5  82WAG/EVA    |

----

94CHA/GAN    Datum: EA=1.60(10) eV LPES | HOF(A-)=67.9/6.8  p:8

DaffH(AH)=  55.2/6.8 A-IN

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga2-q.zaf]

CBS-QB3    |61.3   |     |     | 1.510|       |96.1   |    |     

G3MP2B3    |62.1   |     |     | 1.614|       |99.3   |    |     

G4MP2      |65.4   |     |     | 1.505|       |100.2  |    |     

M062X/Def2T|72.6   |     |     | 1.260|       |101.7  |    |     

B3/6-311++G|70.1   |     |     | 1.284|       |99.8   |    |     

++++++++++++++++++++++++++++++++

Ga2N-

Ga2N  mw:151.855 Anion CAS: Z-847829-54-3 fg:19 cnt:6721

----

06SHE/MEL    Datum: EA=2.506(8) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga2n.zzf]

CBS-QB3    |30.4   |     |     | 2.617|       |90.5   |    |     

G3MP2B3    |36.1   |     |     | 2.576|       |95.4   |    |     

G3MP2B3+   |36.0   |     |     | 2.580|       |95.4   |    |     

G4MP2      |36.6   |     |     | 2.612|       |96.6   |    |     

M062X/Def2T|47.6   |     |     | 2.225|       |98.7   |    |     

B3/6-311++G|46.7   |     |     | 2.379|       |101.4  |    |     

++++++++++++++++++++++++++++++++

Ga2P-

Ga2P  mw:168.825 Anion CAS: Z-261918-14-3 fg:19 cnt:5136

----

01TAY/GOM    Datum: EA=2.481(20) eV LPES p:9

----

99TAY/ASM2   Datum: EA=2.507(20) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga2p.zaf]

CBS-QB3    |23.9   |     |     | 2.536|       |82.5   |    |     

G3MP2B3    |28.4   |     |     | 2.604|       |88.5   |    |     

G3MP2B3+   |29.0   |     |     | 2.603|       |89.3   |    |     

G4MP2      |29.6   |     |     | 2.602|       |89.7   |    |     

M062X/Def2T|37.0   |     |     | 2.234|       |88.5   |    |     

B3/6-311++G|39.6   |     |     | 2.454|       |96.5   |    |     

++++++++++++++++++++++++++++++++

Ga2P2-.

Ga2P2  mw:199.799 Anion CAS: Z-252573-07-2 fg:20 cnt:5149

----

98TAY/ASM    Datum: EA=1.860(75) eV LPES p:8

Vertical Detachment Energy:2.08(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga2p2-y.zzf]

CBS-QB3    |19.0   |     |     | 1.788|       |60.2   |    |     

G3MP2B3    |27.6   |     |     | 1.764|       |68.3   |    |     

G3MP2B3+   |27.5   |     |     | 1.760|       |68.1   |    |     

G4MP2      |27.5   |     |     | 1.768|       |68.2   |    |     

M062X/Def2T|31.5   |     |     | 1.605|       |68.5   |    |     

B3/6-311++G|46.6   |     |     | 1.665|       |85.0   |    |     

++++++++++++++++++++++++++++++++

Ga2P3-

Ga2P3  mw:230.773 Anion CAS: Z-253788-28-2 fg:20 cnt:5138

----

01TAY/GOM    Datum: EA=2.991(26) eV LPES p:9

----

99TAY/ASM2   Datum: EA=3.000(40) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga2p3.zzf]

CBS-QB3    |-18.2  |     |     | 2.860|       |47.7   |    |     

G3MP2B3    |-8.5   |     |     | 3.045|       |61.7   |    |     

G3MP2B3+   |-8.7   |     |     | 3.052|       |61.6   |    |     

G4MP2      |-8.4   |     |     | 2.996|       |60.6   |    |     

M062X/Def2T|-5.4   |     |     | 2.645|       |55.5   |    |     

B3/6-311++G|31.4   |     |     | 2.968|       |99.8   |    |     

++++++++++++++++++++++++++++++++

Ga2P4-.

Ga2P4  mw:261.747 Anion CAS: N-309244-06-2 fg:20 cnt:5150

----

98TAY/ASM    Datum: EA=2.400(75) eV LPES p:8

Vertical Detachment Energy:2.67(6) eV.

++++++++++++++++++++++++++++++++

Ga3-

Ga3  mw:206.777 Anion CAS: Z-132388-02-4 fg:2 cnt:4720

----

94CHA/GAN    Datum: EA=1.95(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga3-sc.zzf]

G3MP2B3    |69.3   |     |     | 2.042|       |116.4  |    |     

G3MP2B3+   |68.5   |     |     | 2.053|       |115.9  |    |     

G4MP2      |70.3   |     |     | 2.055|       |117.7  |    |     

M062X/Def2T|96.9   |     |     | 1.323|       |127.4  |    |     

B3/6-311++G|89.7   |     |     | 1.688|       |128.7  |    |     

++++++++++++++++++++++++++++++++

Ga3P-.

Ga3P  mw:237.751 Anion CAS: Z-476003-72-2 fg:19 cnt:5151

----

98TAY/ASM    Datum: EA=1.880(75) eV LPES p:8

Vertical Detachment Energy:1.93(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga3p.zzf]

CBS-QB3    |32.9   |     |     | 1.870|       |76.1   |    |     

G3MP2B3    |43.8   |     |     | 1.797|       |85.2   |    |     

G3MP2B3+   |43.1   |     |     | 1.837|       |85.4   |    |     

G4MP2      |44.9   |     |     | 1.806|       |86.6   |    |     

M062X/Def2T|55.9   |     |     | 1.399|       |88.2   |    |     

B3/6-311++G|63.5   |     |     | 1.414|       |96.0   |    |     

++++++++++++++++++++++++++++++++

Ga3P2-.

Ga3P2  mw:268.725 Anion CAS: Z-731003-40-0 fg:20 cnt:5152

----

98TAY/ASM    Datum: EA=3.030(75) eV LPES p:8

Vertical Detachment Energy:3.27(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga3p2.zaf]

CBS-QB3    |7.8    |     |     | 2.714|       |69.9   |    |     

G3MP2B3    |20.5   |     |     | 2.907|       |87.6   |    |     

G3MP2B3+   |20.1   |     |     | 2.883|       |86.6   |    |     

M062X/Def2T|29.3   |     |     | 2.799|       |94.0   |    |     

B3/6-311++G|51.3   |     |     | 2.775|       |115.3  |    |     

++++++++++++++++++++++++++++++++

Ga3P3-.

Ga3P3  mw:299.699 Anion CAS: Z-1207553-90-9 fg:20 cnt:5153

----

98TAY/ASM    Datum: EA=2.500(75) eV LPES p:8

Vertical Detachment Energy:2.67(6) eV.

++++++++++++++++++++++++++++++++

Ga3P4-.

Ga3P4  mw:330.672 Anion CAS: N-325477-86-9 fg:20 cnt:5154

----

98TAY/ASM    Datum: EA=3.120(75) eV LPES p:8

Vertical Detachment Energy:3.23(6) eV.

++++++++++++++++++++++++++++++++

Ga4-

Ga4  mw:275.703 Anion CAS: Z-132388-04-6 fg:2 cnt:4721

----

94CHA/GAN    Datum: EA=2.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga4-sq.zzf]

G3MP2B3    |80.4   |     |     | 2.300|       |133.7  |    |     

G3MP2B3+   |79.9   |     |     | 2.302|       |133.2  |    |     

M062X/Def2T|105.6  |     |     | 1.752|       |146.2  |    |     

B3/6-311++G|103.3  |     |     | 1.918|       |147.8  |    |     

++++++++++++++++++++++++++++++++

Ga4N-.

Ga4N  mw:289.706 Anion CAS: Z-900787-47-5 fg:19 cnt:7926

----

10WAN/KO     Datum: EA=2.00(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NaGa4-

Ga4Na  mw:298.693 Anion CAS: Z-368436-21-9 fg:19 cnt:5270

----

01KUZ/BOL    Datum: EA=1.90(6) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naga4.zaf]

CBS-QB3    |84.7   |     |     | 0.551|       |97.3   |    |     

G3MP2B3    |95.0   |     |     | 0.663|       |110.4  |    |     

G3MP2B3+   |94.9   |     |     | 0.644|       |109.9  |    |     

G4MP2      |96.3   |     |     | 0.611|       |110.3  |    |     

B3/6-311++G|121.5  |     |     | 0.652|       |136.6  |    |     

++++++++++++++++++++++++++++++++

Ga4P-.

Ga4P  mw:306.677 Anion CAS: Z-731003-42-2 fg:19 cnt:5155

----

98TAY/ASM    Datum: EA=2.090(75) eV LPES p:8

Vertical Detachment Energy:2.20(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga4p.zaf]

CBS-QB3    |29.2   |     |     | 2.701|       |91.7   |    |     

G3MP2B3    |54.0   |     |     | 2.300|       |107.2  |    |     

G3MP2B3+   |52.1   |     |     | 2.361|       |106.7  |    |     

G4MP2      |55.6   |     |     | 2.290|       |108.6  |    |     

M062X/Def2T|72.2   |     |     | 1.831|       |114.8  |    |     

B3/6-311++G|84.8   |     |     | 1.808|       |126.6  |    |     

++++++++++++++++++++++++++++++++

Ga4P2-.

Ga4P2  mw:337.650 Anion CAS: N-868259-72-7 fg:20 cnt:5156

----

98TAY/ASM    Datum: EA=2.160(75) eV LPES p:8

Vertical Detachment Energy:2.29(6) eV.

++++++++++++++++++++++++++++++++

Ga4P3-.

Ga4P3  mw:368.624 fg:20 cnt:5157

----

98TAY/ASM    Datum: EA=2.880(75) eV LPES p:8

Vertical Detachment Energy:3.28(6) eV.

++++++++++++++++++++++++++++++++

Ga4P4-.

Ga4P4  mw:399.598 Anion CAS: Z-930786-79-1 fg:20 cnt:5158

----

98TAY/ASM    Datum: EA=2.33(15) eV LPES p:8

Vertical Detachment Energy:2.59(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga4p4.zzf]

CBS-QB3    |-4.7   |     |     | 2.662|       |56.5   |    |     

G3MP2B3    |25.8   |     |     | 2.392|       |80.8   |    |     

G4MP2      |26.5   |     |     | 2.438|       |82.6   |    |     

M062X/Def2T|41.7   |     |     | 2.259|       |93.9   |    |     

B3/6-311++G|91.5   |     |     | 2.761|       |155.1  |    |     

++++++++++++++++++++++++++++++++

Ga4P5-.

Ga4P5  mw:430.572 fg:20 cnt:5159

----

98TAY/ASM    Datum: EA=2.47(15) eV LPES p:8

Vertical Detachment Energy:3.52(6) eV.

++++++++++++++++++++++++++++++++

Ga5-

Ga5  mw:344.628 Anion CAS: Z-150679-54-2 fg:2 cnt:4722

----

94CHA/GAN    Datum: EA=2.45(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga5-h.zzf]

CBS-QB3    |70.8   |     |     | 2.529|       |129.3  |    |     

G3MP2B3    |87.5   |     |     | 2.743|       |150.9  |    |     

G3MP2B3+   |87.5   |     |     | 2.557|       |146.6  |    |     

M062X/Def2T|124.1  |     |     | 1.851|       |166.9  |    |     

B3/6-311++G|123.5  |     |     | 2.109|       |172.3  |    |     

++++++++++++++++++++++++++++++++

Ga5N-.

Ga5N  mw:358.632 Anion CAS: Z-900787-50-0 fg:19 cnt:7927

----

10WAN/KO     Datum: EA=2.10(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga5P2-.

Ga5P2  mw:406.576 Anion CAS: Z-912292-06-9 fg:20 cnt:5160

----

98TAY/ASM    Datum: EA=2.370(75) eV LPES p:8

Vertical Detachment Energy:2.48(6) eV.

++++++++++++++++++++++++++++++++

Ga5P3-.

Ga5P3  mw:437.550 Anion CAS: Z-930786-80-4 fg:20 cnt:5161

----

98TAY/ASM    Datum: EA=2.67(15) eV LPES p:8

Vertical Detachment Energy:3.42(6) eV.

++++++++++++++++++++++++++++++++

Ga5P4-.

Ga5P4  mw:468.524 fg:20 cnt:5162

----

98TAY/ASM    Datum: EA=3.11(15) eV LPES p:8

Vertical Detachment Energy:3.28(6) eV.

++++++++++++++++++++++++++++++++

Ga5P5-.

Ga5P5  mw:499.497 Anion CAS: Z-1207553-92-1 fg:20 cnt:5163

----

98TAY/ASM    Datum: EA=2.810(75) eV LPES p:8

Vertical Detachment Energy:2.93(6) eV.

++++++++++++++++++++++++++++++++

Ga5P6-.

Ga5P6  mw:530.471 fg:20 cnt:5164

----

98TAY/ASM    Datum: EA=3.27(15) eV LPES p:8

Vertical Detachment Energy:2.93(6) eV.

++++++++++++++++++++++++++++++++

Ga6-

Ga6  mw:413.554 Anion CAS: Z-150679-57-5 fg:2 cnt:4723

----

94CHA/GAN    Datum: EA=2.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ga6.zzf]

CBS-QB3    |83.1   |     |     | 1.549|       |118.6  |    |     

G3MP2B3    |111.0  |     |     | 1.382|       |142.5  |    |     

G4MP2      |116.5  |     |     | 1.834|       |158.8  |    |     

M062X/Def2T|147.9  |     |     | 1.332|       |178.6  |    |     

B3/6-311++G|155.1  |     |     | 1.316|       |185.2  |    |     

++++++++++++++++++++++++++++++++

Ga6N-.

Ga6N  mw:427.557 Anion CAS: Z-900787-55-5 fg:19 cnt:7928

----

10WAN/KO     Datum: EA=2.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga6P3-.

Ga6P3  mw:506.475 fg:20 cnt:5165

----

98TAY/ASM    Datum: EA=3.070(75) eV LPES p:8

Vertical Detachment Energy:3.22(6) eV.

++++++++++++++++++++++++++++++++

Ga6P4-.

Ga6P4  mw:537.449 fg:20 cnt:5166

----

98TAY/ASM    Datum: EA=2.83(15) eV LPES p:8

Vertical Detachment Energy:2.93(6) eV.

++++++++++++++++++++++++++++++++

Ga6P5-.

Ga6P5  mw:568.423 fg:20 cnt:5167

----

98TAY/ASM    Datum: EA=2.97(15) eV LPES p:8

Vertical Detachment Energy:3.32(6) eV.

++++++++++++++++++++++++++++++++

Ga6P6-.

Ga6P6  mw:599.397 Anion CAS: Z-1207553-93-2 fg:20 cnt:5168

----

98TAY/ASM    Datum: EA=2.74(15) eV LPES p:8

Vertical Detachment Energy:2.93(6) eV.

++++++++++++++++++++++++++++++++

Ga7-

Ga7  mw:482.480 Anion CAS: Z-150679-58-6 fg:2 cnt:4724

----

94CHA/GAN    Datum: EA=2.55(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga7N-.

Ga7N  mw:496.483 Anion CAS: Z-900787-59-9 fg:19 cnt:7929

----

10WAN/KO     Datum: EA=1.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga7N2-.

Ga7N2  mw:510.486 Anion CAS: Z-900787-81-7 fg:20 cnt:7935

----

10WAN/KO     Datum: EA=2.80(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga7P5-.

Ga7P5  mw:637.348 fg:20 cnt:5169

----

98TAY/ASM    Datum: EA=2.950(75) eV LPES p:8

Vertical Detachment Energy:2.96(6) eV.

++++++++++++++++++++++++++++++++

Ga7P6-.

Ga7P6  mw:668.322 fg:20 cnt:5170

----

98TAY/ASM    Datum: EA=3.39(15) eV LPES p:8

Vertical Detachment Energy:3.48(6) eV.

++++++++++++++++++++++++++++++++

Ga7P7-.

Ga7P7  mw:699.296 Anion CAS: Z-1037585-75-3 fg:20 cnt:5171

----

98TAY/ASM    Datum: EA=2.81(15) eV LPES p:8

Vertical Detachment Energy:2.93(6) eV.

++++++++++++++++++++++++++++++++

Ga8-

Ga8  mw:551.405 Anion CAS: Z-150679-61-1 fg:2 cnt:4725

----

94CHA/GAN    Datum: EA=2.25(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga8N-.

Ga8N  mw:565.408 Anion CAS: Z-900787-63-5 fg:19 cnt:7930

----

10WAN/KO     Datum: EA=2.30(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga8P6-.

Ga8P6  mw:737.248 fg:20 cnt:5172

----

98TAY/ASM    Datum: EA=3.11(15) eV LPES p:8

Vertical Detachment Energy:4.38(6) eV.

++++++++++++++++++++++++++++++++

Ga8P7-.

Ga8P7  mw:768.222 fg:20 cnt:5173

----

98TAY/ASM    Datum: EA=3.33(15) eV LPES p:8

Vertical Detachment Energy:4.46(6) eV.

++++++++++++++++++++++++++++++++

Ga8P8-.

Ga8P8  mw:799.195 Anion CAS: Z-1037585-77-5 fg:20 cnt:5174

----

98TAY/ASM    Datum: EA=3.04(15) eV LPES p:8

Vertical Detachment Energy:3.13(6) eV.

++++++++++++++++++++++++++++++++

Ga9-

Ga9  mw:620.331 Anion CAS: Z-150679-62-2 fg:2 cnt:4726

----

94CHA/GAN    Datum: EA=3.00(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga9N-.

Ga9N  mw:634.334 Anion CAS: Z-1225381-04-3 fg:19 cnt:7931

----

10WAN/KO     Datum: EA=2.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga9P7-.

Ga9P7  mw:837.147 fg:20 cnt:5175

----

98TAY/ASM    Datum: EA=3.00(15) eV LPES p:8

Vertical Detachment Energy:3.23(6) eV.

++++++++++++++++++++++++++++++++

Ga9P8-.

Ga9P8  mw:868.121 fg:20 cnt:5176

----

98TAY/ASM    Datum: EA=2.97(15) eV LPES p:8

Vertical Detachment Energy:3.21(6) eV.

++++++++++++++++++++++++++++++++

Ga9P9-.

Ga9P9  mw:899.095 Anion CAS: Z-1037585-79-7 fg:20 cnt:5177

----

98TAY/ASM    Datum: EA=2.92(15) eV LPES p:8

Vertical Detachment Energy:3.21(6) eV.

++++++++++++++++++++++++++++++++

Ga10-

Ga10  mw:689.256 Anion CAS: Z-150679-65-5 fg:2 cnt:4727

----

94CHA/GAN    Datum: EA=2.70(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga10N-.

Ga10N  mw:703.259 Anion CAS: Z-1225381-10-1 fg:19 cnt:7932

----

10WAN/KO     Datum: EA=2.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga11-

Ga11  mw:758.182 Anion CAS: Z-154766-50-4 fg:2 cnt:4728

----

94CHA/GAN    Datum: EA=3.00(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga11N-.

Ga11N  mw:772.185 Anion CAS: Z-1225381-13-4 fg:19 cnt:7933

----

10WAN/KO     Datum: EA=3.00(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga12-

Ga12  mw:827.108 Anion CAS: Z-154766-51-5 fg:2 cnt:4729

----

94CHA/GAN    Datum: EA=2.80(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga12N-.

Ga12N  mw:841.111 Anion CAS: Z-1225381-16-7 fg:19 cnt:7934

----

10WAN/KO     Datum: EA=3.30(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga13-

Ga13  mw:896.033 Anion CAS: Z-154766-52-6 fg:2 cnt:4730

----

94CHA/GAN    Datum: EA=3.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga14-

Ga14  mw:964.959 Anion CAS: Z-154766-53-7 fg:2 cnt:4731

----

94CHA/GAN    Datum: EA=2.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ga15-

Ga15  mw:1033.88 Anion CAS: Z-154766-54-8 fg:2 cnt:4732

----

94CHA/GAN    Datum: EA=3.25(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Gd-

Gd  mw:157.925 Anion CAS: Z-54923-02-3 fg:1 cnt:7859

HOF(A.)=  97.3/0.5  10KON/BEN    | S(A-)=45.7/0.1 Stat |  S(AH)= | S(A.)=46.4  82WAG/EVA

----

22NIN/LU     Datum: EA=0.212(30) eV SEVI | HOF(A-)=92.4/0.8 R-EA p:9

Dectet anion to nonnet neutral.

----

97NAD/GAR    Datum: EA=>0.100 eV EFD  p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gd-10.za0]

M062X/Def2T|116.1  |     |     |-0.830|       |96.9   |    |     

++++++++++++++++++++++++++++++++

GdO-.

GdO  mw:173.920 Anion CAS: Z-119890-61-8 fg:5 cnt:5872

HOF(A.)= -16.3/1.9  14KON/BEN    |

----

02KLI/PON    Datum: EA=1.19(10) eV LPES | HOF(A-)=-43.7/3.0 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [gdo-8.za0]

M062X/Def2T|-113.5 |     |     | 1.257|       |-84.5  |    |     

++++++++++++++++++++++++++++++++

Gd@Sn12-

GdSn12  mw:1596.75 Anion CAS: Z-930090-15-6 fg:19 cnt:7276

----

07CUI/HUA    Datum: EA=3.26(8) eV LPES p:8

Vertical Detachment Energy:3.38(6) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Gd2O-

Gd2O  mw:331.844 Anion CAS: N-62462-54-8 fg:7 cnt:11474

----

21MAS/HAR    Datum: EA=0.26(2) eV LPES p:8

++++++++++++++++++++++++++++++++

Gd3O-

Gd3O  mw:489.768 fg:7 cnt:11759

----

25HUI/VAI    Datum: EA=1.17(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge-

Ge  mw:73.922 Anion CAS: Z-25778-62-5 fg:1 cnt:25

HOF(A.)=  87.9/0.2  91GUR/VEY    | BDE(A-H)= 63.1/5.0  90RUS/SCH     

HOF(AH)=  76.9/5.0 R-DH          |

DacidS=18.6/3.0 Stat |  S(A-)=41.6/0.1 Stat |  S(AH)=49.0/3.0 Acid | S(A.)=40.1  82WAG/EVA

----

98SCH/BIL    Datum: EA=1.232712(15) eV IRPD | HOF(A-)=59.5/5.9 Acid p:9

DacidG(AH)= 342.7/5.1 H-TS| DacidH(AH)= 348.3/3.2 D-EA

Given: 1.232712(15) eV.

----

15BRE/BAB    Datum: EA=1.2326764(12) eV LPDM p:8

Given: 1.2326764(12) eV.

----

86MIL/MIL    Datum: EA=1.233(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge-q.zzf]

CBS-QB3    |57.9   |349.9|344.4| 1.380|73.7   |89.7   |18.4|68.1 

G3MP2B3    |60.9   |351.2|345.7| 1.251|76.9   |89.7   |18.5|64.9 

G3MP2B3+   |58.8   |351.2|345.6| 1.251|74.8   |87.6   |18.5|64.9 

G4MP2      |60.9   |350.3|344.8| 1.251|77.7   |89.7   |18.5|64.1 

M062X/Def2T|70.5   |358.7|353.2| 0.832|76.5   |89.7   |18.5|65.3 

B3/6-311++G|59.2   |351.9|346.4| 1.326|74.5   |89.7   |18.5|67.3 

++++++++++++++++++++++++++++++++

GeH2-

GeH2  mw:75.937 Anion CAS: Z-172542-63-1 fg:3 cnt:3642

HOF(A.)=  59.0/3.2 D+AH          | BDE(A-H)= 59.0/2.0  90RUS/SCH     

HOF(AH)=  52.1/2.6 d+ah          |

----

86MIL/MIL    Datum: EA=1.097(15) eV LPES | HOF(A-)=33.7/3.3 R-EA p:9

DacidH(AH)= 347.3/2.0 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [geh2-d.zaf]

CBS-QB3    |30.1   |     |     | 1.089|       |55.2   |    |     

G3MP2B3    |32.5   |347.8|340.9| 1.152|51.9   |59.1   |23.1|59.2 

G3MP2B3+   |30.4   |347.8|340.9| 1.153|49.9   |57.0   |23.1|59.2 

G4MP2      |33.4   |348.1|341.3| 1.125|52.4   |59.3   |23.1|59.0 

M062X/Def2T|40.3   |352.4|345.6| 0.920|52.6   |61.5   |23.1|61.1 

B3/6-311++G|29.4   |346.4|339.5| 1.179|50.3   |56.6   |23.1|58.3 

++++++++++++++++++++++++++++++++

GeH3-

GeH3  mw:76.945 Anion CAS: Z-851521-19-2 fg:3 cnt:62

HOF(A.)=  52.1/2.6 D+AH          | BDE(A-H)= 82.5/2.5  83NOB/WAL     

HOF(AH)=  21.7/0.5  19BEC/WAL    |

DacidS=24.0/0.3 A-AH |  S(A-)=49.9/0.2 Isoe 82WAG/EVA |  S(AH)=51.9/0.2  82WAG/EVA

----

93DEC/GAL    Datum: DacidG= 350.8/1.2 IMRE | HOF(A-)=14.0/1.3 Acid p:9

DacidH(AH)= 358.0/1.2 G+TS EA(ev)= 1.653

The neutral acid .DELTA.fH may be ca. 4 kcal/mol too positive: G2 calculations (97MAY/GAL).

----

01GAL/DEC    Datum: DacidG= 350.6/2.0 IMRE p:8

DacidH(AH)= 357.8/2.0 G+TS

----

74REE/BRA    Datum: EA=<1.74(4) eV LPD  p:8

DacidG(AH)=>347.8/2.7 H-TS| DacidH(AH)=>356.0/2.4 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [geh3.zaf]

G3MP2B3    |13.9   |361.6|353.4| 1.645|19.5   |51.9   |27.8|84.5 

G3MP2B3+   |11.7   |361.5|354.1|      |17.4   |       |25.1|     

M062X/Def2T|22.8   |363.6|354.7| 1.287|23.9   |52.6   |30.0|80.7 

B3/6-311++G|11.0   |360.0|352.5| 1.716|18.3   |50.4   |25.1|84.1 

++++++++++++++++++++++++++++++++

In8Ge-.

GeIn8  mw:993.153 Anion CAS: Z-928040-14-6 fg:19 cnt:7247

----

07AKU/KOY    Datum: EA=2.40(7) eV LPES p:8

++++++++++++++++++++++++++++++++

In9Ge-.

GeIn9  mw:1108.06 Anion CAS: Z-928040-15-7 fg:19 cnt:7248

----

07AKU/KOY    Datum: EA=2.43(6) eV LPES p:8

++++++++++++++++++++++++++++++++

In10Ge-.

GeIn10  mw:1222.96 Anion CAS: Z-928040-16-8 fg:19 cnt:7249

----

07AKU/KOY    Datum: EA=2.16(6) eV LPES p:8

++++++++++++++++++++++++++++++++

In11Ge-.

GeIn11  mw:1337.86 Anion CAS: Z-928040-17-9 fg:19 cnt:7250

----

07AKU/KOY    Datum: EA=2.48(6) eV LPES p:8

++++++++++++++++++++++++++++++++

In12Ge-.

GeIn12  mw:1452.77 Anion CAS: Z-928040-19-1 fg:19 cnt:7251

----

07AKU/KOY    Datum: EA=2.22(5) eV LPES p:8

++++++++++++++++++++++++++++++++

In13Ge-.

GeIn13  mw:1567.67 Anion CAS: Z-928040-20-4 fg:19 cnt:7252

----

07AKU/KOY    Datum: EA=2.60(10) eV LPES p:8

++++++++++++++++++++++++++++++++

In14Ge-.

GeIn14  mw:1682.58 Anion CAS: Z-928040-21-5 fg:19 cnt:7253

----

07AKU/KOY    Datum: EA=2.26(6) eV LPES p:8

++++++++++++++++++++++++++++++++

In15Ge-.

GeIn15  mw:1797.48 Anion CAS: Z-928040-22-6 fg:19 cnt:7254

----

07AKU/KOY    Datum: EA=2.49(7) eV LPES p:8

++++++++++++++++++++++++++++++++

In16Ge-.

GeIn16  mw:1912.38 Anion CAS: Z-928040-23-7 fg:19 cnt:7255

----

07AKU/KOY    Datum: EA=2.53(8) eV LPES p:8

++++++++++++++++++++++++++++++++

GeO2-.

GeO2  mw:105.912 Anion CAS: Z-120349-33-9 fg:6 cnt:5669

HOF(A.)= -25.4/4.8  91GUR/VEY    |

----

96WAN/WU     Datum: EA=<2.50(10) eV LPES | HOF(A-)=>-83.0/5.3 R-EA p:8

The stated EA is an upper limit to adiabatic electron affinity. Vertical Detachment Energy:2.93(7) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [geo2.zzf]

CBS-QB3    |-76.5  |     |     | 2.102|       |-28.1  |    |     

G3MP2B3    |-72.7  |     |     | 2.056|       |-25.3  |    |     

G3MP2B3+   |-74.7  |     |     | 2.060|       |-27.1  |    |     

G4MP2      |-72.2  |     |     | 2.140|       |-22.9  |    |     

M062X/Def2T|-61.9  |     |     | 1.976|       |-16.4  |    |     

B3/6-311++G|-60.9  |     |     | 2.367|       |-6.2   |    |     

++++++++++++++++++++++++++++++++

Ge2-

Ge2  mw:147.843 Anion CAS: Z-64177-44-2 fg:2 cnt:3090

HOF(A.)= 112.7/2.4  91GUR/VEY    |

----

95ARN/XU 2   Datum: EA=2.035(1) eV ZEKE | HOF(A-)=65.8/6.4 R-EA p:8

DaffH(AH)=  81.6/6.4 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge2-d.zaf]

CBS-QB3    |65.6   |     |     | 1.968|       |111.0  |    |     

G3MP2B3    |64.5   |     |     | 2.221|       |115.7  |    |     

G3MP2B3+   |60.3   |     |     | 2.211|       |111.4  |    |     

G4MP2      |65.5   |     |     | 2.257|       |117.6  |    |     

M062X/Def2T|83.1   |     |     | 1.292|       |113.0  |    |     

B3/6-311++G|71.3   |     |     | 1.795|       |112.7  |    |     

++++++++++++++++++++++++++++++++

Ge2O2-

Ge2O2  mw:179.833 Anion CAS: Z-165284-72-0 fg:7 cnt:5680

----

95NIC/FAN    Datum: EA=0.625(50) eV LPES p:9

Vertical Detachment Energy:0.675(50) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge2o2.zzf]

CBS-QB3    |-93.4  |     |     | 0.751|       |-76.2  |    |     

G3MP2B3    |-84.2  |     |     | 0.756|       |-66.8  |    |     

G3MP2B3+   |-88.6  |     |     | 0.758|       |-71.2  |    |     

G4MP2      |-85.6  |     |     | 0.789|       |-67.5  |    |     

M062X/Def2T|-83.5  |     |     | 0.519|       |-71.7  |    |     

B3/6-311++G|-70.4  |     |     | 0.940|       |-48.8  |    |     

++++++++++++++++++++++++++++++++

Ge2O3-.

Ge2O3  mw:195.828 Anion CAS: Z-268550-92-1 fg:7 cnt:5670

----

96WAN/WU     Datum: EA=2.43(10) eV LPES p:8

The stated EA is an upper limit to adiabatic electron affinity. Vertical Detachment Energy:3.01(7) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge2o3-c4.zaf]

CBS-QB3    |-147.9 |     |     | 1.815|       |-106.3 |    |     

G3MP2B3    |-141.8 |     |     | 1.999|       |-95.9  |    |     

G4MP2      |-141.8 |     |     | 2.014|       |-95.5  |    |     

M062X/Def2T|-137.8 |     |     | 1.667|       |-99.4  |    |     

M062X/Def2T|-137.8 |     |     | 1.667|       |-99.4  |    |     

B3/6-311++G|-113.1 |     |     | 2.022|       |-66.4  |    |     

++++++++++++++++++++++++++++++++

TiGe2-

Ge2Ti  mw:195.791 Anion CAS: Z-1802228-31-4 fg:19 cnt:11244

----

14DEN/KON3   Datum: EA=0.78(8) eV LPES p:8

Vertical Detachment Energy:1.06(8) eV.

++++++++++++++++++++++++++++++++

Ge3-

Ge3  mw:221.764 Anion CAS: Z-64886-43-7 fg:2 cnt:2307

HOF(A.)= 112.9/0.1  82WAG/EVA    |

----

96BUR/XU     Datum: EA=2.23(1) eV LPES p:8

See also 96BUR/XU_2.

----

87CHE/YAN    Datum: EA=1.9(2) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge3-c.zzf]

G3MP2B3    |69.8   |322.5|315.1| 2.262|114.5  |121.9  |24.9|59.5 

G3MP2B3+   |63.4   |322.6|315.2| 2.267|114.3  |115.6  |24.8|53.4 

M062X/Def2T|84.1   |     |     | 2.235|       |135.5  |    |     

B3/6-311++G|77.6   |     |     | 2.188|       |128.0  |    |     

++++++++++++++++++++++++++++++++

MnGe3-

Ge3Mn  mw:276.702 Anion CAS: N-1532519-76-8 fg:19 cnt:11425

----

21FAN/KON    Datum: EA=1.83(8) eV LPES p:8

Vertical Detachment Energy:2.04(8) eV.

++++++++++++++++++++++++++++++++

Ge3O-

Ge3O  mw:237.759 Anion CAS: N-2417297-50-6 fg:7 cnt:11476

----

21ZHA/YAN    Datum: EA=1.75(4) eV LPES p:8

Vertical Detachment Energy:2.00(4) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge3o.zzf]

CBS-QB3    |-1.8   |     |     | 1.885|       |41.6   |    |     

G3MP2B3    |9.6    |     |     | 1.902|       |53.4   |    |     

G4MP2      |9.7    |     |     | 1.935|       |54.2   |    |     

M062X/Def2T|20.6   |     |     | 1.767|       |61.2   |    |     

B3/6-311++G|24.1   |     |     | 1.948|       |69.0   |    |     

++++++++++++++++++++++++++++++++

RuGe3-

Ge3Ru  mw:323.668 fg:19 cnt:11215

----

16JIN/LU     Datum: EA=1.80(8) eV LPES p:8

Vertical Detachment Energy:2.08(8) eV.

++++++++++++++++++++++++++++++++

TiGe3-

Ge3Ti  mw:269.712 Anion CAS: Z-1802228-32-5 fg:19 cnt:11245

----

14DEN/KON3   Datum: EA=1.43(8) eV LPES p:8

Vertical Detachment Energy:1.67(8) eV.

++++++++++++++++++++++++++++++++

VGe3-

Ge3V  mw:272.708 Anion CAS: Z-1646195-08-5 fg:19 cnt:9129

----

15DEN/KON    Datum: EA=1.73(8) eV LPES p:8

Vertical Detachment Energy:2.20(8) eV.

++++++++++++++++++++++++++++++++

Ge4-

Ge4  mw:295.685 Anion CAS: Z-78413-15-7 fg:2 cnt:2308

HOF(A.)= 114.0/0.1  82WAG/EVA    |

----

96BUR/XU     Datum: EA=1.94(5) eV LPES p:9

See also 96BUR/XU_2.

----

97NEG/KAW    Datum: EA=1.80(9) eV LPES p:8

----

87CHE/YAN    Datum: EA=1.9(2) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge4-t.zzf]

CBS-QB3    |63.4   |     |     | 1.709|       |102.8  |    |     

G3MP2B3    |77.9   |     |     | 1.796|       |119.3  |    |     

G3MP2B3+   |68.9   |     |     | 1.807|       |110.6  |    |     

G4MP2      |79.3   |     |     | 1.807|       |120.9  |    |     

M062X/Def2T|94.1   |     |     | 1.679|       |132.8  |    |     

B3/6-311++G|91.9   |     |     | 1.649|       |129.9  |    |     

++++++++++++++++++++++++++++++++

MnGe4-

Ge4Mn  mw:350.623 Anion CAS: N-131048-30-1 fg:19 cnt:11426

----

21FAN/KON    Datum: EA=2.34(8) eV LPES p:8

Vertical Detachment Energy:2.54(8) eV.

++++++++++++++++++++++++++++++++

RuGe4-

Ge4Ru  mw:397.590 fg:19 cnt:11216

----

16JIN/LU     Datum: EA=1.83(8) eV LPES p:8

Vertical Detachment Energy:2.12(8) eV.

++++++++++++++++++++++++++++++++

TiGe4-

Ge4Ti  mw:343.633 Anion CAS: Z-1802228-34-7 fg:19 cnt:11246

----

14DEN/KON3   Datum: EA=1.97(8) eV LPES p:8

Vertical Detachment Energy:2.17(8) eV.

++++++++++++++++++++++++++++++++

VGe4-

Ge4V  mw:346.629 Anion CAS: Z-1646195-09-6 fg:19 cnt:9130

----

15DEN/KON    Datum: EA=2.20(8) eV LPES p:8

Vertical Detachment Energy:2.47(8) eV.

++++++++++++++++++++++++++++++++

Ge5-

Ge5  mw:369.606 Anion CAS: Z-197372-54-6 fg:2 cnt:2313

HOF(A.)= 115.0/10.0  66KAN/STR   |

----

96BUR/XU     Datum: EA=2.51(5) eV LPES p:9

See also 96BUR/XU_2.

----

97NEG/KAW    Datum: EA=2.67(17) eV LPES p:8

----

87CHE/YAN    Datum: EA=2.4(2) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ge5-d.zzf]

CBS-QB3    |42.0   |     |     | 2.469|       |99.0   |    |     

G3MP2B3    |68.4   |     |     | 2.358|       |122.8  |    |     

G3MP2B3+   |57.4   |     |     | 2.368|       |112.0  |    |     

G4MP2      |69.8   |     |     | 2.410|       |125.3  |    |     

M062X/Def2T|88.3   |     |     | 2.412|       |144.0  |    |     

B3/6-311++G|96.9   |     |     | 2.191|       |147.4  |    |     

++++++++++++++++++++++++++++++++

MnGe5-

Ge5Mn  mw:424.544 Anion CAS: N-1078124-66-9 fg:19 cnt:11427

----

21FAN/KON    Datum: EA=2.29(8) eV LPES p:8

Vertical Detachment Energy:2.51(8) eV.

++++++++++++++++++++++++++++++++

RuGe5-

Ge5Ru  mw:471.511 fg:19 cnt:11217

----

16JIN/LU     Datum: EA=2.08(8) eV LPES p:8

Vertical Detachment Energy:2.32(8) eV.

++++++++++++++++++++++++++++++++

TiGe5-

Ge5Ti  mw:417.554 Anion CAS: Z-1802228-35-8 fg:19 cnt:11247

----

14DEN/KON3   Datum: EA=2.43(8) eV LPES p:8

Vertical Detachment Energy:2.87(8) eV.

++++++++++++++++++++++++++++++++

VGe5-

Ge5V  mw:420.550 Anion CAS: Z-1383727-50-1 fg:19 cnt:9131

----

15DEN/KON    Datum: EA=2.26(8) eV LPES p:8

Vertical Detachment Energy:2.45(8) eV.

++++++++++++++++++++++++++++++++

Ge6-

Ge6  mw:443.528 Anion CAS: Z-197372-55-7 fg:2 cnt:2309

HOF(A.)= 117.0/13.0  66KAN/STR   |

----

96BUR/XU     Datum: EA=2.06(5) eV LPES p:9

See also 96BUR/XU_2.

----

97NEG/KAW    Datum: EA=2.04(8) eV LPES p:8

----

87CHE/YAN    Datum: EA=2.0(2) eV LPES p:7

++++++++++++++++++++++++++++++++

LuGe6-

Ge6Lu  mw:618.468 Anion CAS: Z-1383727-00-1 fg:19 cnt:8247

----

12ATO/KOY    Datum: EA=2.13(5) eV LPES p:8

++++++++++++++++++++++++++++++++

MnGe6-

Ge6Mn  mw:498.466 Anion CAS: N-1078124-68-1 fg:19 cnt:11428

----

21FAN/KON    Datum: EA=2.65(8) eV LPES p:8

Vertical Detachment Energy:2.81(8) eV.

++++++++++++++++++++++++++++++++

RuGe6-

Ge6Ru  mw:545.432 fg:19 cnt:11218

----

16JIN/LU     Datum: EA=2.45(8) eV LPES p:8

Vertical Detachment Energy:2.75(8) eV.

++++++++++++++++++++++++++++++++

ScGe6-

Ge6Sc  mw:488.484 Anion CAS: Z-1383726-62-2 fg:19 cnt:8221

----

12ATO/KOY    Datum: EA=2.56(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe6-

Ge6Ti  mw:491.476 Anion CAS: Z-1802228-36-9 fg:19 cnt:11248

----

14DEN/KON3   Datum: EA=2.60(8) eV LPES p:8

Vertical Detachment Energy:2.82(8) eV.

++++++++++++++++++++++++++++++++

VGe6-

Ge6V  mw:494.472 Anion CAS: Z-1383727-51-2 fg:19 cnt:8262

----

15DEN/KON    Datum: EA=2.33(8) eV LPES p:8

Vertical Detachment Energy:2.63(8) eV.

----

12ATO/KOY    Datum: EA=1.99(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge7-

Ge7  mw:517.449 Anion CAS: Z-197372-56-8 fg:2 cnt:2310

HOF(A.)= 130.0/15.0  66KAN/STR   |

----

96BUR/XU     Datum: EA=1.80(5) eV LPES p:9

See also 96BUR/XU_2.

----

97NEG/KAW    Datum: EA=1.79(6) eV LPES p:8

----

87CHE/YAN    Datum: EA=1.9(2) eV LPES p:7

++++++++++++++++++++++++++++++++

HfGe7-

Ge7Hf  mw:697.395 Anion CAS: Z-1383727-37-4 fg:19 cnt:8288

----

12ATO/KOY    Datum: EA=2.43(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe7-

Ge7Lu  mw:692.390 Anion CAS: Z-1383727-01-2 fg:19 cnt:8248

----

12ATO/KOY    Datum: EA=2.10(5) eV LPES p:8

++++++++++++++++++++++++++++++++

MnGe7-

Ge7Mn  mw:572.387 Anion CAS: N-1078124-69-2 fg:19 cnt:11429

----

21FAN/KON    Datum: EA=2.78(8) eV LPES p:8

Vertical Detachment Energy:2.98(8) eV.

++++++++++++++++++++++++++++++++

RuGe7-

Ge7Ru  mw:619.353 fg:19 cnt:11219

----

16JIN/LU     Datum: EA=2.27(8) eV LPES p:8

Vertical Detachment Energy:2.53(8) eV.

++++++++++++++++++++++++++++++++

ScGe7-

Ge7Sc  mw:562.405 Anion CAS: Z-1383726-63-3 fg:19 cnt:8222

----

12ATO/KOY    Datum: EA=2.16(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe7-

Ge7Ti  mw:565.397 Anion CAS: Z-1383727-15-8 fg:19 cnt:8277

----

12ATO/KOY    Datum: EA=2.47(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe7-

Ge7V  mw:568.393 Anion CAS: Z-1383727-52-3 fg:19 cnt:8263

----

15DEN/KON    Datum: EA=2.78(8) eV LPES p:8

Vertical Detachment Energy:2.96(8) eV.

----

12ATO/KOY    Datum: EA=2.24(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge8-

Ge8  mw:591.370 Anion CAS: Z-174451-89-9 fg:2 cnt:2311

----

96BUR/XU     Datum: EA=2.41(5) eV LPES p:9

See also 96BUR/XU_2.

----

97NEG/KAW    Datum: EA=2.47(11) eV LPES p:8

----

87CHE/YAN    Datum: EA=2.6(2) eV LPES p:7

++++++++++++++++++++++++++++++++

HfGe8-

Ge8Hf  mw:771.317 Anion CAS: Z-1383727-38-5 fg:19 cnt:8289

----

12ATO/KOY    Datum: EA=2.63(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe8-

Ge8Lu  mw:766.311 Anion CAS: Z-1383727-02-3 fg:19 cnt:8249

----

12ATO/KOY    Datum: EA=2.45(5) eV LPES p:8

++++++++++++++++++++++++++++++++

MnGe8-

Ge8Mn  mw:646.308 Anion CAS: N-1078124-70-5 fg:19 cnt:11430

----

21FAN/KON    Datum: EA=2.96(8) eV LPES p:8

Vertical Detachment Energy:3.18(8) eV.

++++++++++++++++++++++++++++++++

NbGe8-

Ge8Nb  mw:684.276 Anion CAS: Z-1383727-59-0 fg:19 cnt:8316

----

12ATO/KOY    Datum: EA=2.56(5) eV LPES p:8

++++++++++++++++++++++++++++++++

RuGe8-

Ge8Ru  mw:693.274 fg:19 cnt:11220

----

16JIN/LU     Datum: EA=2.89(8) eV LPES p:8

Vertical Detachment Energy:3.10(8) eV.

++++++++++++++++++++++++++++++++

ScGe8-

Ge8Sc  mw:636.326 Anion CAS: Z-1383726-64-4 fg:19 cnt:8223

----

12ATO/KOY    Datum: EA=2.80(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe8-

Ge8Ta  mw:772.318 Anion CAS: Z-1383727-76-1 fg:19 cnt:8329

----

12ATO/KOY    Datum: EA=2.81(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe8-

Ge8Ti  mw:639.318 Anion CAS: Z-1383727-16-9 fg:19 cnt:8278

----

12ATO/KOY    Datum: EA=2.72(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe8-

Ge8V  mw:642.314 Anion CAS: Z-1383727-53-4 fg:19 cnt:8264

----

15DEN/KON    Datum: EA=3.14(8) eV LPES p:8

Vertical Detachment Energy:3.33(8) eV.

----

12ATO/KOY    Datum: EA=2.50(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe8-

Ge8Zr  mw:681.275 Anion CAS: Z-1383727-23-8 fg:19 cnt:8302

----

12ATO/KOY    Datum: EA=2.52(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge9-

Ge9  mw:665.291 Anion CAS: Z-174451-91-3 fg:2 cnt:2312

----

96BUR/XU     Datum: EA=2.86(5) eV LPES p:9

See also 96BUR/XU_2.

----

97NEG/KAW    Datum: EA=2.92(11) eV LPES p:8

----

87CHE/YAN    Datum: EA=2.9(2) eV LPES p:7

++++++++++++++++++++++++++++++++

HfGe9-

Ge9Hf  mw:845.238 Anion CAS: Z-1383727-39-6 fg:19 cnt:8290

----

12ATO/KOY    Datum: EA=2.57(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe9-

Ge9Lu  mw:840.232 Anion CAS: Z-1383727-03-4 fg:19 cnt:8250

----

12ATO/KOY    Datum: EA=2.59(5) eV LPES p:8

++++++++++++++++++++++++++++++++

MnGe9-

Ge9Mn  mw:720.229 Anion CAS: N-1078124-71-6 fg:19 cnt:11431

----

21FAN/KON    Datum: EA=3.22(8) eV LPES p:8

Vertical Detachment Energy:3.43(8) eV.

++++++++++++++++++++++++++++++++

NbGe9-

Ge9Nb  mw:758.198 Anion CAS: Z-1383727-60-3 fg:19 cnt:8317

----

12ATO/KOY    Datum: EA=2.56(5) eV LPES p:8

++++++++++++++++++++++++++++++++

RuGe9-

Ge9Ru  mw:767.196 fg:19 cnt:11221

----

16JIN/LU     Datum: EA=2.53(8) eV LPES p:8

Vertical Detachment Energy:2.89(8) eV.

++++++++++++++++++++++++++++++++

ScGe9-

Ge9Sc  mw:710.247 Anion CAS: Z-1383726-67-7 fg:19 cnt:8224

----

12ATO/KOY    Datum: EA=2.80(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe9-

Ge9Ta  mw:846.239 Anion CAS: Z-1383727-77-2 fg:19 cnt:8330

----

12ATO/KOY    Datum: EA=2.91(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe9-

Ge9Ti  mw:713.239 Anion CAS: Z-1383727-18-1 fg:19 cnt:8279

----

12ATO/KOY    Datum: EA=2.69(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe9-

Ge9V  mw:716.235 Anion CAS: Z-1383727-54-5 fg:19 cnt:8265

----

15DEN/KON    Datum: EA=3.26(8) eV LPES p:8

Vertical Detachment Energy:3.42(8) eV.

----

12ATO/KOY    Datum: EA=2.72(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe9-

Ge9Zr  mw:755.196 Anion CAS: Z-1383727-24-9 fg:19 cnt:8303

----

12ATO/KOY    Datum: EA=2.62(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge10-

Ge10  mw:739.212 Anion CAS: Z-174451-93-5 fg:2 cnt:2213

----

96BUR/XU     Datum: EA=2.50(20) eV LPES p:9

See also 96BUR/XU_2.

----

97NEG/KAW    Datum: EA=2.52(6) eV LPES p:8

----

87CHE/YAN    Datum: EA=2.6(2) eV LPES p:7

----

86LIU/ZHA    Datum: EA=<2.91 eV LPD  p:7

++++++++++++++++++++++++++++++++

HfGe10-

Ge10Hf  mw:919.159 Anion CAS: Z-1383727-40-9 fg:19 cnt:8291

----

12ATO/KOY    Datum: EA=2.70(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe10-

Ge10Lu  mw:914.153 Anion CAS: Z-1383727-04-5 fg:19 cnt:8251

----

12ATO/KOY    Datum: EA=3.29(5) eV LPES p:8

++++++++++++++++++++++++++++++++

MnGe10-

Ge10Mn  mw:794.150 Anion CAS: Z-1808014-36-9 fg:19 cnt:11432

----

21FAN/KON    Datum: EA=3.20(8) eV LPES p:8

Vertical Detachment Energy:3.35(8) eV.

++++++++++++++++++++++++++++++++

NbGe10-

Ge10Nb  mw:832.119 Anion CAS: Z-1383727-61-4 fg:19 cnt:8318

----

12ATO/KOY    Datum: EA=2.66(5) eV LPES p:8

++++++++++++++++++++++++++++++++

RuGe10-

Ge10Ru  mw:841.117 fg:19 cnt:11222

----

16JIN/LU     Datum: EA=2.73(8) eV LPES p:8

Vertical Detachment Energy:3.17(8) eV.

++++++++++++++++++++++++++++++++

ScGe10-

Ge10Sc  mw:784.168 Anion CAS: Z-1383726-70-2 fg:19 cnt:8225

----

12ATO/KOY    Datum: EA=3.60(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe10-

Ge10Ta  mw:920.160 Anion CAS: Z-1383727-78-3 fg:19 cnt:8331

----

12ATO/KOY    Datum: EA=2.28(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe10-

Ge10Ti  mw:787.160 Anion CAS: Z-1383727-19-2 fg:19 cnt:8280

----

12ATO/KOY    Datum: EA=2.97(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe10-

Ge10V  mw:790.156 Anion CAS: Z-1383727-55-6 fg:19 cnt:8266

----

15DEN/KON    Datum: EA=3.26(8) eV LPES p:8

Vertical Detachment Energy:3.44(8) eV.

----

12ATO/KOY    Datum: EA=2.90(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe10-

Ge10Zr  mw:829.117 Anion CAS: Z-1383727-25-0 fg:19 cnt:8304

----

12ATO/KOY    Datum: EA=2.99(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge11-

Ge11  mw:813.134 Anion CAS: Z-174451-95-7 fg:2 cnt:2215

----

96BUR/XU     Datum: EA=2.50(20) eV LPES p:9

See also 96BUR/XU_2.

----

97NEG/KAW    Datum: EA=2.40(35) eV LPES p:8

----

87CHE/YAN    Datum: EA=2.5(2) eV LPES p:7

----

86LIU/ZHA    Datum: EA=<2.91 eV LPD  p:7

++++++++++++++++++++++++++++++++

HfGe11-

Ge11Hf  mw:993.080 Anion CAS: Z-1383727-41-0 fg:19 cnt:8292

----

12ATO/KOY    Datum: EA=2.80(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe11-

Ge11Lu  mw:988.074 Anion CAS: Z-1383727-05-6 fg:19 cnt:8252

----

12ATO/KOY    Datum: EA=3.15(5) eV LPES p:8

++++++++++++++++++++++++++++++++

MnGe11-

Ge11Mn  mw:868.072 Anion CAS: N-1078124-73-8 fg:19 cnt:11433

----

21FAN/KON    Datum: EA=3.22(8) eV LPES p:8

Vertical Detachment Energy:3.45(8) eV.

++++++++++++++++++++++++++++++++

NbGe11-

Ge11Nb  mw:906.040 Anion CAS: Z-1383727-63-6 fg:19 cnt:8319

----

12ATO/KOY    Datum: EA=2.89(5) eV LPES p:8

++++++++++++++++++++++++++++++++

RuGe11-

Ge11Ru  mw:915.038 fg:19 cnt:11223

----

16JIN/LU     Datum: EA=2.79(8) eV LPES p:8

Vertical Detachment Energy:3.14(8) eV.

++++++++++++++++++++++++++++++++

ScGe11-

Ge11Sc  mw:858.089 Anion CAS: Z-1383726-71-3 fg:19 cnt:8226

----

12ATO/KOY    Datum: EA=3.04(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe11-

Ge11Ta  mw:994.082 Anion CAS: Z-1383727-79-4 fg:19 cnt:8332

----

12ATO/KOY    Datum: EA=2.55(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe11-

Ge11Ti  mw:861.081 Anion CAS: Z-1383727-20-5 fg:19 cnt:8281

----

12ATO/KOY    Datum: EA=2.93(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe11-

Ge11V  mw:864.077 Anion CAS: Z-1383727-56-7 fg:19 cnt:8267

----

15DEN/KON    Datum: EA=3.6(2) eV LPES p:8

Vertical Detachment Energy:3.85(20) eV.

----

12ATO/KOY    Datum: EA=2.94(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe11-

Ge11Zr  mw:903.038 Anion CAS: Z-1383727-26-1 fg:19 cnt:8305

----

12ATO/KOY    Datum: EA=2.99(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge12-

Ge12  mw:887.055 Anion CAS: Z-174451-97-9 fg:2 cnt:2216

----

96BUR/XU     Datum: EA=2.40(20) eV LPES p:9

See also 96BUR/XU_2.

----

98NEG/KAW    Datum: EA=2.50(10) eV LPES p:8

----

87CHE/YAN    Datum: EA=2.6(2) eV LPES p:7

----

86LIU/ZHA    Datum: EA=<2.91 eV LPD  p:7

++++++++++++++++++++++++++++++++

HfGe12-

Ge12Hf  mw:1067.00 Anion CAS: Z-1383727-42-1 fg:19 cnt:8293

----

12ATO/KOY    Datum: EA=2.87(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe12-

Ge12Lu  mw:1061.99 Anion CAS: Z-1383727-06-7 fg:19 cnt:8253

----

12ATO/KOY    Datum: EA=2.97(5) eV LPES p:8

++++++++++++++++++++++++++++++++

MnGe12-

Ge12Mn  mw:941.993 Anion CAS: N-1078124-74-9 fg:19 cnt:11434

----

21FAN/KON    Datum: EA=3.37(8) eV LPES p:8

Vertical Detachment Energy:3.56(8) eV.

++++++++++++++++++++++++++++++++

NbGe12-

Ge12Nb  mw:979.961 Anion CAS: Z-1383727-64-7 fg:19 cnt:8320

----

12ATO/KOY    Datum: EA=2.86(5) eV LPES p:8

++++++++++++++++++++++++++++++++

RuGe12-

Ge12Ru  mw:988.959 Anion CAS: N-1657034-14-4 fg:19 cnt:11224

----

16JIN/LU     Datum: EA=3.11(8) eV LPES p:8

Vertical Detachment Energy:3.81(8) eV.

++++++++++++++++++++++++++++++++

ScGe12-

Ge12Sc  mw:932.011 Anion CAS: Z-1383726-73-5 fg:19 cnt:8227

----

12ATO/KOY    Datum: EA=2.88(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe12-

Ge12Ta  mw:1068.00 Anion CAS: Z-1383727-80-7 fg:19 cnt:8333

----

12ATO/KOY    Datum: EA=3.18(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe12-

Ge12Ti  mw:935.003 Anion CAS: Z-1383727-21-6 fg:19 cnt:8282

----

12ATO/KOY    Datum: EA=2.97(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe12-

Ge12V  mw:937.999 Anion CAS: Z-1383727-57-8 fg:19 cnt:8268

----

15DEN/KON    Datum: EA=3.4(2) eV LPES p:8

Vertical Detachment Energy:3.7(2) eV.

----

12ATO/KOY    Datum: EA=3.13(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe12-

Ge12Y  mw:975.961 Anion CAS: Z-1383726-85-9 fg:19 cnt:8236

----

12ATO/KOY    Datum: EA=3.01(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe12-

Ge12Zr  mw:976.959 Anion CAS: Z-1383727-27-2 fg:19 cnt:8306

----

12ATO/KOY    Datum: EA=2.79(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge13-

Ge13  mw:960.976 Anion CAS: Z-174451-98-0 fg:2 cnt:2217

----

96BUR/XU     Datum: EA=2.90(20) eV LPES p:9

See also 96BUR/XU_2.

----

98NEG/KAW    Datum: EA=2.80(10) eV LPES p:8

----

86LIU/ZHA    Datum: EA=<2.91 eV LPD  p:7

++++++++++++++++++++++++++++++++

HfGe13-

Ge13Hf  mw:1140.92 Anion CAS: Z-1383727-43-2 fg:19 cnt:8294

----

12ATO/KOY    Datum: EA=2.63(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe13-

Ge13Lu  mw:1135.92 Anion CAS: Z-1383727-07-8 fg:19 cnt:8254

----

12ATO/KOY    Datum: EA=3.08(5) eV LPES p:8

++++++++++++++++++++++++++++++++

MnGe13-

Ge13Mn  mw:1015.91 Anion CAS: N-1078124-75-0 fg:19 cnt:11435

----

21FAN/KON    Datum: EA=3.1(3) eV LPES p:8

Vertical Detachment Energy:3.2(3) eV.

++++++++++++++++++++++++++++++++

NbGe13-

Ge13Nb  mw:1053.88 Anion CAS: Z-1383727-65-8 fg:19 cnt:8321

----

12ATO/KOY    Datum: EA=2.79(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ScGe13-

Ge13Sc  mw:1005.93 Anion CAS: Z-1383726-75-7 fg:19 cnt:8228

----

12ATO/KOY    Datum: EA=3.12(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe13-

Ge13Ta  mw:1141.92 Anion CAS: Z-1383727-81-8 fg:19 cnt:8334

----

12ATO/KOY    Datum: EA=2.98(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe13-

Ge13Ti  mw:1008.92 Anion CAS: Z-1383727-22-7 fg:19 cnt:8283

----

12ATO/KOY    Datum: EA=2.54(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe13-

Ge13V  mw:1011.92 Anion CAS: Z-1383727-58-9 fg:19 cnt:8269

----

12ATO/KOY    Datum: EA=3.05(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe13-

Ge13Y  mw:1049.88 Anion CAS: Z-1383726-87-1 fg:19 cnt:8237

----

12ATO/KOY    Datum: EA=3.05(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe13-

Ge13Zr  mw:1050.88 Anion CAS: Z-1383727-28-3 fg:19 cnt:8307

----

12ATO/KOY    Datum: EA=2.75(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge14-

Ge14  mw:1034.90 Anion CAS: Z-174452-00-7 fg:2 cnt:2219

----

96BUR/XU     Datum: EA=2.80(20) eV LPES p:9

See also 96BUR/XU_2.

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

----

86LIU/ZHA    Datum: EA=>2.91 eV LPD  p:7

++++++++++++++++++++++++++++++++

HfGe14-

Ge14Hf  mw:1214.84 Anion CAS: Z-1383727-44-3 fg:19 cnt:8295

----

12ATO/KOY    Datum: EA=3.10(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe14-

Ge14Lu  mw:1209.84 Anion CAS: Z-1383727-08-9 fg:19 cnt:8255

----

12ATO/KOY    Datum: EA=3.11(5) eV LPES p:8

++++++++++++++++++++++++++++++++

MnGe14-

Ge14Mn  mw:1089.84 Anion CAS: N-1078124-76-1 fg:19 cnt:11436

----

21FAN/KON    Datum: EA=2.9(3) eV LPES p:8

Vertical Detachment Energy:3.1(3) eV.

++++++++++++++++++++++++++++++++

NbGe14-

Ge14Nb  mw:1127.80 Anion CAS: Z-1383727-66-9 fg:19 cnt:8322

----

12ATO/KOY    Datum: EA=2.69(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ScGe14-

Ge14Sc  mw:1079.85 Anion CAS: Z-1258419-42-9 fg:19 cnt:8229

----

12ATO/KOY    Datum: EA=3.04(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe14-

Ge14Ta  mw:1215.85 Anion CAS: Z-1383727-82-9 fg:19 cnt:8335

----

12ATO/KOY    Datum: EA=3.58(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe14-

Ge14Ti  mw:1082.85 Anion CAS: Z-1258419-75-8 fg:19 cnt:8284

----

12ATO/KOY    Datum: EA=3.11(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe14-

Ge14V  mw:1085.84 Anion CAS: Z-1258420-01-7 fg:19 cnt:8270

----

12ATO/KOY    Datum: EA=3.20(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe14-

Ge14Y  mw:1123.80 Anion CAS: Z-1383726-89-3 fg:19 cnt:8238

----

12ATO/KOY    Datum: EA=2.98(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe14-

Ge14Zr  mw:1124.80 Anion CAS: Z-1383727-29-4 fg:19 cnt:8308

----

12ATO/KOY    Datum: EA=3.36(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge15-

Ge15  mw:1108.82 Anion CAS: Z-174452-03-0 fg:2 cnt:2221

----

96BUR/XU     Datum: EA=2.70(20) eV LPES p:9

See also 96BUR/XU_2.

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

----

86LIU/ZHA    Datum: EA=>3.00 eV LPD  p:7

++++++++++++++++++++++++++++++++

HfGe15-

Ge15Hf  mw:1288.77 Anion CAS: Z-1383727-45-4 fg:19 cnt:8296

----

12ATO/KOY    Datum: EA=2.97(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe15-

Ge15Lu  mw:1283.76 Anion CAS: Z-1383727-09-0 fg:19 cnt:8256

----

12ATO/KOY    Datum: EA=3.18(5) eV LPES p:8

++++++++++++++++++++++++++++++++

NbGe15-

Ge15Nb  mw:1201.72 Anion CAS: Z-1383727-67-0 fg:19 cnt:8323

----

12ATO/KOY    Datum: EA=2.76(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ScGe15-

Ge15Sc  mw:1153.77 Anion CAS: Z-1258419-43-0 fg:19 cnt:8230

----

12ATO/KOY    Datum: EA=2.80(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe15-

Ge15Ta  mw:1289.77 Anion CAS: Z-1383727-83-0 fg:19 cnt:8336

----

12ATO/KOY    Datum: EA=3.25(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe15-

Ge15Ti  mw:1156.77 Anion CAS: Z-1258419-77-0 fg:19 cnt:8285

----

12ATO/KOY    Datum: EA=2.72(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe15-

Ge15V  mw:1159.76 Anion CAS: Z-1258420-02-8 fg:19 cnt:8271

----

12ATO/KOY    Datum: EA=3.31(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe15-

Ge15Y  mw:1197.72 Anion CAS: Z-1383726-91-7 fg:19 cnt:8239

----

12ATO/KOY    Datum: EA=3.23(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe15-

Ge15Zr  mw:1198.72 Anion CAS: Z-1383727-30-7 fg:19 cnt:8309

----

12ATO/KOY    Datum: EA=3.02(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge16-

Ge16  mw:1182.74 Anion CAS: Z-213763-62-3 fg:2 cnt:7653

----

98NEG/KAW    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

HfGe16-.

Ge16Hf  mw:1362.69 Anion CAS: Z-1065506-73-1 fg:19 cnt:7187

----

12ATO/KOY    Datum: EA=2.03(5) eV LPES p:8

----

08FUR/KOY    Datum: EA=2.05(5) eV LPES p:8

Vertical Detachment Energy:2.39(8) eV.

++++++++++++++++++++++++++++++++

LuGe16-

Ge16Lu  mw:1357.68 Anion CAS: Z-1383727-10-3 fg:19 cnt:8257

----

12ATO/KOY    Datum: EA=3.32(5) eV LPES p:8

++++++++++++++++++++++++++++++++

NbGe16-

Ge16Nb  mw:1275.65 Anion CAS: Z-1383727-68-1 fg:19 cnt:8324

----

12ATO/KOY    Datum: EA=2.50(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ScGe16-

Ge16Sc  mw:1227.69 Anion CAS: Z-1258419-44-1 fg:19 cnt:8231

----

12ATO/KOY    Datum: EA=3.28(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe16-

Ge16Ta  mw:1363.69 Anion CAS: Z-1383727-84-1 fg:19 cnt:8337

----

12ATO/KOY    Datum: EA=2.58(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe16-.

Ge16Ti  mw:1230.69 Anion CAS: Z-1065506-68-4 fg:19 cnt:7185

----

12ATO/KOY    Datum: EA=2.01(5) eV LPES p:8

----

08FUR/KOY    Datum: EA=1.96(1) eV LPES p:8

Vertical Detachment Energy:2.33(1) eV.

++++++++++++++++++++++++++++++++

VGe16-

Ge16V  mw:1233.68 Anion CAS: Z-1258420-03-9 fg:19 cnt:8272

----

12ATO/KOY    Datum: EA=3.16(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe16-

Ge16Y  mw:1271.64 Anion CAS: Z-1383726-93-9 fg:19 cnt:8240

----

12ATO/KOY    Datum: EA=3.87(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe16-.

Ge16Zr  mw:1272.64 Anion CAS: Z-1065506-71-9 fg:19 cnt:7186

----

12ATO/KOY    Datum: EA=2.08(5) eV LPES p:8

----

08FUR/KOY    Datum: EA=2.07(3) eV LPES p:8

Vertical Detachment Energy:2.47(7) eV.

++++++++++++++++++++++++++++++++

Ge17-

Ge17  mw:1256.66 Anion CAS: Z-213906-55-9 fg:2 cnt:2222

----

98NEG/KAW    Datum: EA=2.80(10) eV LPES p:8

----

86LIU/ZHA    Datum: EA=>3.51 eV LPD  p:7

++++++++++++++++++++++++++++++++

HfGe17-

Ge17Hf  mw:1436.61 Anion CAS: Z-1383727-46-5 fg:19 cnt:8298

----

12ATO/KOY    Datum: EA=2.53(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe17-

Ge17Lu  mw:1431.60 Anion CAS: Z-1383727-11-4 fg:19 cnt:8258

----

12ATO/KOY    Datum: EA=3.08(5) eV LPES p:8

++++++++++++++++++++++++++++++++

NbGe17-

Ge17Nb  mw:1349.57 Anion CAS: Z-1383727-69-2 fg:19 cnt:8325

----

12ATO/KOY    Datum: EA=2.60(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ScGe17-

Ge17Sc  mw:1301.62 Anion CAS: Z-1258419-45-2 fg:19 cnt:8232

----

12ATO/KOY    Datum: EA=2.88(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe17-

Ge17Ta  mw:1437.61 Anion CAS: Z-1383727-85-2 fg:19 cnt:8338

----

12ATO/KOY    Datum: EA=3.18(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TiGe17-

Ge17Ti  mw:1304.61 Anion CAS: Z-1258419-78-1 fg:19 cnt:8287

----

12ATO/KOY    Datum: EA=2.65(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe17-

Ge17V  mw:1307.61 Anion CAS: Z-1258420-04-0 fg:19 cnt:8273

----

12ATO/KOY    Datum: EA=2.57(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe17-

Ge17Y  mw:1345.57 Anion CAS: Z-1383726-94-0 fg:19 cnt:8241

----

12ATO/KOY    Datum: EA=3.19(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe17-

Ge17Zr  mw:1346.57 Anion CAS: Z-1383727-31-8 fg:19 cnt:8311

----

12ATO/KOY    Datum: EA=2.62(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge18-

Ge18  mw:1330.58 Anion CAS: Z-213763-64-5 fg:2 cnt:2223

----

98NEG/KAW    Datum: EA=2.80(10) eV LPES p:8

----

86LIU/ZHA    Datum: EA=>2.91 eV LPD  p:7

++++++++++++++++++++++++++++++++

HfGe18-

Ge18Hf  mw:1510.53 Anion CAS: Z-1383727-47-6 fg:19 cnt:8299

----

12ATO/KOY    Datum: EA=2.83(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe18-

Ge18Lu  mw:1505.52 Anion CAS: Z-1383727-12-5 fg:19 cnt:8259

----

12ATO/KOY    Datum: EA=3.22(5) eV LPES p:8

++++++++++++++++++++++++++++++++

NbGe18-

Ge18Nb  mw:1423.49 Anion CAS: Z-1383727-71-6 fg:19 cnt:8326

----

12ATO/KOY    Datum: EA=2.44(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ScGe18-

Ge18Sc  mw:1375.54 Anion CAS: Z-1258419-46-3 fg:19 cnt:8233

----

12ATO/KOY    Datum: EA=2.96(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe18-

Ge18Ta  mw:1511.53 Anion CAS: Z-1383727-86-3 fg:19 cnt:8339

----

12ATO/KOY    Datum: EA=3.31(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe18-

Ge18V  mw:1381.53 Anion CAS: Z-1258420-05-1 fg:19 cnt:8274

----

12ATO/KOY    Datum: EA=3.01(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe18-

Ge18Y  mw:1419.49 Anion CAS: Z-1383726-95-1 fg:19 cnt:8242

----

12ATO/KOY    Datum: EA=3.26(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe18-

Ge18Zr  mw:1420.49 Anion CAS: Z-1383727-32-9 fg:19 cnt:8312

----

12ATO/KOY    Datum: EA=2.99(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge19-

Ge19  mw:1404.50 Anion CAS: Z-213763-65-6 fg:2 cnt:7654

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

HfGe19-

Ge19Hf  mw:1584.45 Anion CAS: Z-1383727-48-7 fg:19 cnt:8300

----

12ATO/KOY    Datum: EA=2.80(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe19-

Ge19Lu  mw:1579.44 Anion CAS: Z-1383727-13-6 fg:19 cnt:8260

----

12ATO/KOY    Datum: EA=3.25(5) eV LPES p:8

++++++++++++++++++++++++++++++++

NbGe19-

Ge19Nb  mw:1497.41 Anion CAS: Z-1383727-73-8 fg:19 cnt:8327

----

12ATO/KOY    Datum: EA=2.53(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ScGe19-

Ge19Sc  mw:1449.46 Anion CAS: Z-1258419-47-4 fg:19 cnt:8234

----

12ATO/KOY    Datum: EA=3.04(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe19-

Ge19Ta  mw:1585.45 Anion CAS: Z-1383727-87-4 fg:19 cnt:8340

----

12ATO/KOY    Datum: EA=3.51(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe19-

Ge19V  mw:1455.45 Anion CAS: Z-1258420-06-2 fg:19 cnt:8275

----

12ATO/KOY    Datum: EA=3.05(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe19-

Ge19Y  mw:1493.41 Anion CAS: Z-1383726-96-2 fg:19 cnt:8243

----

12ATO/KOY    Datum: EA=3.19(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe19-

Ge19Zr  mw:1494.41 Anion CAS: Z-1383727-34-1 fg:19 cnt:8313

----

12ATO/KOY    Datum: EA=2.92(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge20-

Ge20  mw:1478.42 Anion CAS: Z-213763-66-7 fg:2 cnt:7655

----

98NEG/KAW    Datum: EA=2.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

HfGe20-

Ge20Hf  mw:1658.37 Anion CAS: Z-1383727-49-8 fg:19 cnt:8301

----

12ATO/KOY    Datum: EA=2.97(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LuGe20-

Ge20Lu  mw:1653.37 Anion CAS: Z-1383727-14-7 fg:19 cnt:8261

----

12ATO/KOY    Datum: EA=3.01(5) eV LPES p:8

++++++++++++++++++++++++++++++++

NbGe20-

Ge20Nb  mw:1571.33 Anion CAS: Z-1383727-75-0 fg:19 cnt:8328

----

12ATO/KOY    Datum: EA=2.56(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ScGe20-

Ge20Sc  mw:1523.38 Anion CAS: Z-1258419-48-5 fg:19 cnt:8235

----

12ATO/KOY    Datum: EA=2.96(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaGe20-

Ge20Ta  mw:1659.37 Anion CAS: Z-1383727-88-5 fg:19 cnt:8341

----

12ATO/KOY    Datum: EA=3.21(5) eV LPES p:8

++++++++++++++++++++++++++++++++

VGe20-

Ge20V  mw:1529.37 Anion CAS: Z-1258420-07-3 fg:19 cnt:8276

----

12ATO/KOY    Datum: EA=3.09(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe20-

Ge20Y  mw:1567.33 Anion CAS: Z-1383726-97-3 fg:19 cnt:8244

----

12ATO/KOY    Datum: EA=3.09(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe20-

Ge20Zr  mw:1568.33 Anion CAS: Z-1383727-35-2 fg:19 cnt:8314

----

12ATO/KOY    Datum: EA=3.02(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge21-

Ge21  mw:1552.35 Anion CAS: Z-213763-67-8 fg:2 cnt:7656

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe21-

Ge21Y  mw:1641.25 Anion CAS: Z-1383726-98-4 fg:19 cnt:8245

----

12ATO/KOY    Datum: EA=3.05(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrGe21-

Ge21Zr  mw:1642.25 Anion CAS: Z-1383727-36-3 fg:19 cnt:8315

----

12ATO/KOY    Datum: EA=3.02(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge22-

Ge22  mw:1626.27 Anion CAS: Z-213763-68-9 fg:2 cnt:7657

----

98NEG/KAW    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

YGe22-

Ge22Y  mw:1715.17 Anion CAS: Z-1383726-99-5 fg:19 cnt:8246

----

12ATO/KOY    Datum: EA=3.16(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge23-

Ge23  mw:1700.19 Anion CAS: Z-213763-69-0 fg:2 cnt:7658

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge24-

Ge24  mw:1774.11 Anion CAS: Z-213763-70-3 fg:2 cnt:7659

----

98NEG/KAW    Datum: EA=2.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge25-

Ge25  mw:1848.03 Anion CAS: Z-213763-71-4 fg:2 cnt:7660

----

98NEG/KAW    Datum: EA=2.75(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge26-

Ge26  mw:1921.95 Anion CAS: Z-213763-72-5 fg:2 cnt:7661

----

98NEG/KAW    Datum: EA=2.75(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge27-

Ge27  mw:1995.87 Anion CAS: Z-213763-73-6 fg:2 cnt:7662

----

98NEG/KAW    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge28-

Ge28  mw:2069.79 Anion CAS: Z-213763-74-7 fg:2 cnt:7663

----

98NEG/KAW    Datum: EA=3.10(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge29-

Ge29  mw:2143.72 Anion CAS: Z-213763-75-8 fg:2 cnt:7664

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge30-

Ge30  mw:2217.64 Anion CAS: Z-213763-76-9 fg:2 cnt:7665

----

98NEG/KAW    Datum: EA=2.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge31-

Ge31  mw:2291.56 Anion CAS: Z-213763-77-0 fg:2 cnt:7666

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Ge32-

Ge32  mw:2365.48 Anion CAS: Z-213763-78-1 fg:2 cnt:7667

----

98NEG/KAW    Datum: EA=3.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

H-

H  mw:1.008 Anion CAS: Z-12184-88-2 fg:1 cnt:2

HOF(A.)=  52.1/0.1  16BUR/       | BDE(A-H)= 104.2/0.1  89GUR/VEY    

HOF(AH)=0.0 Defn            |

DacidS=20.8/0.1 A-AH |  S(A-)=26.0/0.1  98JANAF |  S(AH)=31.2  89GUR/VEY | S(A.)=27.4  82WAG/EVA

----

00SHI/HU     Datum: DacidH(AH)= 400.4 TIPP | HOF(A-)=34.7 Acid p:9

DacidG(AH)= 394.2/0.1 H-TS  EA(eV)= 0.755

Given: 139714.8/1 cm-1 at 0K, or 399.465/0.003 kcal/mol.

----

92PRA/MCC    Datum: DacidH(AH)= 400.4 TIPP p:9

Given: 399.46/0.01 kcal/mol at 0K; 0.94 correction, 89GUR/VEY.

----

91LYK/MUR    Datum: EA=0.754195(19) eV [6082.99(15) cm-1] p:9

DacidH(AH)= 400.4/0.1 D-EA

Given: 6082.99(15) cm-1, or 0.754195(18) eV.

----

18BEY/MER    Datum: DacidH(AH)= 400.4 TIPP p:8

Given: 140030.8(5) cm-1. For HD = H- + D+.

----

97HAR/ZEH    Datum: EA=0.75417(9) eV [6082.8(7) cm-1] p:8

Given: 6082.8(7) cm-1.

----

70FEL/       Datum: EA=0.776(20) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h.zaf]

W1U        |34.7   |411.3|405.0| 0.291|0.0    |52.1   |21.0|104.2

CBS-QB3    |34.7   |406.6|400.3| 0.539|-1.1   |52.1   |21.0|105.3

G3MP2B3    |34.7   |407.8|401.5| 0.547|-1.1   |52.1   |20.9|105.3

G3MP2B3+   |34.7   |407.8|401.5| 0.547|-1.1   |52.1   |20.9|105.3

G4MP2      |34.7   |415.3|409.1| 0.214|-1.0   |52.1   |20.9|105.2

M062X/Def2T|34.7   |415.6|409.4|-0.011|1.4    |52.1   |20.9|102.8

B3/6-311++G|34.7   |392.0|385.8| 0.868|-0.4   |52.1   |20.9|96.5 

++++++++++++++++++++++++++++++++

D-

D  mw:2.015 Anion CAS: Z-14452-69-8 fg:1 cnt:2453

HOF(A.)=  53.0/0.1  89GUR/VEY    | BDE(A-H)= 105.0/0.1 R-AH          

HOF(AH)=   0.1/0.1  89GUR/VEY    |

DacidS=19.7/0.1 A-AH |  S(A-)=28.1/0.1  98JANAF |  S(AH)=34.4  89GUR/VEY

----

18BEY/MER    Datum: DacidH(AH)= 400.3 TIPP | HOF(A-)=34.7/0.1 Acid p:9

DacidG(AH)= 394.4/0.1 H-TS

Given: 139997.4(5) cm-1. For HD -> D- + H+.

----

18BEY/MER    Datum: EA=0.754668(33) eV [6086.81(27) cm-1] p:9

Given: 6086.81(27) eV.

----

00SHI/HU     Datum: DacidH(AH)= 402.3 TIPP p:9

DacidG(AH)= 396.4/0.1 H-TS

Given: 402.258/0.003 kcal/mol at 298K., and 140370.2(10) cm-1 at 0K.:Acid = D2.

----

91LYK/MUR    Datum: EA=0.75459(7) eV [6086.2(6) cm-1] p:8

Given: 6086.2(6) cm-1. Acid taken as HD -> H+ + D-.

----

91LYK/MUR    Datum: EA=0.75410(7) eV [6082.2(6) cm-1] p:8

Acid: D2 -> D- + D+. Bond Dissociation Energy: 105.98 kcal/mol, 89GUR/VEY. .DELTA.acidS 22.9 eu.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [d.zaf]

G3MP2B3    |39.5   |409.6|403.7| 0.547|-2.9   |52.1   |19.6|107.1

++++++++++++++++++++++++++++++++

HHfO-

HHfO  mw:196.950 Anion CAS: Z-1373156-80-9 fg:16 cnt:8171

----

12LI_/ZHE    Datum: EA=1.70(5) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hhfo-s.za0]

M062X/Def2T|-4.2   |     |     | 1.216|       |23.8   |    |     

++++++++++++++++++++++++++++++++

HOHfO-

HHfO2  mw:212.945 Anion CAS: Z-1373156-81-0 fg:16 cnt:8172

----

12LI_/ZHE    Datum: EA=1.73(5) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hohfo-s.za0]

M062X/Def2T|-103.6 |     |     | 1.314|       |-73.5  |    |     

++++++++++++++++++++++++++++++++

ISH-.

HIS  mw:159.885 Anion CAS: N-60768-75-4 fg:16 cnt:303

HOF(A.)=  25.0/5.0  76REF/       |
###### the following are "below the line": evaluated as not accurate ####

----

76REF/       Datum: HOF(A-)=-11.5/2.7 Endo;EA(eV)=1.100 p:2

DaffH(AH)=  0.7/2.7 A-IN

I- + H2S ->. Composite computational methods(18BAR/) at a variety of levels imply that the anion is not bound with respect to dissociatve attachment, and is an ion-molecule complex SH.bullet..bullet.I-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ish.zz0]

M062X/Def2T|-27.7  |     |     | 1.816|       |13.8   |    |     

++++++++++++++++++++++++++++++++

HI..I-

HI2  mw:254.817 Anion CAS: Z-34148-75-9 fg:484 cnt:1337

HOF(solv)=   6.3/0.1 neut 89GUR/VEY

----

85CAL/KEB    Datum: DaffG= 9.7/2.6 TDEq | HOF(A-)=-55.7/2.0 AfIN p:9

DaffH(X..Y-)= 17.0/2.0 TDEq

----

03GOM/MEL    Datum: EA=3.942(25) eV LPES p:8

DaffH(AH)=  20.4/0.6 dEA

The stated EA is the Vertical Detachment Energy.

----

90WAL/KIT    Datum: EA=3.926(5) eV LPD  p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ihi.zc0]

M062X/Def2T|-55.5  | 20.3| 13.2| 23.9|8.5    |-43.7  | 3.827

++++++++++++++++++++++++++++++++

HIO3..IO3-

HI2O6  mw:350.787 Anion CAS: Z-12280-96-5 fg:16 cnt:8499

----

13HOU/WU     Datum: EA=5.95(8) eV LPES p:8

Vertical Detachment Energy:6.25(10) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [io3ho3i.zc0]

M062X/Def2T|-79.2  | 36.1| 24.0| 40.5|-0.3   |-42.8  | 5.326

++++++++++++++++++++++++++++++++

IrNOH-

HIrNO  mw:223.969 Anion CAS: Z-3033989-30-6 fg:21 cnt:11399

----

21CIB/BUS    Datum: EA=2.90(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ir2NOH-

HIr2NO  mw:416.932 Anion CAS: Z-3033989-31-7 fg:21 cnt:11400

----

21CIB/BUS    Datum: EA=3.02(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ir3NOH-

HIr3NO  mw:609.895 Anion CAS: Z-3033989-32-8 fg:21 cnt:11401

----

21CIB/BUS    Datum: EA=3.39(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ir4NOH-

HIr4NO  mw:802.858 Anion CAS: Z-3033989-33-9 fg:21 cnt:11402

----

21CIB/BUS    Datum: EA=3.46(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ir5NOH-

HIr5NO  mw:995.821 fg:21 cnt:11403

----

21CIB/BUS    Datum: EA=3.30(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K2OH-

HK2O  mw:94.931 Anion CAS: Z-93401-23-1 fg:16 cnt:1718

HOF(solv)= -55.2/0.5  82WAG/EVA    

----

84BUR/KUD *  Datum: HOF(A-)=-81.0/7.1 TDEq p:7

DaffH(X..Y-)= 35.5/7.1 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [k2oh.zcf]

CBS-QB3    |-54.6  | 53.0| 46.3| 22.4|30.3   |-31.9  

G3MP2B3    |-70.2  | 63.9| 56.7| 24.2|27.0   |-33.2  

G3MP2B3+   |-69.8  | 23.0| 17.6| 18.2|-51.4  |4.6    

G3MP2B3+   |-69.9  | 63.8| 56.5| 24.5|27.0   |-33.0  

G4MP2      |-62.6  | 58.6| 49.3| 31.1|31.0   |-35.0  

M062X/Def2T|-61.9  | 71.3| 64.0| 24.6|26.2   |-16.8  

B3/6-311++G|-62.1  | 61.0| 53.7| 24.5|30.8   |-31.9  

++++++++++++++++++++++++++++++++

LiH-.

HLi  mw:8.024 Anion CAS: Z-14808-05-0 fg:3 cnt:3107

HOF(A.)=  33.3/0.1  82WAG/EVA    |

----

94SAR/HEN    Datum: EA=0.342(12) eV LPES | HOF(A-)=25.4/0.3 R-EA p:9

DaffH(AH)=  47.4/0.3 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lih.zzf]

W1U        |25.5   |     |     | 0.334|       |33.2   |    |     

CBS-QB3    |26.1   |     |     | 0.325|       |33.6   |    |     

G3MP2B3    |22.8   |     |     | 0.454|       |33.3   |    |     

G3MP2B3+   |22.8   |     |     | 0.454|       |33.3   |    |     

G4MP2      |23.9   |     |     | 0.406|       |33.3   |    |     

M062X/Def2T|37.2   |     |     |-0.083|       |35.2   |    |     

B3/6-311++G|22.8   |     |     | 0.447|       |33.1   |    |     

++++++++++++++++++++++++++++++++

LiD-.

DLi  mw:9.031 Anion CAS: Z-796843-07-7 fg:3 cnt:3108

HOF(A.)=  33.7/0.5  82WAG/EVA    |

----

94SAR/HEN    Datum: EA=0.337(12) eV LPES | HOF(A-)=25.9/0.6 R-EA p:9

DaffH(AH)=  46.8/0.6 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lid.zzf]

W1U        |25.2   |     |     | 0.330|       |32.7   |    |     

CBS-QB3    |26.2   |     |     | 0.321|       |33.6   |    |     

G3MP2B3    |22.5   |     |     | 0.450|       |32.8   |    |     

G3MP2B3+   |22.9   |     |     | 0.451|       |33.3   |    |     

G4MP2      |24.0   |     |     | 0.402|       |33.2   |    |     

M062X/Def2T|37.3   |     |     |-0.088|       |35.2   |    |     

B3/6-311++G|22.9   |     |     | 0.444|       |33.1   |    |     

++++++++++++++++++++++++++++++++

MgH-

HMg  mw:24.993 Anion CAS: Z-12260-56-9 fg:3 cnt:54

HOF(A.)=  54.9/14.6  96GUR/VEY   | BDE(A-H)= 73.0/14.9 R-AH          

HOF(AH)=  34.0/3.0 Est4          |

----

14BUY/GRA    Datum: EA=0.90(5) eV SEVI | HOF(A-)=34.2/14.6 R-EA p:9

DacidH(AH)= 365.9/5.6 D-EA

DaffH(AH)=  35.8/14.6 A-IN

The .DELTA.fH(MgH.) from 98JANAF is 14 kcal/mol less positive than the one used here. The one used here agrees with composite computational methods(18BAR/), and the real uncertainty is likely only 2-3 kcal/mol.

----

77RAC/FEL    Datum: EA=1.05(6) eV PD   p:7

DaffH(AH)=  6.8/1.4 dEA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mgh.zaf]

W1U        |36.8   |364.4|355.8| 0.873|38.3   |56.9   |28.7|70.7 

CBS-QB3    |36.2   |364.7|356.2| 0.865|37.2   |56.2   |28.6|71.0 

G3MP2B3    |34.5   |362.3|353.4| 0.977|39.4   |57.0   |30.0|69.7 

G3MP2B3+   |34.4   |362.2|353.3| 0.980|39.4   |57.0   |29.9|69.7 

G4MP2      |31.4   |362.0|353.0| 1.016|36.6   |54.8   |30.1|70.3 

M062X/Def2T|45.2   |366.1|357.1| 0.544|43.8   |57.8   |30.1|66.1 

B3/6-311++G|35.8   |365.2|356.3| 0.856|37.8   |55.5   |29.9|69.8 

++++++++++++++++++++++++++++++++

MgD-

DMg  mw:26.000 Anion CAS: N-22157-77-3 fg:3 cnt:8640

----

14BUY/GRA    Datum: EA=0.89(5) eV SEVI p:9

++++++++++++++++++++++++++++++++

MnH-

HMn  mw:55.946 Anion CAS: Z-64899-87-2 fg:3 cnt:59

HOF(A.)=  61.2/3.0  79HUB/HER    |

----

83STE/FEI    Datum: EA=0.869(10) eV LPES | HOF(A-)=41.2/3.1 R-EA p:8

DaffH(AH)=  60.6/3.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnh-6.za0]

CBS-QB3    |61.7   |284.6|275.9| 0.898|142.8  |82.4   |29.1|-8.3 

M062X/Def2T|15.4   |367.8|357.6| 1.999|12.3   |61.5   |34.3|101.3

B3/6-311++G|58.0   |308.3|300.1| 1.717|117.0  |97.6   |27.7|32.8 

++++++++++++++++++++++++++++++++

MnD-

DMn  mw:56.953 Anion CAS: Z-86277-21-6 fg:3 cnt:11658

----

83STE/FEI    Datum: EA=0.866(10) eV LPES p:8

++++++++++++++++++++++++++++++++

HMoO4-

HMoO4  mw:162.893 Anion CAS: Z-14259-84-8 fg:16 cnt:184 BDE(A-H)= 107.4/6.2 D-EA          

HOF(AH)= -212.0/5.0  82WAG/EVA   |

DacidS=25.0/3.0 Est2 | 

----

05WAT/WAN    Datum: EA=4.9(1) eV LPES p:8

Vertical Detachment Energy:5.4(3) eV.

----

79MIL/       Datum: DacidH(AH)= 325.6/9.6 TDEq | HOF(A-)=-252.1/11.6 Acid p:5

DacidG(AH)= 318.2/9.6 H-TS DaffH(X..Y-)= 102.9/11.5 A-IN

e- + H2MoO4 <=> HMoO4- + H.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [homoo3-s.za0]

M062X/Def2T|-229.2 |319.0|311.0| 4.909|-183.5 |-116.0 |26.6|119.6

++++++++++++++++++++++++++++++++

NH-.

HN  mw:15.011 Anion CAS: Z-23841-33-0 fg:3 cnt:66

HOF(A.)=  85.2/0.4  85GIB/GRE    | BDE(A-H)= 92.8/0.8 R-AH           

HOF(AH)=  44.5/0.7 d+ah          |

DacidS=23.1/1.0 Stat |  S(A-)=43.6/0.5 Isoe |  S(AH)=46.5/0.5  82WAG/EVA

----

87ALZ/MIL    Datum: EA=0.374362(5) eV IRPD | HOF(A-)=76.6/1.5 Acid p:9

DacidG(AH)= 390.9/1.0 H-TS| DacidH(AH)= 397.8/1.3 D-EA

DaffH(AH)=  71.1/1.5 A-IN

Given: 0.374362(5) eV.

----

85NEU/LYK2   Datum: EA=0.370(4) eV LPES p:9

----

76ENG/LIN    Datum: EA=0.381(14) eV LPES p:8

Neutral singlet 36.6/0.4 kcal/mol above triplet. See also 85NEU/LYK.

----

74CEL/BEN    Datum: EA=0.38(3) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nh-d.zaf]

W1U        |77.6   |399.2|392.6| 0.351|44.2   |85.7   |22.1|93.6 

CBS-QB3    |80.0   |400.7|394.2| 0.272|45.0   |86.2   |21.9|93.3 

G3MP2B3    |79.3   |402.4|395.8| 0.183|44.1   |83.5   |22.0|91.5 

G3MP2B3+   |79.5   |402.5|396.0| 0.178|44.1   |83.5   |22.0|91.5 

G4MP2      |77.8   |400.5|394.0| 0.322|44.4   |85.2   |22.0|92.9 

M062X/Def2T|91.0   |408.4|401.8|-0.202|47.3   |86.3   |22.0|91.1 

B3/6-311++G|72.3   |398.3|391.7| 0.418|41.3   |81.9   |22.0|92.8 

++++++++++++++++++++++++++++++++

HNO-.

HNO  mw:31.006 Anion CAS: Z-23841-33-0 fg:16 cnt:233

HOF(A.)=  25.6/0.1  96DIX/       |

HOF(AH)=  15.3                   |

DacidS=24.5/3.0 Calc | 

----

83ELL/ELL    Datum: EA=0.338(15) eV LPES | HOF(A-)=17.8/0.4 R-EA p:8

DacidG(AH)= 360.9/1.0 H-TS| DacidH(AH)= 368.2/0.7 D-EA

DaffH(AH)=  38.7/0.4 A-IN

----

77SUL/       Datum: DacidG=>358.0 IMRB p:5

DacidH(AH)= 365.3 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hno.zzf]

W1U        |17.8   |368.9|361.6| 0.338|14.8   |25.6   |24.2|62.9 

CBS-QB3    |17.1   |368.6|361.4| 0.321|14.2   |24.5   |24.1|62.4 

G3MP2B3    |19.2   |370.0|362.6| 0.266|16.4   |25.3   |24.7|61.0 

G3MP2B3+   |19.4   |370.2|363.0| 0.261|16.3   |25.4   |24.4|61.2 

G4MP2      |18.3   |369.6|362.3| 0.287|15.9   |24.9   |24.6|61.1 

M062X/Def2T|24.0   |374.2|367.4| 0.201|14.5   |28.6   |23.0|66.2 

B3/6-311++G|12.3   |368.5|361.2| 0.698|11.1   |28.4   |24.4|69.4 

++++++++++++++++++++++++++++++++

DNO-.

DNO  mw:32.013 Anion CAS: Z-72315-82-3 fg:20 cnt:234

HOF(A.)=   2.5/0.1  96DIX/       |

----

83ELL/ELL    Datum: EA=0.330(15) eV LPES | HOF(A-)=-5.1/0.4 R-EA p:8

++++++++++++++++++++++++++++++++

cis-HONO-.

HNO2  mw:47.001 Anion CAS: Z-256393-36-9 fg:16 cnt:8830

----

16OLI/LEH    Datum: EA=0.356(8) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hono-c.zzf]

W1U        |-26.0  |     |     | 0.335|       |-18.8  |    |     

CBS-QB3    |-28.2  |     |     | 0.365|       |-20.2  |    |     

G3MP2B3    |-26.3  |     |     | 0.346|       |-18.7  |    |     

G3MP2B3+   |-26.7  |     |     | 0.364|       |-18.8  |    |     

M062X/Def2T|-20.4  |     |     | 0.233|       |-15.4  |    |     

M062X/Def2T|-20.4  |     |     | 0.231|       |-15.4  |    |     

B3/6-311++G|-30.0  |     |     | 0.719|       |-14.0  |    |     

++++++++++++++++++++++++++++++++

HNO3-.

HNO3  mw:62.996 Anion CAS: Z-58875-09-5 fg:16 cnt:249

HOF(A.)= -32.1/0.1  03DOR/IOR    |

----

76MAT/ROT2   Datum: EA=0.57(15) eV NBIE | HOF(A-)=-45.2/3.5 R-EA p:6

DaffH(AH)=  97.4/3.5 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

82PAU/DAL    Datum: EA=0.559(169) eV [12.9(39) kcal] p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [no3h.zzf]

CBS-QB3    |-49.9  |     |     | 0.682|       |-35.2  |    |     

G3MP2B3    |-46.9  |     |     | 0.738|       |-31.1  |    |     

G3MP2B3+   |-46.1  |     |     | 0.700|       |-31.2  |    |     

G4MP2      |-48.4  |     |     | 0.781|       |-31.2  |    |     

M062X/Def2T|-48.0  |     |     | 0.787|       |-30.7  |    |     

B3/6-311++G|-56.3  |     |     | 1.377|       |-25.5  |    |     

++++++++++++++++++++++++++++++++

HN=NO-

HN2O  mw:45.009 Anion CAS: Z-98645-24-0 fg:16 cnt:1607

HOF(AH)=  19.0/3.0 Est3          |

DacidS=25.0/3.0 Stat | 

----

95SHE/OHA    Datum: DacidG= 354.2/2.0 IMRB | HOF(A-)=15.0/3.7 Acid p:6

DacidH(AH)= 361.7/2.2 G+TS DaffH(X..Y-)= 39.2/3.7 A-IN

Acidity between PhCOMe, HCONHMe, near CF3CH2OH. Acid: H2N-NO.

----

90KAS/GUO    Datum: HOF(A-)=<17.4/1.2 IMRB p:6

DaffH(X..Y-)=>36.8/1.2 A-IN

N2O + HSCH2- -> HN2O- + CH2=S.
###### the following are "below the line": evaluated as not accurate ####

----

85KAS/DEP    Datum: HOF(A-)=<31.0/5.0 IMRB p:4

DaffH(X..Y-)=>23.2/5.0 A-IN

CH2=N- + N2O ->.

----

81KIN/MAR    Datum: HOF(A-)=<59.0/0.1 IMRB p:3

RONO + NH2- ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hnnoz.zaf]

CBS-QB3    |4.8    |352.2|344.7| 1.823|18.3   |46.8   |25.3|80.6 

G3MP2B3    |5.6    |353.2|345.7| 1.923|19.6   |50.0   |25.2|82.5 

G3MP2B3+   |5.6    |353.2|345.8| 1.920|19.6   |49.9   |25.1|82.5 

G4MP2      |4.6    |352.8|345.3| 1.948|18.9   |49.5   |25.2|82.7 

M062X/Def2T|12.7   |356.8|349.3| 1.610|20.6   |49.9   |25.1|81.4 

B3/6-311++G|2.4    |349.2|341.8| 1.832|20.4   |44.6   |25.1|76.4 

++++++++++++++++++++++++++++++++

HN=NO2-

HN2O2  mw:61.004 Anion CAS: Z-58699-96-0 fg:16 cnt:2969

HOF(AH)=  -6.2/2.4  89GUR/VEY    |

DacidS=26.0/3.0 Stat |  S(A-)=64.2/3.2 Acid |  S(AH)=64.2/1.0  89GUR/VEY

----

93ATT/CAC    Datum: DacidG= 338.3/2.0 IMRE | HOF(A-)=-25.8/3.2 Acid p:8

DacidH(AH)= 346.1/2.2 G+TS

.DELTA.fH(H2NNO2): estimated sublimation enthalpy in 89GUR/VEY seems too small. Composite computational methods(18BAR/) indicate a value 6 to 9 kcal/mol more positive, and an acidity 4 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o2nnh.zaf]

W1U        |-23.8  |341.8|334.4| 3.409|0.2    |55.3   |24.8|107.2

CBS-QB3    |-26.3  |340.8|333.4| 3.441|-1.4   |53.5   |24.9|107.0

G3MP2B3    |-22.6  |341.9|334.6| 3.384|2.7    |55.9   |24.7|105.3

G3MP2B3+   |-22.7  |341.8|334.4| 3.386|2.7    |55.8   |24.7|105.2

G4MP2      |-23.5  |341.6|334.3| 3.355|2.0    |54.4   |24.7|104.5

M062X/Def2T|-20.8  |342.0|334.7| 3.393|1.9    |58.0   |24.7|108.2

B3/6-311++G|-24.9  |339.4|332.1| 3.430|3.0    |54.7   |24.7|103.8

++++++++++++++++++++++++++++++++

HONNO-

HN2O2  mw:61.004 Anion CAS: Z-161271-45-0 fg:16 cnt:3181 BDE(A-H)= 97.9/4.1 D-EA           

DacidS=24.0/3.0 Calc | 

----

98KIM/WEN    Datum: EA=2.14(2) eV LPES p:8

DaffH(AH)=  7.2/0.5 dEA

Vertical Detachment Energy:2.189 eV. Affinity is electron affinity difference with next lower solvated ion.

----

94WEN/BAT    Datum: DacidG= 355.0/4.0 IMRB p:7

DacidH(AH)= 362.2/4.1 G+TS

Between CF3CH2OH,MeCN, near mNO2-toluene.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [honno.zaf]

W1U        |-29.8  |335.4|328.2| 2.421|0.7    |27.5   |23.9|78.9 

CBS-QB3    |-31.5  |334.2|327.1| 2.423|0.0    |25.8   |23.9|77.8 

G3MP2B3    |-29.3  |335.2|328.2| 2.378|2.6    |26.9   |23.6|76.4 

G3MP2B3+   |-29.3  |335.3|328.1| 2.370|2.6    |26.7   |24.0|76.2 

G4MP2      |-29.7  |335.6|328.5| 2.356|2.0    |26.0   |23.6|76.2 

M062X/Def2T|-23.1  |337.7|330.5| 2.236|3.9    |29.9   |24.0|78.1 

B3/6-311++G|-27.3  |333.1|325.9| 2.417|6.9    |29.8   |24.0|75.0 

++++++++++++++++++++++++++++++++

HONO..NO2-

HN2O4  mw:92.994 Anion CAS: Z-59200-61-2 fg:488 cnt:1542

HOF(solv)= -18.7/0.1 neut 89GUR/VEY

----

80LEE/KEE    Datum: DaffH= 32.5/1.0 TDAs | HOF(A-)=-95.5/1.0 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [honono2.zcf]

CBS-QB3    |-96.6  | 29.9| 20.3| 32.2|-20.2  |-46.5  

G3MP2B3    |-92.4  | 29.2| 20.0| 30.9|-18.7  |-44.4  

G3MP2B3+   |-93.3  | 29.9| 20.6| 31.3|-18.8  |-44.6  

G4MP2      |-92.0  | 28.2| 18.7| 31.7|-18.8  |-45.0  

M062X/Def2T|-88.0  | 35.0| 26.0| 30.0|-15.4  |-37.6  

++++++++++++++++++++++++++++++++

HNO3..NO3-

HN2O6  mw:124.984 Anion CAS: Z-12273-37-9 fg:489 cnt:1476

HOF(solv)= -32.1/0.1 neut 03DOR/IOR

----

77DAV/FEH    Datum: DaffG= 19.2/5.2 TDEq | HOF(A-)=-131.9/3.0 AfIN p:8

DaffH(X..Y-)= 26.5/3.0 TDEq

Anchored to HBr.bullet..bullet.Br- from 85CAL/KEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hno3no3.zcf]

CBS-QB3    |-143.1 | 30.3| 22.0| 27.8|-35.2  |-77.5  

G3MP2B3    |-133.5 | 29.5| 21.4| 27.1|-31.1  |-72.8  

G3MP2B3+   |-133.1 | 28.8| 20.4| 28.2|-31.2  |-73.0  

G4MP2      |-133.2 | 28.7| 20.4| 27.7|-31.2  |-73.2  

M062X/Def2T|-136.6 | 34.1| 25.6| 28.4|-30.7  |-71.8  

B3/6-311++G|-126.8 | 29.1| 20.7| 28.2|-25.5  |-72.1  

++++++++++++++++++++++++++++++++

(N2O)2..HO-

HN4O3  mw:105.005 fg:486 cnt:4339

HOF(A.)=  69.1/4.9               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

98KIM/WEN    Datum: EA=2.38(15) eV LPES | HOF(A-)=14.0/3.5 AfIN p:8

DaffH(AH)=  5.5/3.5 dEA

Vertical Detachment Energy:2.485 eV. Affinity is electron affinity difference with next lower solvated ion.

++++++++++++++++++++++++++++++++

(N2O)3..HO-

HN6O4  mw:149.006 fg:486 cnt:4340

HOF(A.)=  88.8/6.9               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

98KIM/WEN    Datum: EA=2.60(15) eV LPES | HOF(A-)=28.4/6.0 AfIN p:8

DaffH(AH)=  5.1/4.9 dEA

Vertical Detachment Energy:2.761 eV. Affinity is electron affinity difference with next lower solvated ion.

++++++++++++++++++++++++++++++++

(N2O)4..HO-

HN8O5  mw:193.008 fg:486 cnt:4341

HOF(A.)= 108.6/8.5               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

98KIM/WEN    Datum: EA=>2.80(15) eV LPES | HOF(A-)=<43.3/7.8 AfIN p:8

DaffH(AH)= >4.6/4.9 dEA

Vertical Detachment Energy:2.981 eV. Affinity is electron affinity difference with next lower solvated ion.

++++++++++++++++++++++++++++++++

(N2O)5..HO-

HN10O6  mw:237.009 fg:486 cnt:4342

HOF(A.)= 128.3/9.8               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

98KIM/WEN    Datum: EA=>2.92(15) eV LPES | HOF(A-)=<60.0/9.2 AfIN p:8

DaffH(AH)= >2.8/4.9 dEA

Vertical Detachment Energy:3.146 eV. Affinity is electron affinity difference with next lower solvated ion.

++++++++++++++++++++++++++++++++

NiH-

HNi  mw:58.944 Anion CAS: Z-64899-92-9 fg:3 cnt:1090

HOF(A.)=  94.0/0.5  02BIN/MIL    |

----

87MIL/FEI    Datum: EA=0.481(7) eV LPES p:8

Triplet anion to doublet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nih-t.za0]

CBS-QB3    |84.4   |353.5|346.9| 0.419|96.7   |94.0   |22.1|49.5 

M062X/Def2T|100.4  |356.4|349.9| 0.145|108.8  |103.8  |21.8|47.1 

B3/6-311++G|79.8   |347.8|341.4| 0.487|99.3   |91.0   |21.4|43.9 

++++++++++++++++++++++++++++++++

HO-

HO  mw:17.003 Anion CAS: Z-14280-30-9 fg:5 cnt:52

HOF(A.)=   9.0/0.1 D+AH          | BDE(A-H)= 118.8/0.1 PDis 13BOY/KOS

HOF(AH)= -57.8/0.1  89GUR/VEY    |

DacidS=22.1/0.1 A-AH |  S(A-)=41.2/0.1 Isoe 89GUR/VEY |  S(AH)=45.1/0.1  89GUR/VEY

----

05GOL/DRA    Datum: EA=1.8276487(11) eV LPDM | HOF(A-)=-33.2/0.1 Acid p:9

DacidG(AH)= 383.7/0.1 H-TS| DacidH(AH)= 390.3/0.1 D-EA

DaffH(AH)=  127.5/0.1 A-IN

Given: 1.8276487(11) eV.

----

25JIE/CHE    Datum: EA=1.8276(31) eV SEVI [14740.79(25) cm-1] p:8

----

21DEW/BAB    Datum: EA=1.8277(2) eV SEVI [14741.(2) cm-1] p:8

Given: 14741(2) cm-1.

----

97SMI/KIM    Datum: EA=1.827654(4) eV LPD  [14741.02(3) cm-1] p:8

Given: 14741.02(3) cm-1. .DELTA.acidH(0K) = 389.11/0.014 kcal/mol.

----

82SCH/MEA    Datum: EA=1.82767(21) eV LPD  p:8

Given: 1.82767(21) eV.

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

74HOT/PAT    Datum: EA=2() eV LPD  [14723(15) cm-1] p:8

----

74CEL/BEN    Datum: EA=1.829(10) eV LPES p:8

----

66BRA/       Datum: EA=1.83(4) eV PD   p:7
###### the following are "below the line": evaluated as not accurate ####

----

64TSU/HAM    Datum: EA=1.8(2) eV EIAE p:3

From MeOH,EtOH,nPrOH.

----

69PAG/GOO    Datum: EA=1.89(12) eV SI   [43.6(27) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oh.zaf]

W1U        |-33.6  |390.7|384.1| 1.832|-58.5  |8.6    |22.1|119.2

CBS-QB3    |-31.9  |392.1|385.4| 1.766|-58.2  |8.8    |22.2|119.1

G3MP2B3    |-33.2  |391.6|385.0| 1.794|-57.6  |8.1    |22.1|117.8

G3MP2B3+   |-33.0  |391.8|385.2| 1.785|-57.6  |8.1    |22.1|117.8

G4MP2      |-35.0  |389.7|383.1| 1.890|-57.5  |8.6    |22.1|118.2

M062X/Def2T|-16.8  |401.6|395.0| 1.185|-53.6  |10.6   |22.1|116.3

B3/6-311++G|-31.9  |389.5|382.9| 1.769|-54.2  |8.8    |22.1|115.1

++++++++++++++++++++++++++++++++

DO-

DO  mw:18.010 Anion CAS: Z-17693-79-7 fg:3 cnt:53

HOF(A.)=   8.4/0.1 D+AH          | BDE(A-H)= 119.1/0.1 PDis 13BOY/KOS

HOF(AH)= -58.6/0.1  89GUR/VEY    |

DacidS=21.2/0.1 A-AH |  S(A-)=42.6/0.1 Isoe 89GUR/VEY |  S(AH)=47.4  89GUR/VEY

----

82SCH/MEA    Datum: EA=1.822549(37) eV LPD  | HOF(A-)=-33.6/0.2 Acid p:9

DacidG(AH)= 384.3/0.1 H-TS| DacidH(AH)= 390.7/0.1 D-EA

Given: 1.822549(37) eV. Derived acidity is for DOH -> DO- + H+.

----

82SCH/MEA    Datum: EA=1.822549(37) eV LPD  | HOF(A-)=-33.6/0.2 Acid p:8

DacidG(AH)= 385.6/0.1 H-TS| DacidH(AH)= 390.7/0.1 D-EA

For D2O -> DO- + D+. Bond Dissociation Energy: 120.96/0.05 02QIA/SON .DELTA.acidS: 23.2.

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

74HOT/PAT    Datum: EA=2() eV LPD  [14703(15) cm-1] p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [od.zaf]

W1U        |-35.0  |392.9|386.5| 1.830|-62.1  |7.2    |21.5|121.4

CBS-QB3    |-32.8  |390.7|383.7| 1.763|-58.2  |7.8    |23.5|118.1

G3MP2B3    |-34.5  |392.0|385.3| 1.790|-59.3  |6.8    |22.4|118.2

G3MP2B3+   |-33.0  |     |     | 1.785|       |8.1    |    |     

M062X/Def2T|-17.6  |403.6|397.2| 1.020|-56.1  |9.7    |21.3|118.3

B3/6-311++G|-31.9  |     |     | 1.769|       |8.8    |    |     

++++++++++++++++++++++++++++++++

HOS-

HOS  mw:48.975 Anion CAS: Z-88657-56-1 fg:16 cnt:3605

HOF(A.)=  -6.0/6.0 D+AH          | BDE(A-H)= 78.6/3.2 D-EA 93OHA/DEP 

HOF(AH)= -27.0/3.0 Est5          |

DacidS=23.5/2.0 Stat | 

----

93OHA/DEP    Datum: EA=1.655(40) eV LPES p:9

Footnote: Unpublished results of Gunion, Polak, Lineberger, 1992. Lineberger (private communication).

----

93OHA/DEP    Datum: DacidG= 347.0/3.0 IMRB | HOF(A-)=-38.7/4.3 Acid p:8

DacidH(AH)= 354.0/3.1 G+TS

Between MeNO2, tBuSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hos.zaf]

W1U        |-40.4  |354.1|346.8| 1.650|-28.6  |-2.4   |24.6|78.3 

CBS-QB3    |-40.2  |353.8|346.5| 1.658|-28.3  |-2.1   |24.5|78.4 

G3MP2B3    |-39.5  |354.4|347.1| 1.663|-26.7  |-1.2   |24.5|77.6 

G3MP2B3+   |-39.5  |354.4|347.1| 1.667|-26.7  |-1.2   |24.4|77.7 

G4MP2      |-39.5  |355.1|347.8| 1.637|-27.5  |-1.8   |24.5|77.8 

M062X/Def2T|-33.9  |357.5|350.2| 1.381|-26.7  |-2.2   |24.4|76.7 

B3/6-311++G|-34.4  |349.0|341.7| 1.751|-16.1  |5.9    |24.4|74.2 

++++++++++++++++++++++++++++++++

HSiO-

HOSi  mw:44.980 Anion CAS: Z-124719-22-8 fg:16 cnt:2354

DacidS=25.1/3.0 Calc | 

----

90GRO/OHA #  Datum: DaffH= 49.0/5.0 IMRB | HOF(A-)=-37.9/5.1 AfIN p:7

Hydride affinity is between that of benzaldehyde, CO2.
###### the following are "below the line": evaluated as not accurate ####

----

90GRO/OHA    Datum: DacidG= 356.0/8.0 IMRB p:4

DacidH(AH)= 363.5/8.1 G+TS

Between acetone, nitromethane.

----

90GRO/OHA    Datum: EA=<1. eV IMRB p:3

Electron affinity < SO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsio.zaf]

W1U        |-40.6  |350.3|342.8| 2.029|-25.0  |6.3    |25.1|83.4 

CBS-QB3    |-40.9  |350.8|343.3| 2.000|-25.9  |5.3    |25.2|83.3 

G3MP2B3    |-41.1  |350.3|342.8| 2.003|-24.2  |5.1    |25.1|81.4 

G3MP2B3+   |-41.2  |350.2|342.8| 2.002|-24.2  |5.0    |25.1|81.3 

G4MP2      |-41.0  |350.2|342.7| 2.030|-24.0  |5.9    |25.1|82.0 

M062X/Def2T|-33.7  |352.4|344.9| 1.823|-21.4  |8.4    |25.1|81.9 

B3/6-311++G|-31.4  |348.1|340.6| 2.026|-12.2  |15.3   |25.1|79.7 

++++++++++++++++++++++++++++++++

ZnOH-

HOZn  mw:80.932 Anion CAS: Z-1384435-53-3 fg:16 cnt:8220

----

12IOR/GUN    Datum: EA=1.78(5) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [znoh-s.za0]

CBS-QB3    |-42.0  |     |     | 1.599|       |-5.2   |    |     

M062X/Def2T|-34.1  |     |     | 1.320|       |-3.8   |    |     

B3/6-311++G|-37.2  |     |     | 1.697|       |1.8    |    |     

++++++++++++++++++++++++++++++++

HOO-

HO2  mw:32.998 Anion CAS: Z-14691-59-9 fg:6 cnt:75

HOF(A.)=   3.2/0.5  02RAM/BLA    | BDE(A-H)= 87.8/0.5 R-AH           

HOF(AH)= -32.5/0.1  03DOR/IOR    |

DacidS=23.5/0.2 Stat |  S(A-)=53.6/0.1 Isoe 89GUR/VEY |  S(AH)=56.1/0.1  89GUR/VEY

----

02RAM/BLA    Datum: EA=1.078(6) eV LPES | HOF(A-)=-21.6/1.0 Acid p:9

DacidH(AH)= 376.5/1.0 D-EA

DaffH(AH)=  56.4/1.0 A-IN

Given: .DELTA.fH(HOO.bullet.) = 3.2/2.1 kcal/mol.

----

02RAM/BLA    Datum: DacidG= 369.5/0.4 IMRE | HOF(A-)=-21.7/0.4 Acid p:9

DacidH(AH)= 376.5/0.4 G+TS DaffH(X..Y-)= 56.4/0.4 A-IN

Versus HCCH.

----

21BLA/WAL    Datum: EA=1.089(11) eV PVMI p:8

----

98CLI/WEN2   Datum: EA=1.076(6) eV LPES p:8

Revised per G.B. Ellison, due to improper rotational correction in lit value: 1.084(6)do cleanup eV.

----

85OAK/HAR    Datum: EA=1.078(17) eV LPES p:8

----

81BIE/SCH #  Datum: DacidG= 368.6/2.0 IMRE p:8

DacidH(AH)= 375.6/2.0 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

80BEN/NAN    Datum: EA=1.88(11) eV SDEA [43.3(25) kcal] p:2

From a solution phase thermodynamic cycle.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoo.zaf]

W1U        |-22.2  |376.5|368.8| 1.079|-32.9  |2.6    |25.8|87.6 

CBS-QB3    |-22.6  |376.8|369.2| 1.068|-33.7  |2.0    |25.7|87.8 

G3MP2B3    |-21.2  |377.6|369.9| 1.061|-31.6  |3.2    |25.7|86.9 

G3MP2B3+   |-20.9  |377.8|370.2| 1.050|-31.6  |3.2    |25.7|86.9 

G4MP2      |-21.9  |376.7|369.0| 1.088|-31.4  |3.1    |25.8|86.7 

M062X/Def2T|-11.6  |382.1|374.5| 0.661|-29.1  |3.6    |25.6|84.8 

B3/6-311++G|-19.9  |373.9|366.3| 1.047|-26.6  |4.2    |25.7|82.9 

++++++++++++++++++++++++++++++++

DOO-

DO2  mw:34.004 Anion CAS: Z-117856-14-1 fg:42 cnt:1418

HOF(A.)=   1.6/0.7  89GUR/VEY    | BDE(A-H)= 87.2/0.7 R-AH           

HOF(AH)= -33.5/0.1  89GUR/VEY    |

DacidS=22.3/0.2 Stat |  S(A-)=54.5/0.1 Isoe 89GUR/VEY |  S(AH)=58.2/0.1  89GUR/VEY

----

02RAM/BLA    Datum: EA=1.077(5) eV LPES | HOF(A-)=-23.3/1.2 Acid p:9

DacidG(AH)= 369.3/0.7 H-TS| DacidH(AH)= 375.9/1.2 D-EA

----

85OAK/HAR    Datum: EA=1.089(17) eV LPES p:8

Acid: DOOH -> DOO- + H+.

----

85OAK/HAR    Datum: EA=1.089(17) eV LPES p:8

For DOOD -> DOO- + D+. Bond Dissociation Energy: 89.0 89GUR/VEY; .DELTA.acidS: 24.7.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [doo.zaf]

W1U        |-24.0  |378.7|371.2| 1.077|-36.9  |0.7    |25.0|89.7 

CBS-QB3    |-23.9  |379.0|371.6| 1.065|-36.8  |0.5    |24.8|89.4 

G3MP2B3    |-22.9  |380.6|372.0| 1.057|-35.4  |1.4    |29.0|89.8 

G4MP2      |-23.2  |378.9|371.4| 1.085|-34.5  |1.7    |25.1|88.3 

M062X/Def2T|-12.9  |384.1|376.7| 0.660|-31.9  |2.3    |24.9|86.7 

B3/6-311++G|9.3    |372.4|365.0| 1.018|370.9  |32.7   |24.9|80.6 

++++++++++++++++++++++++++++++++

HSO2-

HO2S  mw:64.970 Anion CAS: Z-31664-52-5 fg:16 cnt:1755

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

85SHE/CUR    Datum: DaffG= 49.0/16.0 IMRB | HOF(A-)=-91.2/16.0 AfIN p:7

DaffH(X..Y-)= 55.0/16.0 G+TS

hydride transfer to SO2 occurs with MeO-, not with MeS-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hso2.zaf]

W1U        |-97.5  | 61.2| 54.1| 23.7|-71.1  |34.7   | 2.607

CBS-QB3    |-97.6  | 66.2| 59.2| 23.6|-71.1  |34.7   | 2.583

G3MP2B3    |-94.3  | 65.5| 58.4| 23.5|-68.3  |34.7   | 2.644

G3MP2B3+   |-94.3  | 65.6| 58.6| 23.4|-68.3  |34.7   | 2.651

G4MP2      |-96.7  | 73.6| 66.5| 23.6|-70.3  |34.7   | 2.606

M062X/Def2T|-86.9  | 75.7| 68.7| 23.5|-63.5  |34.7   | 2.418

B3/6-311++G|-65.4  | 56.0| 56.8| 23.4|-33.7  |34.7   | 2.730

++++++++++++++++++++++++++++++++

HSiO2-

HO2Si  mw:60.975 Anion CAS: Z-166542-87-6 fg:16 cnt:2357

DacidS=25.0/3.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

90GRO/OHA    Datum: HOF(A-)=<-127.8/9.9 IMRB p:4

DaffH(X..Y-)=>85.5/9.9 A-IN

The .DELTA.fH(A-) is the thermochemical limit for HSiO- + COS -> HSiO2- + CS. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) ca. -145 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsio2.zaf]

W1U        |-145.0 |334.9|327.7| 4.514|-114.0 |-40.7  |24.1|125.4

CBS-QB3    |-145.6 |334.3|327.0| 4.476|-114.1 |-42.2  |24.5|124.1

G3MP2B3    |-144.4 |334.6|327.4| 4.518|-111.7 |-40.0  |24.2|123.9

G3MP2B3+   |-144.4 |334.5|327.3| 4.520|-111.7 |-40.0  |24.2|123.8

G4MP2      |-144.0 |334.8|327.5| 4.525|-111.6 |-39.4  |24.4|124.3

M062X/Def2T|-138.0 |337.5|330.2|      |-110.7 |       |24.2|     

B3/6-311++G|-124.0 |334.1|327.2| 4.230|-90.8  |-26.3  |22.8|116.6

++++++++++++++++++++++++++++++++

HOVO-

HO2V  mw:83.942 Anion CAS: N-35340-83-1 fg:16 cnt:11385

----

21WAN/HAN2   Datum: EA=1.304(30) eV LPES p:8

Vertical Detachment Energy:1.317(30) eV. Quartet anion, triplet neutral.

++++++++++++++++++++++++++++++++

SO2..HO-

HO3S  mw:80.965 Anion CAS: Z-15181-46-1 fg:486 cnt:1484

HOF(AH)= -127.0/3.0  78BEN/      |

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

DacidS=25.2/3.0 Stat |  S(A-)=68.2/3.6 Acid |  S(AH)=69.0/2.0 Est

----

92SQU/       Datum: DaffH= 61.9/2.8 CIDT | HOF(A-)=-166.0/2.8 AfIN p:8

DacidH(AH)= 326.6/4.1 A-AH DacidG(AH)= 318.7/0.9 H-TS

Dissociative protonation between HCl, MeCHClCO2H.
###### the following are "below the line": evaluated as not accurate ####

----

84HIE/PAU    Datum: DaffH=>50.9/3.0 IMRB p:4

CO2.bullet..bullet.HO- + SO2 ->. data revised per 92SQU.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hoso2.zaf]

W1U        |-166.3 | 61.6| 52.3| 31.5|-71.1  |-33.6  | 3.303

CBS-QB3    |-165.7 | 62.8| 53.3| 31.8|-71.1  |-31.9  | 3.268

G3MP2B3    |-161.7 | 60.1| 50.7| 31.6|-68.3  |-33.2  | 3.372

G3MP2B3+   |-161.4 | 60.1| 50.9| 30.8|-68.3  |-33.0  | 3.373

G4MP2      |-164.7 | 59.4| 49.8| 32.0|-70.3  |-35.0  | 3.279

M062X/Def2T|-156.3 | 76.1| 66.8| 31.2|-63.5  |-16.8  | 3.164

B3/6-311++G|-125.2 | 59.5| 50.3| 30.8|-33.7  |-31.9  | 3.569

++++++++++++++++++++++++++++++++

HSO4-

HO4S  mw:96.960 Anion CAS: Z-14996-02-2 fg:16 cnt:1361

HOF(A.)= -121.7/4.9 D+AH         | BDE(A-H)= 105.5/3.8 D-EA          

HOF(AH)= -175.1/0.5  03DOR/IOR   |

DacidS=24.5/1.0 Stat |  S(A-)=72.9/1.1 Acid |  S(AH)=74.4/0.4  03DOR/IOR

----

00WAN/NIC    Datum: EA=4.75(10) eV LPES | HOF(A-)=-231.2/5.4 Acid p:9

DacidG(AH)= 302.3/5.4 H-TS| DacidH(AH)= 309.6/5.4 D-EA

DaffH(AH)=  103.4/5.4 A-IN

----

13HOU/LIN    Datum: EA=4.75(10) eV LPES p:8

Vertical Detachment Energy:5.0(1) eV.

----

92VIG/HEN    Datum: DacidG= 302.3/2.5 IMRB p:7

DacidH(AH)= 309.6/2.5 G+TS
###### the following are "below the line": evaluated as not accurate ####

----

87HOU/KEM #  Datum: DacidH(AH)= 316.8/10.8 Latt p:4

From lattice energy of NH4HSO4, with new PA(NH3)=204.0 kcal/mol.

----

80VIG/PER    Datum: DacidG=<308.0 IMRB p:4

I- + H2SO4 ->.

----

86ADA/SMI    Datum: DacidH(AH)=<313.6/2.0 EIAE p:3

DacidG(AH)=<306.3/2.0 H-TS

From H2SO4 (Appearance Energy 0 eV).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hso4.zaf]

W1U        |-228.7 |312.5|304.5| 4.876|-175.3 |-116.2 |26.9|111.2

CBS-QB3    |-228.2 |311.1|303.1| 4.892|-173.6 |-115.3 |27.2|110.4

G3MP2B3    |-220.8 |312.3|304.8| 4.931|-165.9 |-107.0 |25.0|111.0

G3MP2B3+   |-220.6 |312.3|304.6| 4.899|-165.7 |-107.6 |25.9|110.2

G4MP2      |-225.7 |312.8|305.1| 4.815|-171.3 |-114.6 |25.8|108.8

M062X/Def2T|-219.3 |313.0|305.5| 4.832|-167.6 |-107.7 |25.2|111.9

B3/6-311++G|-161.6 |309.2|301.5| 4.771|-103.6 |-51.5  |26.1|104.1

++++++++++++++++++++++++++++++++

HTeO4-

mw:194.894 Anion CAS: Z-107480-19-3 fg:6 cnt:11986

----

25YAN/LI     Datum: EA=5.20(3) eV LPES p:8

Vertical Detachment Energy: 5.64(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hteo4.za0]

M062X/Def2T|-134.7 |314.1|307.0| 5.947|-84.0  |2.0    |23.7|138.2

++++++++++++++++++++++++++++++++

HWO4-

HO4W  mw:248.939 Anion CAS: Z-27151-29-7 fg:16 cnt:188 BDE(A-H)= 124.9/10.2 D-EA         

HOF(AH)= -229.0/5.0  82WAG/EVA   |

DacidS=24.0/2.0 Stat | 

----

05WAT/WAN    Datum: EA=5.0(1) eV LPES p:8

Vertical Detachment Energy:5.20(3) eV.

----

70JEN/MIL    Datum: DacidH(AH)= 323.2/9.9 TDEq | HOF(A-)=-271.5/12.2 Acid p:7

DacidG(AH)= 316.0/9.9 H-TS DaffH(X..Y-)= 167.3/12.2 A-IN

H2WO4 + e- <=> HWO4- + H measured.

----

91WAL/HER    Datum: EA=>3.7 eV LPD  p:6

No detachment observed at 3.7 eV, see also WO3-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [howo3-s.za0]

M062X/Def2T|-245.2 |318.9|311.2| 4.948|-199.4 |-131.1 |25.7|120.4

++++++++++++++++++++++++++++++++

PH-.

HP  mw:31.982 Anion CAS: Z-23841-34-1 fg:3 cnt:69

HOF(A.)=  56.4/8.0  99LOD/       | BDE(A-H)= 75.4/8.3 R-AH           

HOF(AH)=  33.1/2.0  69MCA/LOS    |

----

05ERV/LIN    Datum: EA=1.027(6) eV LPES | HOF(A-)=32.7/4.5 Acid p:9

DacidH(AH)= 365.3/4.1 D-EA

DaffH(AH)=  77.6/4.5 A-IN

----

76ZIT/LIN    Datum: EA=1.028(10) eV LPES p:8

----

77RAC/FEL    Datum: EA=1.00(6) eV PD   p:7
###### the following are "below the line": evaluated as not accurate ####

----

69HAL/PLA    Datum: HOF(A-)=52.0/5.7 EIAE;EA(eV)=0.499 p:3

DaffH(AH)=  58.3/5.7 A-IN

From PH3.

----

64EBI/KRA    Datum: EA=<1.1 eV IMRB | HOF(A-)=<49.7/2.9 EIAE p:3

DaffH(AH)= >60.6/2.9 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph.zaf]

W1U        |33.5   |367.5|361.1| 1.007|31.9   |56.7   |21.4|77.0 

CBS-QB3    |33.5   |368.0|361.6| 1.000|31.3   |56.6   |21.4|77.4 

G3MP2B3    |33.0   |368.7|362.3| 0.945|31.5   |54.8   |21.3|75.4 

G3MP2B3+   |33.0   |368.7|362.3| 0.946|31.5   |54.8   |21.3|75.4 

G4MP2      |34.6   |369.8|363.4| 0.954|32.0   |56.6   |21.3|76.7 

M062X/Def2T|38.4   |372.8|366.4| 0.702|30.2   |54.5   |21.3|76.4 

B3/6-311++G|29.6   |367.0|360.6| 1.077|29.9   |54.4   |21.3|76.6 

++++++++++++++++++++++++++++++++

HP2-

HP2  mw:62.956 Anion CAS: Z-141171-05-3 fg:4 cnt:2765

HOF(A.)=  54.4/7.0 D+AH          | BDE(A-H)= 77.5/3.1 D-EA           

HOF(AH)=  29.0/7.0  92OHA/KRE    |

DacidS=27.4/2.0 Stat | 

----

05ERV/LIN    Datum: EA=1.514(10) eV LPES | HOF(A-)=19.5/7.0 Acid p:9

DacidH(AH)= 356.2/0.3 D-EA

DaffH(AH)=  49.7/7.0 A-IN

----

92OHA/KRE    Datum: DaffH= 51.0/5.0 IMRB | HOF(A-)=18.1/5.0 AfIN p:8

Hydride affinity: between CO2, SO2.

----

92OHA/KRE    Datum: DacidG= 348.0/3.0 IMRB p:8

DacidH(AH)= 356.2/3.1 G+TS DaffH(X..Y-)= 49.6/7.7 A-IN

Acidity between MeNO2, tBuSH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hpp.zaf]

W1U        |18.3   |355.3|347.5| 1.521|28.9   |53.4   |26.1|76.6 

CBS-QB3    |16.1   |354.9|347.1| 1.519|26.9   |51.2   |26.1|76.3 

G3MP2B3    |16.4   |355.3|347.5| 1.530|28.3   |51.7   |26.1|75.5 

G3MP2B3+   |16.4   |355.3|347.5| 1.530|28.3   |51.7   |26.2|75.5 

G4MP2      |16.8   |356.4|348.6| 1.498|27.6   |51.4   |26.1|75.9 

M062X/Def2T|19.6   |358.0|350.2| 1.314|26.4   |50.0   |26.1|75.7 

B3/6-311++G|21.8   |354.8|347.0| 1.515|34.3   |56.7   |26.1|74.5 

++++++++++++++++++++++++++++++++

PdH-

HPd  mw:106.912 Anion CAS: Z-64883-83-6 fg:3 cnt:10008

----

15ZHA/ROB    Datum: EA=1.2(1) eV LPES p:8

Vertical Detachment Energy:1.29(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pdh-s.za0]

M062X/Def2T|77.5   |314.6|308.9| 0.839|127.6  |96.8   |19.2|21.4 

++++++++++++++++++++++++++++++++

PtH-

HPt  mw:195.973 Anion CAS: Z-935263-86-8 fg:3 cnt:8991

HOF(A.)= 106.9/0.5 D+AH          |

----

16ZHA/LIU    Datum: EA=1.5(1) eV LPES | HOF(A-)=72.3/2.4 R-EA p:9

DaffH(AH)=  65.9/2.4 A-IN

Vertical Detachment Energy:1.60 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pth-s.za0]

M062X/Def2T|85.0   |356.1|349.9| 1.433|93.5   |118.0  |21.1|76.6 

++++++++++++++++++++++++++++++++

HS-

HS  mw:32.980 Anion CAS: Z-15035-72-0 fg:3 cnt:56

HOF(A.)=  34.2/0.1 D+AH          | BDE(A-H)= 91.2/0.1 PDis 96WIL/HOW 

HOF(AH)=  -4.9/0.1  89GUR/VEY    |

DacidS=21.4/0.1 A-AH |  S(A-)=44.6/0.1 Isoe 89GUR/VEY |  S(AH)=49.2/0.1  89GUR/VEY

----

22KRE/HOL    Datum: DacidH(AH)= 351.3/0.1 TIPP | HOF(A-)=-19.3/0.1 Acid p:9

DacidG(AH)= 344.9/0.1 H-TS  EA(eV)= 2.321 DaffH(X..Y-)= 120.3/0.1 A-IN

Given: 350.125(6) kcal/mol at 0K. Corrections to 298K are as per H2O.

----

06CHA/DEL    Datum: EA=2.3147282(17) eV LPES p:9

DacidG(AH)= 345.1/0.1 H-TS| DacidH(AH)= 351.4/0.4 D-EA

Given: 2.3147282(17) eV. The D-EA cycle gives a .DELTA.acidH of 350.11 at 0K. For H32S-.

----

00SHI/HU 2   Datum: DacidH(AH)= 351.3/0.1 TIPP p:9

Given: 350.125/0.009 kcal/mol acidity at 0K, corrected to 298K from 89GUR/VEY, with electron affinity(81BRE/FRE). Bond Dissociation Energy(0K)=89.97/0.05.

----

00REM/ERV    Datum: DacidH(AH)= 350.8/2.9 Endo p:8

DacidG(AH)= 344.4/2.9 H-TS

----

81BRE/FRE    Datum: EA=2.317(2) eV LPES p:8

----

79BAR/SCO #  Datum: DacidG= 344.8/2.0 IMRE p:8

DacidH(AH)= 351.2/2.0 G+TS

----

89KIT/WAL    Datum: EA=2.317(2) eV LPD  p:7

----

81JAN/BRA    Datum: EA=2.314(3) eV LPD  p:7

----

78CUM/KEB    Datum: DacidG= 345.6/2.0 IMRE p:7

DacidH(AH)= 352.0/2.0 G+TS

----

74EYL/ATK    Datum: EA=2.302(124.24) eV LPD  [538.7(3) nm] p:6

----

68STE/       Datum: EA=2.319(10) eV PD   p:6
###### the following are "below the line": evaluated as not accurate ####

----

53NEU/       Datum: DacidH(AH)= 380.6/6.9 EIAE p:4

AE: 2.9(3) eV.

----

76REF/       Datum: HOF(A-)=-16.4/0.1 Endo p:3

EA(eV)= 2.194

----

69PAG/GOO    Datum: EA=2.30(4) eV SI   [53.0(9) kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sh.zaf]

W1U        |-20.4  |351.3|344.9| 2.343|-5.9   |33.6   |21.4|91.6 

CBS-QB3    |-21.1  |350.8|344.4| 2.370|-6.1   |33.6   |21.5|91.8 

G3MP2B3    |-21.3  |351.5|345.1| 2.351|-5.6   |32.9   |21.4|90.7 

G3MP2B3+   |-21.3  |351.6|345.2| 2.350|-5.6   |32.9   |21.4|90.7 

G4MP2      |-20.0  |353.0|346.6| 2.317|-5.8   |33.5   |21.4|91.4 

M062X/Def2T|-12.5  |355.8|349.4| 2.023|-3.6   |34.2   |21.4|89.9 

B3/6-311++G|-19.4  |349.3|343.0| 2.343|-1.5   |34.6   |21.4|88.2 

++++++++++++++++++++++++++++++++

DS-

DS  mw:33.987 Anion CAS: Z-20666-24-4 fg:3 cnt:2172

HOF(A.)=  33.7/0.2 D+AH          | BDE(A-H)= 92.8/0.1 D-EA 22KRE/HOL 

HOF(AH)=  -5.7/0.2  98JANAF      |

DacidS=23.5/3.0 Stat | 

----

22KRE/HOL    Datum: DacidH(AH)= 353.0/0.1 TIPP | HOF(A-)=-18.4/0.2 Acid p:9

DacidG(AH)= 346.0/0.9 H-TS

Given: 123065(5) cm-1 at 0K.

----

81BRE/FRE    Datum: EA=2.315(2) eV LPES | HOF(A-)=-19.7/0.2 R-EA p:8

For D2S -> DS- + D+.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sd.zaf]

W1U        |-21.5  |352.9|346.8| 2.342|-8.5   |32.5   |20.6|93.1 

CBS-QB3    |-21.7  |     |     | 2.370|       |33.0   |    |     

G3MP2B3    |-22.3  |354.0|345.6| 2.349|-8.2   |31.9   |28.1|93.1 

G4MP2      |-20.6  |354.6|348.4| 2.316|-7.5   |32.8   |20.6|92.5 

M062X/Def2T|-13.0  |357.3|351.1| 2.022|-5.2   |33.6   |20.6|91.3 

B3/6-311++G|-0.2   |348.5|342.3| 2.332|19.0   |53.6   |20.6|87.1 

++++++++++++++++++++++++++++++++

HSiS-

HSSi  mw:60.957 Anion CAS: Z-142293-86-5 fg:16 cnt:3423

DacidS=26.6/3.0 Calc | 

----

93DAM/KRE    Datum: DacidG= 333.0/6.0 IMRB p:7

DacidH(AH)= 340.9/6.1 G+TS

Between HCO2H, HCl. Composite computational methods(18BAR/) indicate an acidity ca. 4 kcal/mol weaker.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsis.zaf]

W1U        |-1.1   |345.0|337.5| 2.204|19.8   |49.8   |25.3|82.1 

CBS-QB3    |-2.4   |345.2|337.7| 2.188|18.1   |48.0   |25.2|82.1 

G3MP2B3    |-3.0   |344.6|337.1| 2.217|19.6   |48.1   |25.2|80.7 

G3MP2B3+   |-3.0   |344.6|337.1| 2.217|19.6   |48.1   |25.2|80.7 

G4MP2      |-2.5   |345.4|337.9| 2.199|19.2   |48.2   |25.3|81.1 

M062X/Def2T|2.6    |346.2|338.7| 2.027|21.0   |49.3   |25.3|80.4 

B3/6-311++G|6.9    |343.1|335.1| 2.188|31.1   |57.4   |26.6|78.4 

++++++++++++++++++++++++++++++++

HSS-

HS2  mw:64.953 Anion CAS: Z-26693-74-3 fg:4 cnt:1886

HOF(A.)=  28.0/3.6 D+AH          | BDE(A-H)= 76.4/3.6 D-EA           

HOF(AH)=   3.7/0.1  82WAG/EVA    |

DacidS=23.5/2.0 Stat | 

----

14QIN/CON    Datum: EA=1.9080(18) eV PVMI | HOF(A-)=-16.0/3.7 Acid p:9

DacidG(AH)= 339.0/3.8 H-TS| DacidH(AH)= 346.0/3.7 D-EA

DaffH(AH)=  81.4/3.7 A-IN

----

09ENT/BOE    Datum: EA=1.916(15) eV PDPE p:8

----

93OHA/DEP    Datum: DacidG= 339.0/3.0 IMRB p:8

DacidH(AH)= 346.0/3.1 G+TS

----

88MOR/ELL    Datum: EA=1.907(23) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hss.zaf]

W1U        |-20.1  |343.2|336.0| 1.924|2.5    |24.2   |24.4|73.8 

CBS-QB3    |-20.9  |342.4|335.1| 1.961|2.4    |24.3   |24.5|74.0 

G3MP2B3    |-20.0  |343.4|336.1| 1.972|3.8    |25.4   |24.5|73.7 

G3MP2B3+   |-20.0  |343.4|336.1| 1.972|3.8    |25.4   |24.4|73.7 

G4MP2      |-20.3  |344.5|337.2| 1.920|2.4    |23.9   |24.5|73.6 

M062X/Def2T|-15.7  |345.8|338.6| 1.708|3.2    |23.6   |24.2|72.5 

B3/6-311++G|-10.0  |341.4|334.1| 1.942|15.9   |34.7   |24.4|70.9 

++++++++++++++++++++++++++++++++

DSS-

DS2  mw:65.959 Anion CAS: Z-113109-54-9 fg:56 cnt:1887

HOF(AH)=   3.7/0.1  82WAG/EVA    |

----

09ENT/BOE    Datum: EA=1.918(15) eV LPES p:9

----

88MOR/ELL    Datum: EA=1.912(15) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [dss.zaf]

W1U        |-21.4  |344.7|337.7| 1.921|-0.2   |22.9   |23.5|75.2 

CBS-QB3    |-21.7  |343.9|336.8| 1.959|0.5    |23.4   |23.8|75.0 

G3MP2B3    |-21.3  |345.8|337.2| 1.970|1.1    |24.1   |28.8|76.0 

G4MP2      |-21.1  |346.0|339.0| 1.917|0.5    |23.1   |23.6|74.7 

M062X/Def2T|-16.5  |347.2|340.2| 1.707|1.4    |22.8   |23.5|73.9 

B3/6-311++G|24.7   |340.3|333.2| 1.915|418.4  |68.8   |23.6|69.2 

++++++++++++++++++++++++++++++++

HSe-

HSe  mw:80.925 Anion CAS: Z-16661-43-1 fg:3 cnt:64

HOF(A.)=  33.5/0.9 D+AH          | BDE(A-H)= 78.9/0.7  86GIB/GRE     

HOF(AH)=   6.7/0.5  94BER/ELL    |

DacidS=21.1/1.0 A-AH |  S(A-)=47.5/1.0 Isoe 82WAG/EVA |  S(AH)=52.4/0.1  82WAG/EVA | S(A.)=55.2/1.0  02BIN/MIL

----

86STO/LAR    Datum: EA=2.212519(25) eV LPD  [17845.17(20) cm-1] | HOF(A-)=-17.5/1.3 Acid p:9

DacidG(AH)= 335.2/0.9 H-TS| DacidH(AH)= 341.5/1.2 D-EA

DaffH(AH)=  110.3/1.3 A-IN

Given: 17845.17(20) cm-1.

----

72SMY/BRA3   Datum: EA=2.21(3) eV PD   p:8

----

72DIX/HOL #  Datum: DacidG= 336.4/9.0 IMRB p:7

DacidH(AH)= 342.7/9.0 G+TS

Between H2S, HCl.
###### the following are "below the line": evaluated as not accurate ####

----

53NEU/       Datum: DacidH(AH)= 366.6/6.9 EIAE p:4

AE: 2.3(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hse.zaf]

CBS-QB3    |-20.8  |340.9|334.6| 2.348|4.0    |33.3   |21.1|81.4 

G3MP2B3    |-18.2  |341.8|335.5| 2.345|7.2    |35.9   |21.3|80.8 

G3MP2B3+   |-18.2  |341.9|335.5| 2.344|7.2    |35.9   |21.2|80.8 

G4MP2      |-17.7  |342.3|335.9| 2.350|7.2    |36.5   |21.3|81.4 

M062X/Def2T|-8.9   |342.5|336.1| 2.043|13.3   |38.2   |21.2|77.0 

B3/6-311++G|-20.3  |340.5|334.2| 2.361|6.5    |34.1   |21.2|79.8 

++++++++++++++++++++++++++++++++

SiH-.

HSi  mw:28.985 Anion CAS: Z-68865-96-3 fg:3 cnt:67

HOF(A.)=  88.1/1.9  91GUR/VEY    | BDE(A-H)= 74.9/2.3 R-AH           

HOF(AH)=  65.3/1.2  91GUR/VEY    |

----

75KAS/HER    Datum: EA=1.277(9) eV LPES | HOF(A-)=58.7/3.1 Acid p:8

DacidH(AH)= 359.0/2.1 D-EA

DaffH(AH)=  83.6/3.1 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

64EBI/KRA    Datum: HOF(A-)=<138.5/9.1 EIAE p:2

DaffH(X..Y-)=>3.8/9.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsi-t.zaf]

W1U        |59.3   |361.6|354.6| 1.254|63.6   |88.2   |23.3|76.7 

CBS-QB3    |60.7   |363.4|356.5| 1.196|63.0   |88.3   |23.3|77.4 

G3MP2B3    |58.0   |361.9|354.9| 1.265|63.3   |87.1   |23.4|76.0 

G3MP2B3+   |58.0   |361.9|354.9| 1.265|63.3   |87.1   |23.4|76.0 

G4MP2      |60.5   |364.4|357.5| 1.185|63.3   |87.8   |23.4|76.7 

M062X/Def2T|64.5   |365.2|358.3| 1.008|64.0   |87.7   |23.3|75.9 

B3/6-311++G|58.9   |360.9|353.9| 1.269|65.3   |88.2   |23.3|75.0 

++++++++++++++++++++++++++++++++

HSi2-

HSi2  mw:56.962 Anion CAS: Z-133493-93-3 fg:4 cnt:5681

----

98XU_/TAY2   Datum: EA=2.31(1) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsi2.zaf]

W1U        |64.6   |338.2|330.3| 2.749|92.3   |128.6  |26.3|88.4 

CBS-QB3    |64.7   |337.7|329.8| 2.319|92.7   |118.1  |26.5|77.6 

G3MP2B3    |61.3   |336.7|328.8| 2.803|91.8   |126.4  |26.3|86.7 

G3MP2B3+   |61.3   |336.7|328.8| 2.811|91.8   |126.5  |26.3|86.8 

G4MP2      |61.9   |337.5|329.7| 2.790|91.6   |126.8  |26.3|87.4 

M062X/Def2T|67.9   |343.0|335.2| 2.559|89.6   |127.2  |26.3|89.8 

B3/6-311++G|74.3   |339.0|331.1| 2.607|102.6  |134.8  |26.3|84.4 

++++++++++++++++++++++++++++++++

HSi3-

HSi3  mw:84.939 Anion CAS: Z-182418-35-5 fg:4 cnt:5682

----

98XU_/TAY2   Datum: EA=2.53(1) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si3h-c.zaf]

W1U        |78.4   |     |     | 2.540|       |137.1  |    |     

CBS-QB3    |79.0   |     |     | 2.549|       |137.9  |    |     

G3MP2B3    |76.2   |     |     | 2.640|       |137.2  |    |     

G3MP2B3+   |76.3   |     |     | 2.641|       |137.3  |    |     

G4MP2      |76.1   |     |     | 2.609|       |136.4  |    |     

M062X/Def2T|78.7   |     |     | 2.387|       |133.9  |    |     

B3/6-311++G|98.3   |     |     | 2.510|       |156.3  |    |     

++++++++++++++++++++++++++++++++

HSi4-

HSi4  mw:112.916 Anion CAS: Z-207348-84-3 fg:4 cnt:5683

----

98XU_/TAY2   Datum: EA=2.68(1) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsi4-c.zaf]

W1U        |91.5   |     |     | 2.634|       |152.3  |    |     

CBS-QB3    |89.8   |     |     | 2.679|       |151.6  |    |     

G3MP2B3    |89.0   |     |     | 2.769|       |152.8  |    |     

G3MP2B3+   |88.9   |     |     | 2.770|       |152.8  |    |     

G4MP2      |88.5   |     |     | 2.735|       |151.6  |    |     

M062X/Def2T|91.2   |     |     | 2.554|       |150.1  |    |     

B3/6-311++G|121.6  |     |     | 2.547|       |180.3  |    |     

++++++++++++++++++++++++++++++++

TeH-

HTe  mw:130.915 Anion CAS: Z-18282-39-8 fg:3 cnt:1096

HOF(A.)=  37.9/0.5 D+AH          | BDE(A-H)= 66.2/0.2  05UND/CHA     

HOF(AH)=  23.8/0.5  82WAG/EVA    |

DacidS=20.4/1.0 A-AH |  S(A-)=49.1/0.1 Isoe 89GUR/VEY |  S(AH)=54.7/1.0  82WAG/EVA

----

86FRE/SNO    Datum: EA=2.102(15) eV LPES | HOF(A-)=-10.6/0.9 Acid p:9

DacidG(AH)= 325.3/1.0 H-TS| DacidH(AH)= 331.3/0.7 D-EA

DaffH(AH)=  92.3/0.9 A-IN

----

89GAL/MAR    Datum: DacidG= 325.1/2.0 IMRE p:8

DacidH(AH)= 331.2/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hte.za0]

M062X/Def2T|-0.2   |330.9|324.7| 1.925|33.5   |44.2   |20.9|62.8 

++++++++++++++++++++++++++++++++

ThH-

HTh  mw:233.046 Anion CAS: N-187238-65-9 fg:3 cnt:11500

----

22VAS/PET    Datum: EA=0.82(2) eV LPES p:8

Vertical Detachment Energy:0.87(2) eV.

++++++++++++++++++++++++++++++++

UH-

HU  mw:239.059 Anion CAS: Z-86202-57-5 fg:3 cnt:11559

----

22DEM/VAS    Datum: EA=0.0200(6) eV LPES p:8

++++++++++++++++++++++++++++++++

UD-

DU  mw:240.065 Anion CAS: N-1190933-96-0 fg:3 cnt:11560

----

22DEM/VAS    Datum: EA=0.0198(6) eV LPES p:8

++++++++++++++++++++++++++++++++

ZnH-

HZn  mw:64.938 Anion CAS: Z-64423-91-2 fg:3 cnt:61

HOF(A.)=  62.9/0.5  99YUN/GLU4   |

----

77RAC/FEL    Datum: EA=<0.95 eV PD   | HOF(A-)=>41.0/0.5 R-EA p:6

DaffH(AH)= <25.0/0.5 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [znh-s.za0]

CBS-QB3    |42.8   |372.6|364.8| 0.814|35.9   |61.6   |26.2|77.8 

M062X/Def2T|46.5   |370.7|363.0| 0.635|40.5   |61.2   |25.8|72.8 

B3/6-311++G|40.7   |370.2|362.5| 0.914|37.7   |61.8   |25.8|76.1 

++++++++++++++++++++++++++++++++

H2O..LiI-.

H2ILiO  mw:151.932

Core ion CAS: Z-83689-81-0 Solvent: 7732-18-5 fg:21 cnt:9257

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.67(3) eV LPES p:8

Vertical Detachment Energy:0.670(30) eV.

++++++++++++++++++++++++++++++++

H2O..I-

H2IO  mw:144.916

Core ion CAS: Z-20461-54-5 Solvent: 7732-18-5 fg:484 cnt:1413

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

10SCH/ENT    Datum: EA=3.4499(10) eV ZEKE [27825.(8) cm-1] p:9

----

96BAS/BOE    Datum: EA=3.4478(2) eV ZEKE [27808.(2) cm-1] p:9

Given: 27808(2) cm-1.

----

84CAL/KEB    Datum: DaffG= 5.4/1.0 TDAs | HOF(A-)=-112.9/1.0 AfIN p:9

DaffH(X..Y-)= 10.1/1.0 TDAs

----

08PIA/BEC    Datum: EA=3.48(4) eV PEPI p:8

The stated EA is the Vertical Detachment Energy.

----

05BOW/BEC    Datum: EA=3.50(4) eV PEPI p:8

----

91MAR/GIN    Datum: EA=3.51(2) eV LPD  p:8

DaffH(AH)=  10.4/0.5 dEA

For photodissociation of bond plus electron loss, agrees with thermo threshold. See also 91MAR/GIN2.

----

88HIR/MIZ2   Datum: DaffG= 5.7/0.7 TDAs p:7

DaffH(X..Y-)= 10.3/0.3 TDAs

----

85BAN/IRI    Datum: DaffG= 5.3/0.1 IMRE p:6

----

80KEE/CAS2   Datum: DaffG= 5.3/0.2 TDAs p:6

DaffH(X..Y-)= 11.1/0.1 TDAs

----

70ARS/YAM    Datum: DaffG= 5.4/2.0 TDAs p:6

DaffH(X..Y-)= 10.2 TDAs

----

68KEB/ARS    Datum: DaffG= 5.6/2.0 IMRE p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wi.zc0]

M062X/Def2T|-109.1 | 11.8|  6.8| 16.9|-53.6  |-43.7  

++++++++++++++++++++++++++++++++

D2O..I-

D2IO  mw:146.928 Anion CAS: Z-220082-88-2 fg:484 cnt:7925

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

10SCH/ENT    Datum: EA=3.4531(10) eV ZEKE [27851.(8) cm-1] p:9

++++++++++++++++++++++++++++++++

H2O..{SO2}..I-

H2IO3S  mw:208.877 fg:484 cnt:3996

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

85BAN/IRI    Datum: DaffG= 3.5/0.1 IMRE | HOF(A-)=-188.0/2.0 AfIN p:8

++++++++++++++++++++++++++++++++

SO2..{H2O}..I-

H2IO3S  mw:208.877 fg:484 cnt:3998

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

85BAN/IRI    Datum: DaffG= 9.0/0.1 IMRE p:8

++++++++++++++++++++++++++++++++

H2O..IO3-

H2IO4  mw:192.900

Core ion CAS: Z-15454-31-6 Solvent: 7732-18-5 fg:16 cnt:3221

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.4/0.3 IMRE | HOF(A-)=-71.2/0.3 AfIN p:8

DaffH(X..Y-)= 13.4/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [io3w.zc0]

M062X/Def2T|-113.2 | 16.7|  7.9| 29.8|-53.6  |-42.8  

++++++++++++++++++++++++++++++++

H2SO4..I-

H2IO4S  mw:224.872

Core ion CAS: Z-20461-54-5 Solvent: 7664-93-9 fg:484 cnt:10724

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

19HOU/WAN    Datum: EA=4.56(8) eV LPES p:8

Vertical Detachment Energy:4.84(8) eV.

++++++++++++++++++++++++++++++++

H2O..IO4-

H2IO5  mw:208.895

Core ion CAS: Z-15056-35-6 Solvent: 7732-18-5 fg:16 cnt:3222

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.3/0.3 IMRE | HOF(A-)=-69.1/0.3 AfIN p:8

DaffH(X..Y-)= 11.3/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [io4w.zc0]

M062X/Def2T|-116.7 | 12.1|  3.7| 28.3|-53.6  |-51.0  

++++++++++++++++++++++++++++++++

(SO2)2..{H2O}..I-

H2IO5S2  mw:272.839 fg:484 cnt:3999

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

85BAN/IRI    Datum: DaffG= 7.1/0.1 IMRE p:8

++++++++++++++++++++++++++++++++

H2S..I-

H2IS  mw:160.893

Core ion CAS: Z-20461-54-5 Solvent: 7783-06-4 fg:484 cnt:4045

HOF(solv)=  -4.9/0.1 neut 89GUR/VEY

----

89CAL/MAS    Datum: DaffH= 8.8/1.0 TDAs | HOF(A-)=-58.7/1.0 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2si.zc0]

M062X/Def2T|-56.2  |  8.9|  4.1| 16.1|-3.6   |-43.7  

++++++++++++++++++++++++++++++++

H2O..(KI)2-

H2I2K2O  mw:349.747

Core ion CAS: Z-144719-56-2 Solvent: 7732-18-5 fg:21 cnt:11051

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16LI_/ZEN    Datum: EA=1.15(8) eV LPES p:8

Vertical Detachment Energy:1.28(8) eV. There is a minor isomer with electron affinity = 0.83(10) eV.

++++++++++++++++++++++++++++++++

H2O..(NaI)2-

H2I2Na2O  mw:317.800

Core ion CAS: Z-259145-23-8 Solvent: 7732-18-5 fg:21 cnt:11264

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16LI_/HOU    Datum: EA=1.46(8) eV LPES p:8

Vertical Detachment Energy:1.62(8) eV. There is an isomer with electron affinity = 1.03(10) eV.

++++++++++++++++++++++++++++++++

(HI)2..I-

H2I3  mw:382.730 fg:484 cnt:9462

HOF(solv)=   6.3/0.1 neut 89GUR/VEY

----

03GOM/MEL    Datum: EA=4.396(25) eV LPES p:8

DaffH(AH)=  10.5/0.8 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ihihi-p.zc0]

M062X/Def2T|-55.2  |  8.0|  2.0| 20.1|8.5    |-55.5  

++++++++++++++++++++++++++++++++

H2O..Ir-

H2IrO  mw:210.974

Core ion CAS: Z-76948-83-9 Solvent: 7732-18-5 fg:201 cnt:11585

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

22ZHU/LIU    Datum: EA=2.11(5) eV LPES p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wir.zc0]

M062X/Def2T|69.4   | -0.3| -5.7| 17.9|-53.6  |122.7  

++++++++++++++++++++++++++++++++

LiD2-.

D2Li  mw:11.045 Anion CAS: N-64242-22-4 fg:3 cnt:3109

----

94SAR/HEN    Datum: EA=>2.54 eV LPES p:6

No detachment with 2.54 eV photons.

++++++++++++++++++++++++++++++++

H2O..Li-

H2LiO  mw:25.027

Core ion CAS: Z-14808-04-9 Solvent: 7732-18-5 fg:16 cnt:9227

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.52(4) eV LPES p:8

Vertical Detachment Energy:0.56(4) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [liw.zcf]

W1U        |-40.4  |  5.7|  1.6| 14.0|-58.5  |23.8   | 0.347

CBS-QB3    |-40.8  |  5.4|  1.1| 14.2|-58.2  |22.8   | 0.434

G3MP2B3    |-46.1  |  4.6|  0.4| 14.2|-57.6  |16.0   | 0.632

G3MP2B3+   |-46.6  |  5.1|  1.3| 12.8|-57.6  |16.0   | 0.633

G4MP2      |-45.3  |  8.3|  3.9| 14.7|-57.5  |20.5   | 0.606

M062X/Def2T|-31.4  |  8.8|  4.4| 14.7|-53.6  |31.0   | 0.121

B3/6-311++G|-36.2  |  7.2|  3.4| 12.8|-54.2  |25.2   | 0.255

++++++++++++++++++++++++++++++++

H2O..Li2SO4-

H2Li2O5S  mw:127.995

Core ion CAS: N-10377-48-7 Solvent: 7732-18-5 fg:21 cnt:11279

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15FEN/HOU    Datum: EA=0.84(8) eV LPES p:8

DaffH(AH)=  8.1/2.6 dEA

Vertical Detachment Energy:1.03(8) eV. There is an isomer with electron affinity = 0.24 eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [li2so4w.zcf]

G3MP2B3    |-327.8 | 19.2|  9.4| 32.8|-57.6  |-251.0 

++++++++++++++++++++++++++++++++

MnH2-

H2Mn  mw:56.954 Anion CAS: Z-102500-08-3 fg:3 cnt:1071

----

86MIL/FEI    Datum: EA=0.444(16) eV LPES | HOF(A-)=53.3/0.4 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mnh2-k.za0]

CBS-QB3    |54.7   |334.9|328.8| 0.381|85.6   |63.8   |20.3|30.3 

M062X/Def2T|37.8   |362.0|359.5|-1.109|40.5   |12.3   |8.4 |23.9 

B3/6-311++G|44.2   |335.4|329.3| 3.148|76.0   |117.0  |20.6|93.0 

++++++++++++++++++++++++++++++++

MnD2-

D2Mn  mw:58.967 Anion CAS: Z-102499-80-9 fg:3 cnt:1075

----

86MIL/FEI    Datum: EA=0.465(14) eV LPES p:8

++++++++++++++++++++++++++++++++

H2O..MnO4-

H2MnO5  mw:136.929

Core ion CAS: Z-14333-13-2 Solvent: 7732-18-5 fg:16 cnt:9512

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZHA/SUN    Datum: EA=5.30(5) eV LPES p:8

Vertical Detachment Energy:5.45(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [mno4w-s.zc0]

M062X/Def2T|-143.5 | 13.0|  5.4| 25.6|-53.6  |-76.9  

++++++++++++++++++++++++++++++++

NH2-

H2N  mw:16.019 Anion CAS: Z-17655-31-1 fg:3 cnt:51

HOF(A.)=  44.5/0.7 D+AH          | BDE(A-H)= 107.6/0.1  96MOR/ASH    

HOF(AH)= -11.0/0.1  89GUR/VEY    |

DacidS=24.8/0.2 A-AH |  S(A-)=44.9/0.2 Isoe 89GUR/VEY |  S(AH)=46.1/0.1  89GUR/VEY

----

18LAK/SIM    Datum: EA=0.7717(1) eV [6224.(1) cm-1] | HOF(A-)=26.7/0.6 Acid p:9

DacidG(AH)= 395.8/0.1 H-TS| DacidH(AH)= 403.4/0.5 D-EA

DaffH(AH)=  93.2/0.6 A-IN

Given: 6224(1) cm-1.

----

76MAC/HEM    Datum: DacidG= 396.1/0.7 IMRE | HOF(A-)=26.8/0.7 Acid p:9

DacidH(AH)= 403.5/0.7 G+TS EA(ev)= 0.766

----

95SNO/COE    Datum: EA=0.780(4) eV LPES p:8

----

89WIC/ERV    Datum: EA=0.771(5) eV LPES p:8

----

74CEL/BEN    Datum: EA=0.779(37) eV LPES p:8

----

72SMY/BRA2   Datum: EA=0.744(22) eV LPD  p:7

----

71SMY/MCI    Datum: EA=0.74(3) eV LPD  p:7

----

71FEL/       Datum: EA=0.76(4) eV PD   p:7
###### the following are "below the line": evaluated as not accurate ####

----

68COL/HUB    Datum: HOF(A-)=11.8/4.6 EIAE p:3

From NH3.

----

69PAG/GOO    Datum: EA=1.12 eV SI   [25.8 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nh2.zaf]

W1U        |26.8   |403.9|397.0| 0.756|-11.3  |44.2   |23.2|107.6

CBS-QB3    |28.7   |404.9|398.0| 0.708|-10.5  |45.0   |23.2|107.6

G3MP2B3    |27.0   |404.4|396.4| 0.742|-10.2  |44.1   |26.7|106.4

G3MP2B3+   |27.1   |404.5|397.6| 0.737|-10.2  |44.1   |23.0|106.4

G4MP2      |25.6   |403.1|396.2| 0.816|-10.3  |44.4   |23.1|106.8

M062X/Def2T|42.3   |414.2|407.3| 0.218|-7.2   |47.3   |23.0|106.6

B3/6-311++G|25.3   |404.3|397.4| 0.694|-11.7  |41.3   |23.0|105.1

++++++++++++++++++++++++++++++++

ND2-

D2N  mw:18.032 Anion CAS: Z-22856-00-4 fg:43 cnt:11648

----

95SNO/COE    Datum: EA=0.773(4) eV LPES p:9

++++++++++++++++++++++++++++++++

H2S..NO-

H2NOS  mw:63.986

Core ion CAS: Z-14967-78-3 Solvent: 7783-06-4 fg:492 cnt:5902

HOF(solv)=  -4.9/0.1 neut 89GUR/VEY

----

02HEN/DEC    Datum: EA=0.268(20) eV LPES p:9

DaffH(AH)=  5.6/0.5 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2sno.zcf]

W1U        |-10.4  | 15.6|  8.7| 22.9|25.6   |-20.4  | 1.124

G3MP2B3    |-11.2  | 15.2|  8.6| 22.2|25.3   |-21.3  | 1.147

G3MP2B3+   |-11.0  | 15.1|  8.3| 23.0|25.4   |-21.3  | 1.128

M062X/Def2T|-2.0   | 18.1| 10.9| 24.1|28.6   |-12.5  | 0.874

B3/6-311++G|-7.1   | 16.1|  9.4| 22.7|28.4   |-19.4  | 1.227

++++++++++++++++++++++++++++++++

HN=SiHO-

H2NOSi  mw:59.991 Anion CAS: Z-166542-97-8 fg:21 cnt:3184

DacidS=24.1/3.0 Calc | 

----

95HAN/KRE    Datum: DacidG= 352.3/4.0 IMRB p:8

DacidH(AH)= 359.5/4.1 G+TS

Between CF3CH2OH,MeSH, but poor thresholds due to competeting reactions.Composite computational methods(18BAR/) indicate an acidity ca. 7 kcal/mol stronger.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsionh.zaf]

W1U        |-73.3  |352.5|345.3| 3.487|-59.9  |7.5    |24.2|119.5

CBS-QB3    |-73.3  |352.2|345.0| 3.509|-59.8  |7.9    |24.3|119.9

G3MP2B3    |-73.0  |351.8|344.7| 3.530|-57.6  |8.8    |23.9|118.5

G3MP2B3+   |-73.1  |351.7|344.4| 3.523|-57.6  |8.5    |24.2|118.1

G4MP2      |-72.8  |351.9|344.8| 3.497|-57.5  |8.2    |24.0|117.9

M062X/Def2T|-66.1  |355.2|348.0| 3.279|-56.6  |9.9    |24.2|118.6

B3/6-311++G|-58.0  |352.7|345.4| 3.363|-43.4  |19.9   |24.2|115.4

++++++++++++++++++++++++++++++++

H2O..NO-

H2NO2  mw:48.009

Core ion CAS: Z-14967-78-3 Solvent: 7732-18-5 fg:492 cnt:2447

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02HEN/DEC    Datum: EA=0.750(20) eV LPES p:8

DaffH(AH)=  16.7/0.5 dEA

----

90EAT/ARN    Datum: EA=0.75(5) eV LPES p:8

DaffH(AH)=  16.7/1.2 dEA

Vertical Detachment Energy:1.180(10) eV. Calc. bond energy: 16.6 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wno-t.zcf]

W1U        |-53.2  | 15.8|  8.7| 23.8|-58.5  |21.1   | 0.692

CBS-QB3    |-53.4  | 15.6|  8.3| 24.4|-58.2  |20.4   | 0.678

G3MP2B3    |-51.6  | 15.8|  8.5| 24.7|-57.6  |21.9   | 0.665

G3MP2B3+   |-52.2  | 16.3|  9.4| 23.3|-57.6  |21.8   | 0.653

G4MP2      |-51.2  | 16.2|  9.0| 24.1|-57.5  |22.5   | 0.604

M062X/Def2T|-48.6  | 18.9| 11.9| 23.5|-53.6  |23.9   | 0.684

B3/6-311++G|-56.6  | 16.1|  9.1| 23.3|-54.2  |13.7   | 1.058

++++++++++++++++++++++++++++++++

D2O..NO-

D2NO2  mw:50.022

Core ion CAS: Z-14967-78-3 Solvent: 7789-20-0 fg:492 cnt:2449

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

90EAT/ARN    Datum: EA=0.80(5) eV LPES p:8

DaffH(AH)=  17.8/1.2 dEA

Vertical Detachment Energy:1.240(10) eV. Calc. bond energy: 17.8 kcal/mol.

++++++++++++++++++++++++++++++++

H2O..NO2-

H2NO3  mw:64.004

Core ion CAS: Z-14797-65-0 Solvent: 7732-18-5 fg:488 cnt:1325

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

85SIE/       Datum: DaffG= 8.5/0.2 TDAs | HOF(A-)=-116.5/0.2 AfIN p:8

DaffH(X..Y-)= 14.5/0.1 TDAs

----

79SMI/LEE2   Datum: EA=2.85 eV LPD  p:8

DaffH(AH)=  13.3/0.1 dEA

----

95BLA/KLA    Datum: DaffG= 8.5/0.3 IMRE p:7

DaffH(X..Y-)= 15.5/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

80LEE/KEE    Datum: DaffG= 8.1/0.2 TDAs p:7

DaffH(X..Y-)= 15.2/0.1 TDAs

----

82PAU/DAL    Datum: DaffH= 8.1/5.8 Endo p:6

----

71PAY/YAM    Datum: DaffG= 8.0 TDAs p:6

DaffH(X..Y-)= 14.3 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2ono2.zcf]

W1U        |-118.8 | 16.1|  8.0| 27.2|-58.5  |-44.2  

CBS-QB3    |-121.0 | 16.3|  7.7| 29.0|-58.2  |-46.5  

G3MP2B3    |-118.0 | 16.0|  7.3| 29.2|-57.6  |-44.4  

G3MP2B3+   |-118.3 | 16.1|  8.4| 25.7|-57.6  |-44.6  

G4MP2      |-117.7 | 15.1|  6.5| 28.9|-57.5  |-45.0  

M062X/Def2T|-111.1 | 19.8| 11.9| 26.6|-53.6  |-37.6  

B3/6-311++G|-115.3 | 16.8|  9.0| 25.9|-54.2  |-44.3  

++++++++++++++++++++++++++++++++

H2NSO3-

H2NO3S  mw:95.976 Anion CAS: Z-15853-39-1 fg:40 cnt:11637

----

24HU_/SHA    Datum: EA=4.58(8) eV LPES p:8

Vertical Detachment Energy:4.85(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2nso3.zaf]

W1U        |-176.6 |317.1|310.7| 4.561|-127.9 |-71.2  |21.7|108.8

CBS-QB3    |-176.3 |315.5|308.5| 4.592|-126.1 |-70.3  |23.4|107.9

G3MP2B3    |-169.4 |316.5|309.5| 4.610|-118.7 |-63.0  |23.5|107.9

G3MP2B3+   |-169.1 |316.7|309.8| 4.601|-118.6 |-62.8  |23.2|107.9

G4MP2      |-174.0 |317.0|310.0| 4.525|-123.8 |-69.5  |23.4|106.4

M062X/Def2T|-166.4 |318.5|311.3| 4.566|-120.2 |-61.0  |24.1|111.3

B3/6-311++G|-115.2 |315.6|308.7| 4.384|-63.6  |-13.9  |23.2|101.7

++++++++++++++++++++++++++++++++

H2O..NO3-

H2NO4  mw:79.999

Core ion CAS: Z-14797-55-8 Solvent: 7732-18-5 fg:489 cnt:1415

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02WAN/YAN    Datum: EA=4.38(8) eV LPES p:8

DaffH(AH)=  10.4/1.8 dEA

Vertical Detachment Energy:4.6(2) eV.

----

80LEE/KEE    Datum: DaffG= 7.2/0.3 TDAs | HOF(A-)=-145.7/0.4 AfIN p:8

DaffH(X..Y-)= 14.6/0.2 TDAs

----

95BLA/KLA    Datum: DaffG= 7.1/0.3 IMRE p:7

DaffH(X..Y-)= 14.1/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

85BAN/IRI    Datum: DaffG= 7.3/0.1 IMRE p:6

----

84ARN/QIU    Datum: DaffG= 8.8/2.0 IMRE p:6

DaffH(X..Y-)= 14.8/2.2 G+TS

From mass spectrometric sampling of ambient ions at 40.4 km altitude, T=250K.

----

71PAY/YAM    Datum: DaffG= 6.7 TDAs p:6

DaffH(X..Y-)= 12.4 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wno3.zcf]

W1U        |-146.6 | 14.3|  7.6| 22.5|-58.5  |-73.7  

CBS-QB3    |-150.1 | 14.4|  6.8| 25.4|-58.2  |-77.5  

G3MP2B3    |-144.6 | 14.2|  6.5| 25.5|-57.6  |-72.8  

G3MP2B3+   |-144.8 | 14.2|  7.7| 21.9|-57.6  |-73.0  

G4MP2      |-144.3 | 13.6|  6.1| 25.2|-57.5  |-73.2  

M062X/Def2T|-141.6 | 16.2|  9.2| 23.5|-53.6  |-71.8  

B3/6-311++G|-140.4 | 14.2|  7.6| 22.1|-54.2  |-72.1  

++++++++++++++++++++++++++++++++

HOOH..NO2-

H2NO4  mw:79.999

Core ion CAS: Z-14797-65-0 Solvent: 7722-84-1 fg:488 cnt:1479

HOF(solv)= -32.5/0.1 neut 03DOR/IOR

----

84BOH/FAH    Datum: DaffG= 14.3/1.0 TDEq | HOF(A-)=-96.9/1.0 AfIN p:8

DaffH(X..Y-)= 20.2/1.0 TDEq

Relative to HOH.bullet..bullet.NO2-, 80KEE/LEE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hoohno2.zcf]

W1U        |-103.1 | 26.0| 16.3| 32.3|-32.9  |-44.2  

CBS-QB3    |-106.1 | 26.0| 16.1| 33.2|-33.7  |-46.5  

G3MP2B3    |-101.7 | 25.7| 15.9| 33.0|-31.6  |-44.4  

G3MP2B3+   |-101.9 | 25.7| 16.0| 32.5|-31.6  |-44.6  

G4MP2      |-101.2 | 24.8| 15.1| 32.6|-31.4  |-45.0  

M062X/Def2T|-96.1  | 29.4| 19.9| 31.9|-29.1  |-37.6  

B3/6-311++G|-96.4  | 25.5| 15.8| 32.5|-26.6  |-44.3  

++++++++++++++++++++++++++++++++

HOOH..NO3-

H2NO5  mw:95.994

Core ion CAS: Z-14797-55-8 Solvent: 7722-84-1 fg:489 cnt:1480

HOF(solv)= -32.5/0.1 neut 03DOR/IOR

----

84BOH/FAH    Datum: DaffG= 12.8/1.0 TDEq | HOF(A-)=-124.9/1.1 AfIN p:8

DaffH(X..Y-)= 19.2/1.0 TDEq

Relative to HOH.bullet..bullet.NO3-, 80KEE/LEE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hoohno3.zcf]

CBS-QB3    |-133.8 | 22.6| 13.6| 30.4|-33.7  |-77.5  

G3MP2B3    |-126.7 | 22.3| 13.3| 30.1|-31.6  |-72.8  

G3MP2B3+   |-126.9 | 22.3| 13.3| 30.0|-31.6  |-73.0  

G4MP2      |-126.3 | 21.7| 12.7| 30.0|-31.4  |-73.2  

M062X/Def2T|-124.7 | 23.9| 15.1| 29.3|-29.1  |-71.8  

B3/6-311++G|-120.0 | 21.3| 12.4| 30.0|-26.6  |-72.1  

++++++++++++++++++++++++++++++++

H2O..{SO2}..NO3-

H2NO6S  mw:143.961 fg:489 cnt:3997

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

85BAN/IRI    Datum: DaffG= 4.3/0.1 IMRE p:8

++++++++++++++++++++++++++++++++

H2NS-

H2NS  mw:47.991 Anion CAS: Z-81649-96-9 fg:16 cnt:648

DacidS=21.0/3.0 Stat | 

----

81DEP/BIE #  Datum: DacidG= 350.6/3.0 IMRB p:8

DacidH(AH)= 356.9/3.1 G+TS

Between CF3CH2OH and H2S, comparable to MeSH.

----

84BIE/GRA    Datum: DacidG= 353.7/3.0 IMRB p:6

DacidH(AH)= 360.0/3.1 G+TS

NH2- + COS ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2ns.zaf]

W1U        |4.0    |359.3|352.0| 1.143|10.6   |30.6   |24.7|72.1 

CBS-QB3    |4.1    |358.8|351.4| 1.150|11.0   |30.8   |24.7|71.8 

G3MP2B3    |4.2    |359.2|351.9| 1.204|12.2   |32.2   |24.6|72.2 

G3MP2B3+   |4.2    |359.2|351.9| 1.207|12.2   |32.3   |24.6|72.2 

G4MP2      |4.5    |360.1|352.8| 1.164|11.6   |31.6   |24.6|72.2 

M062X/Def2T|10.8   |363.2|355.9| 0.831|12.3   |30.1   |24.4|69.9 

B3/6-311++G|6.2    |356.7|349.4| 1.102|16.8   |31.9   |24.5|67.2 

++++++++++++++++++++++++++++++++

HSiNH-

H2NSi  mw:43.996 Anion CAS: Z-145960-05-0 fg:16 cnt:3424

DacidS=24.7/3.0 Calc | 

----

93DAM/KRE    Datum: DacidG= 352.0/3.0 IMRB p:7

DacidH(AH)= 359.4/3.1 G+TS

Between CF3CH2OH, pyrrole. Composite computational methods(18BAR/) indicate the most stable conjugate acid is HSiNH2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hsinh.zaf]

W1U        |27.6   |354.9|347.6| 1.730|38.5   |67.6   |24.7|81.2 

CBS-QB3    |27.4   |355.2|347.8| 1.653|37.9   |65.7   |24.9|79.9 

G3MP2B3    |25.8   |354.3|346.9| 1.717|38.7   |65.6   |24.8|79.0 

G3MP2B3+   |25.7   |354.2|346.9| 1.734|38.6   |65.8   |24.7|79.3 

G4MP2      |26.1   |354.4|347.0| 1.701|38.8   |65.5   |24.8|78.7 

M062X/Def2T|34.9   |357.4|350.0| 1.502|42.2   |69.7   |24.7|79.6 

B3/6-311++G|31.8   |353.8|346.4| 1.646|45.3   |69.9   |24.7|76.7 

++++++++++++++++++++++++++++++++

H2O..N3-

H2N3O  mw:60.020

Core ion CAS: Z-14343-69-2 Solvent: 7732-18-5 fg:16 cnt:6441

HOF(A.)=  49.5/2.3               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=3.14(6) eV LPES | HOF(A-)=-22.3/1.8 AfIN p:9

DaffH(AH)=  10.6/1.5 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:3.25(3) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wn3.zcf]

G3MP2B3    |-25.3  | 12.9|  6.7| 20.7|-57.6  |45.2   | 3.243

M062X/Def2T|-19.1  | 14.7|  8.6| 20.5|-53.6  |49.3   | 3.080

B3/6-311++G|-28.2  | 13.9|  8.2| 19.0|-54.2  |39.8   | 3.247

++++++++++++++++++++++++++++++++

(HNO3)2..NO3-

H2N3O9  mw:187.980 fg:489 cnt:4013

HOF(solv)= -32.1/0.1 neut 03DOR/IOR

----

77DAV/FEH    Datum: DaffG= 11.7/2.2 TDAs | HOF(A-)=-182.3/3.2 AfIN p:8

DaffH(X..Y-)= 18.3/1.0 TDAs

----

80WLO/LUC    Datum: DaffG= 9.0/0.3 TDAs | HOF(A-)=-180.0/3.1 AfIN p:7

DaffH(X..Y-)= 16.0/0.8 TDAs

----

84ARN/QIU    Datum: DaffG= 13.8/2.0 IMRE p:6

DaffH(X..Y-)= 20.0/2.2 G+TS

From mass spectrometric sampling of ambient ions at 40.4 km altitude, T=250K.

----

82ARN/VIG    Datum: DaffG= 12.6/2.0 IMRE p:6

DaffH(X..Y-)= 20.1/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hno32no3.zcf]

G3MP2B3    |-183.3 | 18.7| 10.1| 28.6|-31.1  |-133.5 

B3/6-311++G|-170.7 |     |     |     |       |       

++++++++++++++++++++++++++++++++

H2O..Na-

H2NaO  mw:41.001 Anion CAS: Z-181884-29-7 fg:16 cnt:6302

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.76(10) eV LPES p:8

DaffH(AH)=  4.9/2.3 dEA

The stated EA is the Vertical Detachment Energy. See also 96MIS/TSU.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wna.zcf]

W1U        |-50.8  |  5.2|  1.1| 13.7|-58.5  |13.0   | 0.544

CBS-QB3    |-51.6  |     |     |     |-58.2  |       | 0.619

G3MP2B3    |-55.4  |  3.9| -0.2| 13.8|-57.6  |6.1    | 0.759

G3MP2B3+   |-56.0  |  4.5|  0.6| 13.0|-57.6  |6.1    | 0.749

G4MP2      |-54.9  |  8.1|  4.3| 12.5|-57.5  |10.7   | 0.723

M062X/Def2T|-47.1  |  7.9|  3.5| 14.7|-53.6  |14.4   | 0.524

B3/6-311++G|-48.9  |  6.9|  3.0| 13.1|-54.2  |12.2   | 0.576

++++++++++++++++++++++++++++++++

H2O..NaSO4-

H2NaO5S  mw:136.953

Core ion CAS: Z-21343-68-0 Solvent: 7732-18-5 fg:21 cnt:10527

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

06WAN/WOO3   Datum: EA=4.0(1) eV LPES p:8

Vertical Detachment Energy:4.50(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wnaso4.zcf]

G3MP2B3    |-309.2 |     |     |     |       |-227.3 | 4.037

G4MP2      |-308.1 | 18.2|  9.8| 28.3|-57.5  |-232.3 |      

M062X/Def2T|-308.9 | 27.6| 17.7| 33.4|-53.6  |-227.6 | 3.844

B3/6-311++G|-233.5 |     |     |     |       |       | 3.301

++++++++++++++++++++++++++++++++

NiH2-

H2Ni  mw:59.952 Anion CAS: Z-102499-80-9 fg:3 cnt:1074

----

86MIL/FEI    Datum: EA=1.934(8) eV LPES | HOF(A-)=52.1/0.2 R-EA p:8

DaffH(AH)=  27.2/0.2 dEA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nih2-d.za0]

CBS-QB3    |114.6  |406.4|400.8|-0.777|74.0   |96.7   |18.6|74.8 

M062X/Def2T|72.6   |344.0|341.7| 1.565|93.3   |108.8  |7.7 |67.6 

++++++++++++++++++++++++++++++++

NiD2-

D2Ni  mw:61.964 Anion CAS: Z-102499-80-9 fg:16 cnt:1078

----

86MIL/FEI    Datum: EA=1.926(7) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni(H2O)-

H2NiO  mw:75.946 Anion CAS: N-100012-09-7 fg:16 cnt:9864

----

18LIU/MIL    Datum: EA=1.600(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nioh2-d.zan]

B3/6-311++G|11.1   |     |     | 1.341|       |41.7   |    |     

++++++++++++++++++++++++++++++++

HNiOH-

H2NiO  mw:75.946 Anion CAS: N-126990-82-7 fg:16 cnt:9861

----

18LIU/MIL    Datum: EA=1.910(17) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hnioh-d.zan]

B3/6-311++G|-13.2  |     |     | 1.939|       |31.4   |    |     

++++++++++++++++++++++++++++++++

OH..H-

H2O  mw:18.011 Anion CAS: Z-12259-30-2 fg:480 cnt:1180

HOF(solv)=   9.0/0.1 D+AH          

----

84DEK/NIB    Datum: HOF(A-)=-8.1/4.0 IMRB p:6

DaffH(X..Y-)= 51.8/4.0 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

87GRI/HAR    Datum: EA=1.2(5) eV EIAE p:3

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ohh.zcf]

W1U        |-13.6  | 56.9| 50.9| 20.4|8.6    |34.7   

CBS-QB3    |5.6    | 42.9| 37.8| 17.3|8.8    |34.7   

G3MP2B3    |7.2    | 40.4| 35.3| 17.1|8.1    |34.7   

G3MP2B3+   |6.8    | 40.9| 35.8| 17.0|8.1    |34.7   

G4MP2      |7.5    | 48.3| 43.1| 17.4|8.6    |34.7   

M062X/Def2T|2.9    | 60.1| 54.0| 20.4|10.6   |34.7   

B3/6-311++G|0.4    | 32.8| 35.4| 17.0|8.8    |34.7   

++++++++++++++++++++++++++++++++

HPdOH-

H2OPd  mw:123.915 fg:16 cnt:9862

----

18LIU/MIL    Datum: EA=2.500(12) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hpdoh-d.za0]

M062X/Def2T|15.6   |     |     | 2.006|       |61.9   |    |     

++++++++++++++++++++++++++++++++

Pd(H2O)-

H2OPd  mw:123.915 Anion CAS: N-1291074-44-6 fg:16 cnt:9863

----

18LIU/MIL    Datum: EA=0.900(27) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pdoh2-d.za0]

M062X/Def2T|20.5   |     |     | 0.415|       |30.0   |    |     

++++++++++++++++++++++++++++++++

Pt(H2O)-

H2OPt  mw:212.976 Anion CAS: N-1291074-44-6 fg:16 cnt:9858

----

18LIU/MIL    Datum: EA=2.550(12) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptoh2-d.za0]

M062X/Def2T|35.1   |     |     | 1.616|       |72.0   |    |     

++++++++++++++++++++++++++++++++

HPtOH-

H2OPt  mw:212.976 fg:16 cnt:9859

----

18LIU/MIL    Datum: EA=2.980(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hptoh-d.za0]

M062X/Def2T|22.1   |     |     | 1.924|       |66.4   |    |     

++++++++++++++++++++++++++++++++

H2PtO-

H2OPt  mw:212.976 fg:16 cnt:9860

----

18LIU/MIL    Datum: EA=3.340(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2pto-d.za0]

M062X/Def2T|44.6   |     |     | 2.680|       |106.1  |    |     

++++++++++++++++++++++++++++++++

HThO-

H2OTh  mw:250.049 Anion CAS: N-442691-18-1 fg:16 cnt:11338

----

21MAR/ZHU2   Datum: EA=1.297(35) eV LPES p:8

++++++++++++++++++++++++++++++++

V(H2O)-

H2OV  mw:68.955 Anion CAS: N-870989-40-5 fg:16 cnt:9869

----

18LIU/MIL    Datum: EA=0.700(29) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2vo-t.za0]

CBS-QB3    |-22.1  |     |     | 2.123|       |26.8   |    |     

M062X/Def2T|-4.5   |     |     | 2.502|       |53.1   |    |     

B3/6-311++G|-22.2  |     |     | 2.216|       |28.8   |    |     

++++++++++++++++++++++++++++++++

H2O..O-.

H2O2  mw:34.006

Core ion CAS: Z-14337-01-0 Solvent: 7732-18-5 fg:487 cnt:3103

HOF(A.)=   1.8/1.6               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

01DEY/CLE    Datum: DaffH= 26.5/1.8 PDis p:9

----

95ARN/XU     Datum: EA=2.94(3) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2oo.zcf]

W1U        |-59.4  | 27.0| 20.6| 21.5|-58.5  |26.1   

CBS-QB3    |-57.9  | 27.4| 21.0| 21.5|-58.2  |27.7   

G3MP2B3    |-58.0  | 29.1| 22.7| 21.4|-57.6  |28.7   

G3MP2B3+   |-57.6  | 28.9| 22.5| 21.3|-57.6  |28.9   

G4MP2      |-58.8  | 28.0| 21.5| 21.8|-57.5  |26.8   

M062X/Def2T|-51.0  | 34.7| 28.2| 21.9|-53.6  |37.4   

B3/6-311++G|-60.5  | 28.7| 22.3| 21.3|-54.2  |22.3   

++++++++++++++++++++++++++++++++

D2O..O-.

D2O2  mw:36.019

Core ion CAS: Z-14337-01-0 Solvent: 7789-20-0 fg:487 cnt:5332

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

01DEY/CLE    Datum: DaffH= 24.2/1.8 PDis | HOF(A-)=-56.9/1.8 AfIN p:9

----

95ARN/XU     Datum: EA=3.21(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2O..O2-.

H2O3  mw:50.001

Core ion CAS: Z-11062-77-4 Solvent: 7732-18-5 fg:491 cnt:1360

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

01LUO/CLE    Datum: EA=1.42(5) eV LPES p:9

DaffH(AH)=  22.4/1.2 dEA

Vertical Detachment Energy:2.03(5) eV.

----

09GOE/SAN    Datum: EA=2.142(5) eV LPES p:8

DaffH(AH)=  39.1/0.2 dEA

The stated EA is the Vertical Detachment Energy.

----

70ARS/KEB    Datum: DaffG= 12.5/2.0 TDAs | HOF(A-)=-86.5/2.6 AfIN p:7

DaffH(X..Y-)= 18.4/2.0 TDAs
###### the following are "below the line": evaluated as not accurate ####

----

71PAR/       Datum: DaffG= 11.7/2.0 IMRE p:3

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hoho2.zcf]

W1U        |-88.3  | 19.8| 12.5| 24.4|-58.5  |-10.0  | 1.249

CBS-QB3    |-88.7  | 19.3| 11.6| 25.8|-58.2  |-11.2  | 1.247

G3MP2B3    |-84.7  | 19.6| 11.8| 26.2|-57.6  |-7.5   | 1.137

G3MP2B3+   |-87.0  | 21.9| 14.7| 24.0|-57.6  |-7.6   |      

G4MP2      |-85.3  | 19.3| 11.6| 25.9|-57.5  |-8.4   | 1.198

M062X/Def2T|-81.6  | 23.4| 16.2| 24.4|-53.6  |-4.5   |      

B3/6-311++G|-88.2  | 20.7| 13.5| 24.0|-54.2  |-13.4  | 1.488

++++++++++++++++++++++++++++++++

(HO)2ThO-

H2O3Th  mw:282.039 Anion CAS: N-442515-75-5 fg:17 cnt:11753

----

25TUF/CHI    Datum: EA=0.95(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

TiO(OH)2-

H2O3Ti  mw:97.949 Anion CAS: N-12026-28-7 fg:16 cnt:9719

----

18DEV/ABO    Datum: EA=1.2529(4) eV SEVI p:8

----

13LI_/XU     Datum: EA=1.51(8) eV LPES p:8

Vertical Detachment Energy:1.51(8) eV.

++++++++++++++++++++++++++++++++

H2O..O3-

H2O4  mw:65.996

Core ion CAS: Z-12596-80-4 Solvent: 7732-18-5 fg:202 cnt:11121

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

14LEH/LIN    Datum: DaffH=<12.2/2.3 PDis p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hoho3.zcf]

G3MP2B3    |-84.7  | 14.9|  7.3| 25.5|-57.6  |-12.2  | 2.690

B3/6-311++G|-85.1  |     |     |     |       |       | 3.358

++++++++++++++++++++++++++++++++

D2O..O3-

D2O4  mw:68.008

Core ion CAS: Z-12596-80-4 Solvent: 7789-20-0 fg:491 cnt:11120

----

99LUO/CLE    Datum: DaffH= 17.3/2.1 PDis p:7

++++++++++++++++++++++++++++++++

H2O..PO3-

H2O4P  mw:96.970

Core ion CAS: Z-15389-19-2 Solvent: 7732-18-5 fg:16 cnt:2273

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

89KEE/CAS    Datum: DaffH= 12.9/0.3 TDAs | HOF(A-)=-294.4/5.8 AfIN p:8

DaffG(X..Y-)= 6.3/1.2 TDAs

Not (HO)2PO2-. See also 96BLA/HO : (HO)2PO2- -> PO3- + HOH, Eact ca. 55 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wpo3.zcf]

CBS-QB3    |-297.5 | 14.2|  6.7| 25.3|-58.2  |-225.1 

G3MP2B3    |-291.5 | 13.8|  6.4| 24.9|-57.6  |-220.1 

G3MP2B3+   |-291.4 | 13.8|  6.3| 25.2|-57.6  |-220.0 

G4MP2      |-292.4 | 13.1|  5.6| 25.2|-57.5  |-221.7 

M062X/Def2T|-288.3 | 15.6|  7.9| 25.7|-53.6  |-219.0 

B3/6-311++G|-253.0 | 13.3|  5.8| 25.2|-54.2  |-185.5 

++++++++++++++++++++++++++++++++

H2PO4-

H2O4P  mw:96.970 Anion CAS: Z-14066-20-7 fg:16 cnt:4100

HOF(A.)= -205.9/6.6 D+AH         | BDE(A-H)= 122.2/5.8 D-EA          

HOF(AH)= -276.0/4.0 Est4         |

DacidS=25.0/3.0 Stat | 

----

01WAN/VOR    Datum: EA=4.57(1) eV LPES | HOF(A-)=-311.2/6.6 Acid p:9

DacidG(AH)= 323.0/5.3 H-TS| DacidH(AH)= 330.4/5.2 D-EA

Vertical Detachment Energy:5.06(5) eV.

----

14WAN/KAS    Datum: EA=4.55(10) eV LPES p:8

----

97MOR/KNI    Datum: DacidG= 323.0/4.9 IMRB p:7

DacidH(AH)= 330.5/5.0 G+TS

Between HCl, HBr. For neutral heat, .DELTA.vapH=3/2*H2SO4, plus .DELTA.fH(liquid).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2po4.zaf]

W1U        |-310.4 |329.6|322.5| 4.400|-274.1 |-208.8 |23.6|117.4

CBS-QB3    |-311.0 |328.7|321.5| 4.341|-273.9 |-210.7 |24.0|115.3

G3MP2B3    |-304.2 |329.6|322.4| 4.489|-266.6 |-200.5 |24.2|118.2

G3MP2B3+   |-304.3 |329.4|322.0| 4.436|-266.5 |-201.9 |24.8|116.7

G4MP2      |-306.9 |329.7|322.7| 4.350|-269.4 |-206.3 |23.5|115.1

M062X/Def2T|-304.9 |331.4|324.2| 4.241|-271.5 |-206.8 |24.1|116.8

B3/6-311++G|-260.6 |326.6|319.3| 4.171|-220.0 |-164.4 |24.6|107.7

++++++++++++++++++++++++++++++++

D2O..PO3-

D2O4P  mw:98.982

Core ion CAS: Z-15389-19-2 Solvent: 7789-20-0 fg:42 cnt:11893

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

89KEE/CAS    Datum: DaffH= 12.6/0.2 TDEq | HOF(A-)=-294.9/5.8 AfIN p:8

DaffG(X..Y-)= 6.4/0.3 H-TS

++++++++++++++++++++++++++++++++

H2O..SO3-

H2O4S  mw:97.968

Core ion CAS: Z-12210-38-7 Solvent: 7732-18-5 fg:16 cnt:2920

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

92MOH/REI    Datum: DaffG= 5.6/0.2 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wso3.zcf]

CBS-QB3    |-218.1 | 13.0|  4.4| 29.0|-58.2  |-146.9 

G3MP2B3    |-210.5 | 12.8|  4.4| 28.4|-57.6  |-140.1 

G3MP2B3+   |-210.7 | 13.2|  4.8| 28.1|-57.6  |-139.9 

G4MP2      |-215.7 | 12.9|  4.5| 28.2|-57.5  |-145.3 

M062X/Def2T|-204.5 | 15.3|  7.1| 27.5|-53.6  |-135.6 

B3/6-311++G|-166.8 | 13.0|  4.6| 28.2|-54.2  |-99.6  

++++++++++++++++++++++++++++++++

H2O..O4-.

H2O5  mw:81.991 fg:202 cnt:9039

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

09GOE/SAN    Datum: EA=2.351(5) eV LPES p:7

DaffH(AH)=  18.0/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2O..SO4-

H2O5S  mw:113.963

Core ion CAS: Z-12143-45-2 Solvent: 7732-18-5 fg:16 cnt:2921

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

92MOH/REI    Datum: DaffG= 5.9/0.2 IMRE | HOF(A-)=-234.1/6.1 AfIN p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wso4.zcf]

CBS-QB3    |-248.2 | 11.3|  2.9| 28.1|-58.2  |-178.7 

G3MP2B3    |-239.5 | 11.2|  2.8| 28.0|-57.6  |-170.7 

G3MP2B3+   |-239.9 | 11.8|  3.7| 27.2|-57.6  |-170.4 

G4MP2      |-246.7 | 11.9|  3.5| 28.2|-57.5  |-177.2 

M062X/Def2T|-235.0 | 12.7|  4.6| 27.2|-53.6  |-168.7 

B3/6-311++G|-182.6 | 11.0|  2.9| 27.0|-54.2  |-117.4 

++++++++++++++++++++++++++++++++

H2O..{SO2}..SO2-.

H2O5S2  mw:145.935 fg:493 cnt:3386

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 4.3/0.2 TDAs | HOF(A-)=-255.4/1.5 AfIN p:8

DaffH(X..Y-)= 8.9/0.8 TDAs

++++++++++++++++++++++++++++++++

H2O..SO5-.

H2O6S  mw:129.958

Core ion CAS: Z-12509-93-2 Solvent: 7732-18-5 fg:16 cnt:2922

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

92MOH/REI    Datum: DaffG= 4.1/0.2 IMRE p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so5w.zcf]

CBS-QB3    |-246.2 | 10.8|  2.1| 29.1|-58.2  |-177.2 

G3MP2B3    |-237.6 | 10.7|  2.0| 29.2|-57.6  |-169.2 

G3MP2B3+   |-236.9 | 10.8|  2.5| 27.8|-57.6  |-168.5 

G4MP2      |-244.6 | 10.8|  2.1| 29.1|-57.5  |-176.3 

M062X/Def2T|-236.2 | 12.0|  3.7| 28.0|-53.6  |-170.5 

B3/6-311++G|-180.7 | 10.3|  2.1| 27.2|-54.2  |-116.3 

++++++++++++++++++++++++++++++++

H2O..O6-.

H2O7  mw:113.981 fg:202 cnt:9040

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

09GOE/SAN    Datum: EA=2.431(5) eV LPES p:7

DaffH(AH)=  14.8/0.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2P2O7=

H2O7P2  mw:175.929 Anion CAS: Z-15251-42-0 fg:16 cnt:5470

----

01WAN/VOR    Datum: EA=1.16(1) eV LPES p:8

Vertical Detachment Energy:1.59(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h2p2o7.zdf]

CBS-QB3    |-516.6 |401.3|396.2| 0.922|-552.2 |-494.7 |17.1|109.6

G3MP2B3    |-502.8 |402.3|397.4| 0.955|-537.9 |-480.0 |16.4|109.9

G3MP2B3+   |-502.4 |402.2|397.0| 0.966|-537.4 |-479.5 |17.6|110.0

G4MP2      |-507.1 |403.0|397.6| 0.758|-543.0 |-489.0 |18.0|106.1

M062X/Def2T|-506.8 |405.1|399.5| 0.704|-547.2 |-490.0 |19.0|109.3

B3/6-311++G|-416.0 |400.0|394.8| 1.247|-448.8 |-386.1 |17.6|114.8

++++++++++++++++++++++++++++++++

HSO3..HSO4-

H2O7S2  mw:177.925

Core ion CAS: Z-14996-02-2 Solvent: 32750-86-0 fg:16 cnt:11494

----

84ARN/QIU    Datum: DaffG=>16.2/2.0 IMRE p:6

DaffH(X..Y-)=>23.7/2.2 G+TS

From mass spectrometric sampling of ambient ions at 40.4 km altitude, T=250K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hso3hso4.zcf]

G3MP2B3    |-345.6 | 70.6| 58.4| 41.1|-54.2  |-220.8 

G3MP2B3    |-334.2 | 28.2| 19.4| 29.6|-165.9 |-140.1 

++++++++++++++++++++++++++++++++

H2O..{SO2}2..SO2-.

H2O7S3  mw:209.897 fg:493 cnt:3387

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 3.6/0.2 TDAs | HOF(A-)=-65.2/0.2 AfIN p:8

DaffH(X..Y-)= 7.4/0.2 TDAs

++++++++++++++++++++++++++++++++

H2O..O3SSSSO3=

H2O7S4  mw:241.869

Core ion CAS: Z-15536-54-6 Solvent: 7732-18-5 fg:16 cnt:3343

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 9.1/0.3 IMRE p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [o3s4o3w.zcf]

G3MP2B3    |-351.7 | 18.4|  9.0| 31.4|-57.6  |-275.7 

G4MP2      |-360.3 | 17.7|  8.2| 32.0|-57.5  |-285.0 

M062X/Def2T|-344.5 | 18.8|  9.8| 30.3|-53.6  |-272.0 

B3/6-311++G|-230.0 | 17.7|  8.6| 30.8|-54.2  |-158.1 

++++++++++++++++++++++++++++++++

H2O..{SO2}3..SO2-.

H2O9S4  mw:273.859 fg:493 cnt:3388

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 3.4/0.2 TDAs | HOF(A-)=-142.7/0.4 AfIN p:8

DaffH(X..Y-)= 7.6/0.3 TDAs

++++++++++++++++++++++++++++++++

H2O..{SO2}4..SO2-.

H2O11S5  mw:337.821 fg:493 cnt:3389

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 3.3/0.2 TDAs | HOF(A-)=-219.0/0.5 AfIN p:8

DaffH(X..Y-)= 7.5/0.4 TDAs

++++++++++++++++++++++++++++++++

H2O..{SO2}5..SO2-.

H2O13S6  mw:401.783 fg:493 cnt:3390

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 3.1/0.2 TDAs | HOF(A-)=-293.1/0.5 AfIN p:8

DaffH(X..Y-)= 6.5/0.2 TDAs

++++++++++++++++++++++++++++++++

(SO2)6..{HOH}..SO2-.

H2O15S7  mw:465.744 fg:493 cnt:3391

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 0.7/0.2 TDAs | HOF(A-)=-367.3/0.8 AfIN p:8

DaffH(X..Y-)= 3.2/0.6 TDAs

++++++++++++++++++++++++++++++++

PH2-

H2P  mw:32.990 Anion CAS: Z-13937-34-3 fg:3 cnt:57

HOF(A.)=  33.1/2.0  69MCA/LOS    | BDE(A-H)= 83.9/2.0 R-AH           

HOF(AH)=   1.3/0.4  98JANAF      |

DacidS=24.9/0.2 A-AH |  S(A-)=49.1/0.2 Isoe 89GUR/VEY |  S(AH)=50.2  82WAG/EVA

----

05ERV/LIN    Datum: EA=1.263(6) eV LPES | HOF(A-)=4.0/8.3 Acid p:9

DacidG(AH)= 361.0/2.0 H-TS| DacidH(AH)= 368.4/2.0 D-EA

DaffH(AH)=  87.1/8.3 A-IN

Composite computational methods(91CUR/RAG,98RIC/BAU, 18BAR/) give a Bond Dissociation Energy of ca. 82 kcal/mol.

----

76ZIT/LIN    Datum: EA=1.271(10) eV LPES p:8

----

72SMY/BRA    Datum: EA=1.25(3) eV PD   p:7

----

71SMY/MCI    Datum: EA=1.30(3) eV LPD  p:7

----

79BAR/SCO #  Datum: DacidG= 363.4/2.0 IMRE | HOF(A-)=6.5/8.3 Acid p:6

DacidH(AH)= 370.8/2.0 G+TS EA(ev)= 1.156 DaffH(X..Y-)= 84.7/8.3 A-IN

The D-EA cycle does not close by 2-3 kcal/mol. The reason for this discrepancy is not known.
###### the following are "below the line": evaluated as not accurate ####

----

69HAL/PLA    Datum: DacidH(AH)= 364.3/4.6 EIAE p:3

----

64EBI/KRA    Datum: DacidH(AH)=<366.6/2.3 EIAE p:3

EA(eV)= 1.338

----

69PAG/GOO    Datum: EA=1.60 eV SI   [36.9 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ph2.zaf]

W1U        |2.8    |367.2|360.3| 1.258|1.5    |31.9   |23.1|82.5 

CBS-QB3    |2.1    |367.4|360.5| 1.266|0.4    |31.3   |23.2|82.9 

G3MP2B3    |2.3    |367.3|359.1| 1.269|2.2    |31.5   |27.5|81.5 

G3MP2B3+   |2.3    |367.3|360.4| 1.268|2.1    |31.5   |23.1|81.5 

G4MP2      |3.2    |368.4|361.5| 1.249|1.9    |32.0   |23.1|82.2 

M062X/Def2T|8.4    |371.9|365.0| 0.949|1.2    |30.2   |23.1|81.2 

B3/6-311++G|1.0    |366.7|359.8| 1.255|1.5    |29.9   |23.1|80.4 

++++++++++++++++++++++++++++++++

HPPH-

H2P2  mw:63.964 Anion CAS: Z-107596-48-5 fg:20 cnt:6607

----

05ERV/LIN    Datum: EA=1.030(10) eV LPES p:9

Cis isomer.

----

05ERV/LIN    Datum: EA=1.000(10) eV LPES p:9

Trans isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hpph-e.zzf]

W1U        |5.7    |     |     | 1.014|       |28.9   |    |     

CBS-QB3    |4.3    |     |     | 0.992|       |27.0   |    |     

G3MP2B3    |6.1    |     |     | 0.974|       |28.3   |    |     

G4MP2      |5.7    |     |     | 0.959|       |27.6   |    |     

M062X/Def2T|5.8    |     |     | 0.897|       |26.3   |    |     

B3/6-311++G|6.5    |     |     | 1.214|       |34.3   |    |     

++++++++++++++++++++++++++++++++

SiH2-.

H2Si  mw:29.993 Anion CAS: Z-54991-62-7 fg:3 cnt:68

HOF(A.)=  65.3/1.2  91GUR/VEY    | BDE(A-H)= 69.5/1.3 R-AH           

HOF(AH)=  47.9/0.6  91SEE/FEN    |

DacidS=23.0/3.0 Calc | 

----

75KAS/HER    Datum: EA=1.124(22) eV LPES | HOF(A-)=39.4/2.3 R-EA p:8

DacidG(AH)= 350.3/1.7 H-TS| DacidH(AH)= 357.2/1.7 D-EA

DaffH(AH)=  83.4/2.3 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

64EBI/KRA    Datum: HOF(A-)=<88.7/9.1 EIAE p:2

DaffH(X..Y-)=>34.1/9.1 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sih2-d.zaf]

W1U        |38.6   |358.1|351.3| 1.082|46.4   |63.6   |22.9|69.3 

CBS-QB3    |39.6   |359.4|352.5| 1.013|46.0   |63.0   |23.1|69.1 

G3MP2B3    |38.2   |359.1|350.9| 1.087|46.3   |63.3   |27.4|69.0 

G3MP2B3+   |38.2   |359.1|352.2| 1.087|46.3   |63.3   |23.1|69.0 

G4MP2      |39.2   |359.8|352.9| 1.043|46.6   |63.3   |23.1|68.8 

M062X/Def2T|43.3   |361.6|354.7| 0.898|46.4   |64.0   |23.0|69.7 

B3/6-311++G|38.1   |357.9|351.0| 1.181|47.5   |65.3   |23.0|70.0 

++++++++++++++++++++++++++++++++

ThH2-

H2Th  mw:234.054 Anion CAS: N-16689-88-6 fg:3 cnt:11528

----

22VAS/MAR    Datum: EA=0.871(13) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NH3..I-

H3IN  mw:143.932 Anion CAS: N-133941-92-1 fg:484 cnt:1885

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

87EVA/KEE    Datum: DaffG= 1.2/0.6 TDAs | HOF(A-)=-63.4/0.4 AfIN p:9

DaffH(X..Y-)= 7.4/0.3 TDAs

----

08PIA/BEC    Datum: EA=3.34(4) eV PEPI p:8

The stated EA is the Vertical Detachment Energy.

----

05BOW/BEC    Datum: EA=3.33(4) eV PEPI p:8

----

00FRI/ZAN    Datum: EA=3.32(5) eV LPES p:8

DaffH(AH)=  6.0/1.2 dEA

The stated EA is the Vertical Detachment Energy. Femtosecond Time resolved LPES.

----

89CAL/MAS    Datum: DaffH= 7.4/1.0 TDAs p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [nh3i.zc0]

M062X/Def2T|-57.5  |  6.6|  1.9| 15.9|-7.2   |-43.7  

++++++++++++++++++++++++++++++++

H2O..HI..I-

H3I2O  mw:272.828 fg:484 cnt:9461

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

03GOM/MEL    Datum: EA=4.319(25) eV LPES p:8

DaffH(AH)=  8.7/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(HI)3..I-

H3I4  mw:510.642 fg:484 cnt:9463

HOF(solv)=   6.3/0.1 neut 89GUR/VEY

----

03GOM/MEL    Datum: EA=4.722(25) eV LPES p:8

DaffH(AH)=  7.5/0.8 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NH3..Li-

H3LiN  mw:24.043 Anion CAS: Z-146110-47-6 fg:16 cnt:6278

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.61(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h3nli.zcf]

W1U        |9.3    |  3.3| -0.3| 12.0|-11.3  |23.8   | 0.169

CBS-QB3    |9.9    |  2.4| -2.3| 15.6|-10.5  |22.8   | 0.202

G3MP2B3    |3.2    |  2.6| -1.3| 13.0|-10.2  |16.0   | 0.453

G3MP2B3+   |3.1    |  2.8| -0.6| 11.3|-10.2  |16.0   | 0.462

G4MP2      |3.2    |  7.0|  3.3| 12.4|-10.3  |20.5   | 0.466

M062X/Def2T|18.3   |  5.5|  1.2| 14.3|-7.2   |31.0   |-0.081

B3/6-311++G|9.8    |  3.7|  0.4| 11.3|-11.7  |25.2   | 0.081

++++++++++++++++++++++++++++++++

PtMgH3-

H3MgPt  mw:221.974 Anion CAS: Z-2007154-45-0 fg:16 cnt:8884

----

16ZHA/GAN    Datum: EA=1.450(35) eV LPES p:8

Vertical Detachment Energy:1.80(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mgpth3-s.za0]

M062X/Def2T|75.6   |     |     | 2.389|       |130.6  |    |     

++++++++++++++++++++++++++++++++

NH3..Na-.

H3NNa  mw:40.017 Anion CAS: Z-188725-07-7 fg:16 cnt:5352

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=0.43(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97TAK/MIS    Datum: EA=0.58(10) eV LPES p:8

DaffH(AH)=  0.7/2.3 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nh3na.zcf]

W1U        |-1.4   |  3.1| -0.8| 13.0|-11.3  |13.0   | 0.687

CBS-QB3    |-1.8   |     |     |     |-10.5  |       | 0.759

G3MP2B3    |-5.8   |  1.7| -2.9| 15.6|-10.2  |6.1    | 0.912

G3MP2B3+   |-6.6   |  2.6| -1.1| 12.2|-10.2  |6.1    | 0.889

G4MP2      |-6.4   |  6.8|  2.3| 15.1|-10.3  |10.7   | 0.920

M062X/Def2T|2.2    |  5.1|  0.7| 14.7|-7.2   |14.4   | 0.648

B3/6-311++G|-3.2   |  3.7|  0.2| 11.7|-11.7  |12.2   | 0.742

++++++++++++++++++++++++++++++++

NH3..Na2-.

H3NNa2  mw:63.007

Core ion CAS: Z-58799-98-7 Solvent: 7664-41-7 fg:16 cnt:5358

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=0.31(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nh3na2.zcf]

W1U        |9.3    |  1.6| -1.5| 10.5|-11.3  |22.3   | 0.604

CBS-QB3    |7.5    |  1.3| -2.6| 12.9|-10.5  |19.3   | 0.699

G3MP2B3    |6.5    |  0.7| -3.9| 15.5|-10.2  |17.4   | 0.648

G4MP2      |5.6    |  2.0| -2.3| 14.3|-10.3  |18.0   | 0.600

++++++++++++++++++++++++++++++++

NH3..Na3-.

H3NNa3  mw:85.996

Core ion CAS: Z-120806-37-3 Solvent: 7664-41-7 fg:16 cnt:5361

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=1.26(5) eV LPES p:8

DaffH(AH)=  5.6/1.8 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nh3na3.zcf]

W1U        |14.5   |  2.6| -3.6| 20.7|-11.3  |28.4   | 0.867

CBS-QB3    |60.9   |-40.6|-47.3| 22.5|-10.5  |30.8   |-1.097

G3MP2B3    |6.3    |  2.8| -4.6| 24.7|-10.2  |19.3   | 1.123

G3MP2B3+   |6.0    |  3.1| -3.6| 22.6|-10.2  |19.3   | 1.129

G4MP2      |3.4    |  3.2| -4.1| 24.4|-10.3  |16.9   | 1.116

M062X/Def2T|14.2   |  3.1| -2.2| 17.8|-7.2   |24.5   | 0.666

B3/6-311++G|13.6   |  3.9| -2.6| 21.7|-11.7  |29.2   | 0.895

++++++++++++++++++++++++++++++++

HSO3..{HNO3}..HSO4-

H3NO10S2  mw:240.920 fg:21 cnt:11496

----

84ARN/QIU    Datum: DaffG= 15.5/2.0 IMRE p:6

DaffH(X..Y-)= 23.0/2.2 G+TS

From mass spectrometric sampling of ambient ions at 40.4 km altitude, T=250K.

++++++++++++++++++++++++++++++++

NH3..Pb-

H3NPb  mw:225.004 Anion CAS: Z-1246929-58-7 fg:16 cnt:7938

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

10SOB/CAS    Datum: EA=0.85(5) eV LPES p:7

DaffH(AH)=  11.4/1.2 dEA

Vertical Detachment Energy:1.06(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nh3pb.zc0]

M062X/Def2T|8.1    |     |     |     |       |       | 0.685

++++++++++++++++++++++++++++++++

NH3..NO-

H3N2O  mw:47.025

Core ion CAS: Z-14967-78-3 Solvent: 7664-41-7 fg:492 cnt:5904

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02HEN/DEC    Datum: EA=0.480(20) eV LPES p:9

DaffH(AH)=  10.5/0.5 dEA

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h3nno.zcf]

W1U        |5.3    | 28.7| 21.3| 24.9|-11.3  |45.3   | 0.222

CBS-QB3    |0.2    | 33.9| 26.2| 25.9|-10.5  |44.6   | 0.405

G3MP2B3    |1.5    | 34.1| 26.5| 25.3|-10.2  |45.8   | 0.406

G3MP2B3+   |0.6    | 34.8| 28.5| 21.3|-10.2  |45.6   | 0.450

G4MP2      |1.0    | 33.2| 25.7| 25.1|-10.3  |44.5   | 0.358

M062X/Def2T|8.2    | 39.5| 32.7| 22.8|-7.2   |54.9   | 0.239

B3/6-311++G|1.0    | 30.9| 24.9| 19.9|-11.7  |43.5   | 0.411

++++++++++++++++++++++++++++++++

H2O..HNO3..NO3-

H3N2O7  mw:142.995 fg:489 cnt:11486

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

82ARN/VIG    Datum: DaffG= 7.1/2.0 IMRE p:6

DaffH(X..Y-)= 14.6/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [whno3no3.zcf]

G3MP2B3    |-200.2 |  9.1|  0.9| 27.6|-57.6  |-133.5 

++++++++++++++++++++++++++++++++

(HNO3)2..HSO4-

H3N2O10  mw:190.979 fg:16 cnt:11484

HOF(solv)= -32.1/0.1 neut 03DOR/IOR

----

82ARN/VIG    Datum: DaffG= 11.2/2.0 IMRE p:6

DaffH(X..Y-)= 18.7/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

(HNO3)3..NO3-

H3N4O12  mw:250.975 fg:489 cnt:4014

HOF(solv)= -32.1/0.1 neut 03DOR/IOR

----

77DAV/FEH    Datum: DaffG= 7.4/2.2 TDAs | HOF(A-)=-230.5/3.3 AfIN p:8

DaffH(X..Y-)= 16.1/1.0 TDAs

----

80WLO/LUC    Datum: DaffG= 5.9/0.4 TDAs | HOF(A-)=-228.3/3.5 AfIN p:7

DaffH(X..Y-)= 13.9/1.4 TDAs

----

82ARN/VIG    Datum: DaffG= 10.2/2.0 IMRE p:6

DaffH(X..Y-)= 17.7/2.0 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

H2O..H-

H3O  mw:19.019

Core ion CAS: Z-12184-88-2 Solvent: 7732-18-5 fg:480 cnt:940

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95DEB/KIM    Datum: EA=1.53(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. This interconverts with the less stable H2.bullet..bullet.HO- at higer temperatures.

----

94MIL/VIG    Datum: DacidG= 376.9/7.0 IMRB p:7

Between water, acetylene. Dissociative proton transfer. Literature review and recommendations.

----

85MIL/LEO    Datum: EA=1.53(2) eV LPES p:7

DaffH(AH)=  17.9/0.5 dEA

The stated EA is the Vertical Detachment Energy. Authors estimate the adiabatic electron affinity as 1.40 eV. This data is refined in 95DEB/KIM.

----

84PAU/HEN    Datum: HOF(A-)=-40.3/4.1 Endo p:6

DaffH(X..Y-)= 17.2/4.1 A-IN

HOH.bullet..bullet.HO- + H2 ->. See also 89GRI/HAR.
###### the following are "below the line": evaluated as not accurate ####

----

83KLE/NIB    Datum: HOF(A-)=-47.6/11.7 IMRB p:4

DaffH(X..Y-)= 24.5/11.7 A-IN

H- + HCO2H ->.

----

82PAU/HEN    Datum: DaffH= 13.8 CIDT p:4

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h3o.zcf]

W1U        |-37.2  | 13.4|  7.4| 20.1|-58.5  |34.7   | 1.327

CBS-QB3    |-37.9  | 19.3| 13.4| 19.8|-58.2  |34.7   | 1.414

G3MP2B3    |-36.9  | 18.8| 12.7| 20.4|-57.6  |34.7   | 1.253

G3MP2B3+   |-37.8  | 19.7| 14.8| 16.4|-57.6  |34.7   | 1.319

G4MP2      |-34.7  | 24.4| 18.3| 20.5|-57.5  |34.7   | 1.175

M062X/Def2T|-28.0  | 26.7| 20.7| 20.1|-53.6  |34.7   |      

B3/6-311++G|-38.2  |  8.3| 11.2| 16.5|-54.2  |34.7   | 1.549

++++++++++++++++++++++++++++++++

H2..HO-

H3O  mw:19.019

Core ion CAS: Z-14280-30-9 Solvent: 1333-74-0 fg:486 cnt:9783

HOF(solv)=0.0 Defn

----

95DEB/KIM    Datum: EA=2.05(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy. May also be from a vibrationally excited state of HOH.bullet..bullet.H-..

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2ho.zcf]

W1U        |-37.2  |  3.5| -2.8| 21.2|0.0    |-33.6  | 1.291

G3MP2B3    |-36.9  |  2.6| -3.9| 21.7|-1.1   |-33.2  | 1.253

M062X/Def2T|-28.0  | 12.7|  6.3| 21.3|1.4    |-16.8  | 1.108

B3/6-311++G|-38.2  |  5.8|  0.5| 17.6|-0.4   |-31.9  | 2.006

++++++++++++++++++++++++++++++++

D2O..D-

D3O  mw:22.038

Core ion CAS: Z-14452-69-8 Solvent: 7789-20-0 fg:480 cnt:9782

----

95DEB/KIM    Datum: EA=1.53(1) eV LPES p:8

++++++++++++++++++++++++++++++++

H2O..HS-

H3OS  mw:50.991

Core ion CAS: Z-15035-72-0 Solvent: 7732-18-5 fg:16 cnt:2073

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88MEO/       Datum: DaffG= 8.6/2.0 TDAs | HOF(A-)=-91.3/1.0 AfIN p:8

DaffH(X..Y-)= 14.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2osh.zcf]

W1U        |-92.8  | 13.8|  7.4| 21.5|-58.5  |-20.4  

CBS-QB3    |-92.9  | 13.7|  7.4| 21.0|-58.2  |-21.1  

G3MP2B3    |-92.5  | 13.6|  7.3| 21.2|-57.6  |-21.3  

G3MP2B3+   |-92.6  | 13.7|  7.3| 21.5|-57.6  |-21.3  

G4MP2      |-91.5  | 14.0|  7.6| 21.4|-57.5  |-20.0  

M062X/Def2T|-83.4  | 17.3| 11.1| 20.9|-53.6  |-12.5  

B3/6-311++G|-87.9  | 14.4|  8.0| 21.4|-54.2  |-19.4  

++++++++++++++++++++++++++++++++

H3SiO-

H3OSi  mw:46.996 Anion CAS: Z-43336-62-5 fg:42 cnt:83

HOF(AH)= -60.2/5.0 Est4          |

DacidS=21.4/3.0 Stat | 

----

91DAM/SIM    Datum: DacidG= 352.0/4.2 IMRB | HOF(A-)=-67.5/6.6 Acid p:8

DacidH(AH)= 358.4/4.3 G+TS

Between CF3CH2OH, MeNO2.
###### the following are "below the line": evaluated as not accurate ####

----

76PAY/TAN    Datum: HOF(A-)=<-25.5 IMRB p:3

HO- + SiH4 ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h3sio.zaf]

W1U        |-78.3  |357.0|350.8| 3.325|-69.5  |-1.5   |20.7|120.1

CBS-QB3    |-78.9  |356.5|350.3| 3.345|-69.6  |-1.6   |20.8|120.2

G3MP2B3    |-76.6  |357.1|350.2| 3.316|-66.5  |0.1    |23.1|118.6

G3MP2B3+   |-76.8  |356.9|350.7| 3.320|-66.5  |0.0    |20.8|118.6

G4MP2      |-76.8  |357.6|351.3| 3.293|-67.2  |-0.7   |21.0|118.6

M062X/Def2T|-71.2  |359.8|353.0| 3.020|-66.3  |-1.2   |22.7|117.2

B3/6-311++G|-65.8  |357.0|350.1| 3.103|-55.5  |5.9    |23.0|113.5

++++++++++++++++++++++++++++++++

H2O..HO-

H3O2  mw:35.014 Anion CAS: Z-12501-19-8 fg:486 cnt:903

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90PAU/KEB    Datum: DaffG= 19.2/1.0 TDAs | HOF(A-)=-117.8/1.0 AfIN p:9

DaffH(X..Y-)= 26.8/1.0 TDAs DacidH(AH)= 366.5/1.0 A-AH

----

21CAO/XAN    Datum: EA=2.90(2) eV LPES p:8

Vertical Detachment Energy:3.53(2) eV.

----

68GOL/STE    Datum: EA=2.95(15) eV PD   [68.0(35) kcal] p:8

DaffH(AH)=  25.9/3.5 dEA

For a complete Fragment kinetic energy/LPES analysis, see 00DEY/LUO.

----

95ARN/XU     Datum: EA=3(5) eV LPES [3.21(5) eV] p:7

The stated EA is the Vertical Detachment Energy.

----

86MEO/SPE    Datum: DaffG= 20.0/1.4 TDAs p:7

DaffH(X..Y-)= 26.5/1.0 TDAs

----

86MEO/SIE2   Datum: DaffG= 20.1/1.6 TDEq p:7

DaffH(X..Y-)= 26.8/1.0 TDEq

----

71PAY/YAM    Datum: DaffG= 18.6 TDAs p:6

DaffH(X..Y-)= 24.0 TDAs
###### the following are "below the line": evaluated as not accurate ####

----

70DEP/GIA    Datum: DaffH= 35.6/6.9 CIDT p:4

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hohoh.zcf]

W1U        |-119.7 | 27.5| 20.1| 24.7|-58.5  |-33.6  | 2.948

CBS-QB3    |-118.5 | 28.4| 21.2| 24.2|-58.2  |-31.9  | 2.805

G3MP2B3    |-118.2 | 27.4| 20.0| 24.9|-57.6  |-33.2  | 2.798

G3MP2B3+   |-118.0 | 27.3| 20.0| 24.6|-57.6  |-33.0  | 2.774

G4MP2      |-118.3 | 25.7| 18.2| 25.2|-57.5  |-35.0  | 2.944

M062X/Def2T|-107.8 | 37.4| 30.3| 23.7|-53.6  |-16.8  | 2.606

B3/6-311++G|-117.2 | 31.1| 23.4| 26.0|-54.2  |-31.9  | 2.927

++++++++++++++++++++++++++++++++

D2O..DO-

D3O2  mw:38.033 Anion CAS: Z-170646-67-0 fg:203 cnt:1347

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

86MEO/SIE    Datum: DaffG= 20.1/1.1 TDAs | HOF(A-)=-119.1/0.7 AfIN p:8

DaffH(X..Y-)= 26.8/0.7 TDAs

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

95ARN/XU     Datum: EA=0() eV [ eV] p:7

The stated EA is the Vertical Detachment Energy.

----

70ARS/KEB    Datum: DaffG= 16.9/2.0 TDAs p:7

DaffH(X..Y-)= 22.5/2.0 TDAs

++++++++++++++++++++++++++++++++

H2O..HSO4-

H3O5S  mw:114.971 Anion CAS: Z-154827-70-0 fg:16 cnt:1481

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13HOU/LIN    Datum: EA=5.35(10) eV LPES p:8

DaffH(AH)=  13.8/3.3 dEA

Vertical Detachment Energy:5.6(1) eV.

----

84BOH/FAH    Datum: DaffG= 6.0/1.0 TDAs p:8

DaffH(X..Y-)= 11.9/1.0 TDAs

----

95BLA/KLA    Datum: DaffG= 5.9/0.3 IMRE p:7

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [whso4.zcf]

CBS-QB3    |-298.7 | 12.3|  2.2| 33.9|-58.2  |-228.2 

G3MP2B3    |-289.7 | 11.3|  1.3| 33.7|-57.6  |-220.8 

G3MP2B3+   |-290.0 | 11.8|  2.4| 31.6|-57.6  |-220.6 

G4MP2      |-294.2 | 11.0|  1.2| 32.7|-57.5  |-225.7 

M062X/Def2T|-286.9 | 14.0|  5.1| 29.9|-53.6  |-219.3 

B3/6-311++G|-227.0 | 11.2|  1.7| 31.8|-54.2  |-161.6 

++++++++++++++++++++++++++++++++

HOOH..HSO4-

H3O6S  mw:130.966

Core ion CAS: Z-14996-02-2 Solvent: 7722-84-1 fg:16 cnt:1482

HOF(solv)= -32.5/0.1 neut 03DOR/IOR

----

84BOH/FAH    Datum: DaffG= 10.7/1.0 TDEq | HOF(A-)=-279.6/5.5 AfIN p:8

DaffH(X..Y-)= 15.9/1.0 TDEq

Relative to HOH.bullet..bullet.HSO4-, 84BOH/FAH.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [hoohhso4.zcf]

CBS-QB3    |-285.0 | 23.2| 10.9| 41.2|-33.7  |-228.2 

G3MP2B3    |-274.5 | 22.2| 10.0| 41.0|-31.6  |-220.8 

G3MP2B3+   |-274.4 | 22.2| 10.5| 39.4|-31.6  |-220.6 

G4MP2      |-278.3 | 21.2|  9.1| 40.5|-31.4  |-225.7 

M062X/Def2T|-272.5 | 24.2| 12.8| 38.1|-29.1  |-219.3 

B3/6-311++G|-205.5 | 17.3|  7.0| 34.7|-26.6  |-161.6 

++++++++++++++++++++++++++++++++

H3P2O7-

H3O7P2  mw:176.936 Anion CAS: Z-14867-04-0 fg:16 cnt:9781

----

04RIC/PEP    Datum: DacidH(AH)= 323.0/5.0 IMRB p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h3p2o7-b.zaf]

CBS-QB3    |-557.2 |304.1|297.4| 5.802|-495.6 |-423.2 |22.6|124.5

G3MP2B3    |-542.9 |305.1|300.0| 5.821|-480.9 |-407.9 |17.1|125.1

G3MP2B3+   |-542.7 |305.4|298.7|      |-480.9 |       |22.6|     

G4MP2      |-547.6 |305.6|298.8| 5.634|-486.1 |-416.9 |22.9|121.2

M062X/Def2T|-551.4 |306.1|299.2| 5.701|-492.8 |-419.1 |23.2|125.8

B3/6-311++G|-452.0 |301.9|295.0| 5.447|-386.6 |-326.5 |23.0|112.2

++++++++++++++++++++++++++++++++

H2SO4..HSO4-

H3O8S2  mw:194.927 Anion CAS: Z-58915-38-1 fg:16 cnt:9088

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

13HOU/LIN    Datum: EA=6.55(10) eV LPES p:8

DaffH(AH)=  41.5/3.3 dEA

Vertical Detachment Energy:6.80(10) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hso4hso4.zcf]

G3MP2B3    |-424.5 | 37.8| 26.7| 37.3|-165.9 |-220.8 | 5.911

G4MP2      |-434.0 | 36.9| 26.1| 36.4|-171.3 |-225.7 | 5.664

B3/6-311++G|-308.4 |     |     |     |       |       | 6.063

++++++++++++++++++++++++++++++++

H3P3O10=

H3O10P3  mw:255.895 Anion CAS: Z-199276-17-0 fg:16 cnt:5471

----

01WAN/VOR    Datum: EA=2.45(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h3p3o10.zdf]

CBS-QB3    |-767.7 |382.3|375.9| 2.123|-784.2 |-718.2 |21.4|118.1

G3MP2B3    |-746.0 |383.8|377.5| 2.124|-762.6 |-696.4 |21.2|118.2

G3MP2B3+   |-745.1 |384.4|378.1| 2.112|-762.3 |-695.8 |21.1|118.6

G4MP2      |-752.7 |384.0|377.6| 1.846|-769.6 |-709.6 |21.4|112.0

M062X/Def2T|-764.7 |378.9|373.2| 2.263|-779.0 |-711.8 |19.1|119.2

B3/6-311++G|-613.9 |381.2|374.8| 1.773|-627.8 |-572.5 |21.4|107.4

++++++++++++++++++++++++++++++++

P2H3-

H3P2  mw:64.972 Anion CAS: Z-861968-61-8 fg:20 cnt:960

HOF(AH)=   5.0/0.5  82WAG/EVA    |

----

05ERV/LIN    Datum: EA=1.740(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.
###### the following are "below the line": evaluated as not accurate ####

----

72SMY/BRA    Datum: HOF(A-)=<15.7 IMRB p:4

DacidH(AH)=<376.4/0.5 A-AH

PH2- + PH3 ->.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [p2h3.zaf]

W1U        |-4.6   |354.9|347.8| 1.620|6.3    |32.7   |23.7|78.5 

CBS-QB3    |-6.2   |354.8|347.7| 1.641|4.7    |31.6   |23.8|79.0 

G3MP2B3    |-4.5   |354.8|347.7| 1.668|7.9    |34.0   |24.0|78.2 

G3MP2B3+   |-4.4   |354.9|347.6| 1.669|7.9    |34.0   |24.4|78.2 

G4MP2      |-4.6   |355.7|348.7| 1.632|6.9    |33.1   |23.6|78.3 

M062X/Def2T|-3.8   |357.4|350.4| 1.399|3.5    |28.6   |23.4|77.2 

B3/6-311++G|-0.9   |355.9|348.7| 1.542|10.5   |34.6   |24.1|76.2 

++++++++++++++++++++++++++++++++

PdH3-

H3Pd  mw:108.928 Anion CAS: Z-79218-08-9 fg:3 cnt:10009

----

15ZHA/ROB    Datum: EA=1.7(1) eV LPES p:8

Vertical Detachment Energy:1.94(5) eV. Likely H2.bullet..bullet.PdH- structure.

++++++++++++++++++++++++++++++++

H2S..HS-

H3S2  mw:66.968 Anion CAS: Z-3026170-65-7 fg:20 cnt:2076

HOF(solv)=  -4.9/0.1 neut 89GUR/VEY

----

10ENT/OPA    Datum: EA=3.06(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

88MEO/       Datum: DaffG= 7.3/1.0 TDAs | HOF(A-)=-37.4/1.0 AfIN p:8

DaffH(X..Y-)= 13.2/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [hshsh.zcf]

W1U        |-40.8  | 14.5|  7.0| 25.2|-5.9   |-20.4  | 2.883

CBS-QB3    |-40.5  | 13.3|  6.3| 23.7|-6.1   |-21.1  | 2.843

G3MP2B3    |-39.6  | 12.7|  5.8| 23.1|-5.6   |-21.3  | 2.835

G4MP2      |-39.2  | 13.5|  6.5| 23.6|-5.8   |-20.0  | 2.807

M062X/Def2T|-34.6  | 18.5| 11.6| 23.4|-3.6   |-12.5  |      

++++++++++++++++++++++++++++++++

D2S..DS-

D3S2  mw:69.987 Anion CAS: Z-3026170-66-8 fg:203 cnt:7898

HOF(solv)=  -5.7/0.2 neut 98JANAF  

----

10ENT/OPA    Datum: EA=3.00(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

SiH3-

H3Si  mw:31.001 Anion CAS: Z-15807-96-2 fg:3 cnt:55

HOF(A.)=  47.9/0.6  91SEE/FEN    | BDE(A-H)= 91.6/0.8 R-AH           

HOF(AH)=   8.4/0.5  81BEL/PER    |

DacidS=27.1/0.2 A-AH |  S(A-)=49.9/0.2 Isoe 82WAG/EVA |  S(AH)=48.8  82WAG/EVA

----

86NIM/ELL2   Datum: EA=1.406(14) eV LPES | HOF(A-)=15.5/1.8 Acid p:9

DacidG(AH)= 364.6/0.9 H-TS| DacidH(AH)= 372.8/1.3 D-EA

DaffH(AH)=  84.5/1.8 A-IN

----

79BAR/SCO #  Datum: DacidG= 363.8/2.0 IMRE | HOF(A-)=14.6/2.4 Acid p:9

DacidH(AH)= 371.9/2.0 G+TS EA(ev)= 1.445 DaffH(X..Y-)= 85.4/2.4 A-IN

----

01GAL/DEC    Datum: DacidG= 365.7/2.0 IMRE p:8

DacidH(AH)= 373.8/2.0 G+TS

----

89WET/SAL #  Datum: DacidG= 364.7/2.0 IMRE p:8

DacidH(AH)= 372.8/2.0 G+TS

----

89WET/SAL    Datum: EA=1.40(3) eV LPD  [32.4(6) kcal] p:8

----

74REE/BRA    Datum: EA=<1.44(3) eV LPD  p:6
###### the following are "below the line": evaluated as not accurate ####

----

64EBI/KRA #  Datum: HOF(A-)=116.2/3.5 EIAE;EA(eV)=0.000 p:2

DacidH(AH)= 475.0/4.6 EIAE

Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sih3.zaf]

W1U        |14.1   |373.5|366.0| 1.398|6.4    |46.4   |25.1|92.0 

CBS-QB3    |14.4   |374.4|367.0| 1.371|5.7    |46.0   |25.0|92.4 

G3MP2B3    |14.0   |373.6|365.3| 1.398|7.7    |46.3   |27.7|90.8 

G3MP2B3+   |13.9   |373.4|366.0| 1.404|7.7    |46.3   |25.0|90.8 

G4MP2      |14.4   |374.2|366.7| 1.394|7.4    |46.6   |25.0|91.3 

M062X/Def2T|19.1   |374.3|366.9| 1.185|9.5    |46.4   |25.0|89.1 

B3/6-311++G|14.4   |372.1|364.7| 1.431|9.6    |47.5   |25.0|90.0 

++++++++++++++++++++++++++++++++

SiD3-

D3Si  mw:34.020 Anion CAS: Z-54637-68-2 fg:3 cnt:1687

DacidS=30.6/3.0 Stat | 

----

86NIM/ELL2   Datum: EA=1.386(22) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sid3.zaf]

W1U        |10.9   |375.5|368.2| 1.384|1.3    |42.9   |24.5|93.7 

CBS-QB3    |12.4   |376.4|369.1| 1.359|2.2    |43.8   |24.4|93.7 

G3MP2B3    |10.9   |376.4|368.0| 1.386|2.6    |42.9   |28.1|93.3 

G4MP2      |11.2   |376.1|368.8| 1.383|2.3    |43.1   |24.4|92.9 

M062X/Def2T|17.4   |376.2|368.9| 1.170|6.3    |44.4   |24.5|90.6 

B3/6-311++G|30.3   |     |     | 0.821|       |47.5   |    |     

++++++++++++++++++++++++++++++++

H3Sn-

H3Sn  mw:122.926 Anion CAS: Z-32288-27-0 fg:3 cnt:5122

HOF(AH)=  38.9/0.5  82WAG/EVA    |

DacidS=27.2/1.4 A-AH |  S(A-)=55.6/1.0 Isoe 82WAG/EVA |  S(AH)=54.4/1.0  82WAG/EVA

----

01GAL/DEC    Datum: DacidG= 342.3/2.0 IMRE | HOF(A-)=23.6/2.1 Acid p:9

DacidH(AH)= 350.4/2.0 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [snh3.za0]

M062X/Def2T|27.1   |346.8|337.9| 1.594|45.0   |63.9   |29.8|71.0 

++++++++++++++++++++++++++++++++

ThH3-

H3Th  mw:235.062 Anion CAS: N-40004-84-0 fg:3 cnt:11297

----

21MAR/ZHU    Datum: EA=0.88(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..LiI-.

H4ILiO2  mw:169.942 fg:21 cnt:9258

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.48(8) eV LPES p:8

Vertical Detachment Energy:0.68(8) eV.

++++++++++++++++++++++++++++++++

(NH4+I-)-

H4IN  mw:144.939 Anion CAS: N-12027-06-4 fg:16 cnt:7985

----

10EUS/WHI    Datum: EA=0.81(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)2..I-

H4IO2  mw:162.926 fg:484 cnt:3815

HOF(A.)=  21.8/3.3               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

80KEE/CAS2   Datum: DaffG= 3.9/0.4 TDAs | HOF(A-)=-67.7/0.2 AfIN p:8

DaffH(X..Y-)= 9.9/0.2 TDAs

----

94MAR/POL    Datum: EA=3.92(10) eV LPES | HOF(A-)=-68.6/2.3 AfIN p:7

DaffH(AH)=  10.8/2.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

88HIR/MIZ2   Datum: DaffG= 4.2/0.8 TDAs | HOF(A-)=-67.3/0.2 AfIN p:7

DaffH(X..Y-)= 9.5/0.2 TDAs

----

71PAY/YAM    Datum: DaffG= 4.1/1.4 TDAs | HOF(A-)=-67.6/1.0 AfIN p:7

DaffH(X..Y-)= 9.8/1.0 TDAs

----

70ARS/YAM    Datum: DaffG= 4.1/1.4 TDAs | HOF(A-)=-67.6/1.0 AfIN p:7

DaffH(X..Y-)= 9.8/1.0 TDAs

----

85BAN/IRI    Datum: DaffG= 3.5/0.1 IMRE p:6

----

68KEB/ARS    Datum: DaffG= 4.3/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)2..IO3-

H4IO5  mw:210.911 fg:16 cnt:3270

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.0/0.3 IMRE | HOF(A-)=-141.0/0.4 AfIN p:8

DaffH(X..Y-)= 12.0/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)2..(KI)2-

H4I2K2O2  mw:367.758 fg:21 cnt:11052

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16LI_/ZEN    Datum: EA=0.51(8) eV LPES p:8

Vertical Detachment Energy:1.22(8) eV. There is a minor isomer with electron affinity = 0.43(10) eV.

++++++++++++++++++++++++++++++++

(H2O)2..(NaI)2-

H4I2Na2O2  mw:335.810 fg:21 cnt:11265

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16LI_/HOU    Datum: EA=1.37(8) eV LPES p:8

Vertical Detachment Energy:1.62(8) eV. There is an isomer with electron affinity = 0.83(10) eV.

++++++++++++++++++++++++++++++++

(H2O)2..Li-

H4LiO2  mw:43.038 fg:16 cnt:9228

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.52(4) eV LPES p:8

Vertical Detachment Energy:0.57(4) eV.

++++++++++++++++++++++++++++++++

(H2O)2..Li2SO4-

H4Li2O6S  mw:146.005 fg:21 cnt:11280

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15FEN/HOU    Datum: EA=0.80(8) eV LPES p:8

Vertical Detachment Energy:1.07(8) eV. There is an isomer with electron affinity = 0.27 eV.

++++++++++++++++++++++++++++++++

NH3..H-

H4N  mw:18.035 Anion CAS: Z-12325-21-2 fg:480 cnt:1103

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

16HU_/SON    Datum: EA=1.12(7) eV PEPI p:8

DaffH(AH)=  8.4/1.6 dEA

----

95SNO/COE    Datum: EA=1.109(19) eV LPES p:8

DaffH(AH)=  8.2/0.4 dEA

The stated EA is the Vertical Detachment Energy.

----

11GRU/SAN    Datum: EA=1.10(2) eV LPES p:7

DaffH(AH)=  8.0/0.5 dEA

The stated EA is the Vertical Detachment Energy.

----

85COE/SNO    Datum: EA=1.110(19) eV LPES p:7

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nh3h.zcf]

W1U        |18.6   |  4.8| -1.3| 20.5|-11.3  |34.7   | 0.988

G3MP2B3    |19.9   |  9.4|  3.0| 21.4|-10.2  |34.7   | 0.954

G3MP2B3+   |19.7   |  9.6|  3.2| 21.4|-10.2  |34.7   | 0.922

G4MP2      |22.7   | 14.1|  7.7| 21.5|-10.3  |34.7   | 0.809

B3/6-311++G|11.2   |  1.5|  2.8| 21.4|-11.7  |34.7   | 1.210

++++++++++++++++++++++++++++++++

(NH4+)=

H4N  mw:18.035 Anion CAS: Z-12325-21-2 fg:3 cnt:6658

----

24ZHA/CHE    Datum: EA=0.4752(53) eV [3833.(43) cm-1] p:8

----

16HU_/SON    Datum: EA=0.48(6) eV PEPI p:8

----

02XU_/NIL    Datum: EA=0.472(5) eV LPES p:8

Double Rydberg ion: core cation, with two orbiting Rydberg electrons.

----

95SNO/COE    Datum: EA=0.472 eV LPES p:6

Claimed to be peak from tetrahedral species. "double Rydberg anion", (NH4+)=, 05RAD/STO.

++++++++++++++++++++++++++++++++

ND3..D-

D4N  mw:22.060 Anion CAS: N-83682-14-8 fg:201 cnt:3353

----

95SNO/COE    Datum: EA=1.121(19) eV LPES p:8

DaffH(AH)=  8.4/0.4 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NH3..HO-

H4NO  mw:34.030 Anion CAS: Z-323194-28-1 fg:486 cnt:5501

HOF(A.)=  -1.9/2.3               |

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00SCH/DAV2   Datum: EA=2.35(7) eV LPES | HOF(A-)=-56.3/1.6 AfIN p:9

DaffH(AH)=  12.0/1.6 dEA

Vertical Detachment Energy:2.54(015) eV. Affinity is from difference in electron affinities.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nh3oh.zcf]

W1U        |-60.0  | 15.1|  7.7| 24.6|-11.3  |-33.6  | 2.491

CBS-QB3    |-58.3  | 15.9|  8.9| 23.4|-10.5  |-31.9  | 2.476

G3MP2B3    |-58.4  | 15.0|  7.5| 25.1|-10.2  |-33.2  | 2.505

G3MP2B3+   |-58.7  | 15.5|  8.2| 24.5|-10.2  |-33.0  | 2.529

G4MP2      |-58.8  | 13.5|  5.9| 25.3|-10.3  |-35.0  | 2.500

M062X/Def2T|-46.0  | 22.0| 14.5| 25.3|-7.2   |-16.8  | 2.035

B3/6-311++G|-60.1  | 16.4|  9.1| 24.6|-11.7  |-31.9  | 2.285

++++++++++++++++++++++++++++++++

(H2O)2..NO-

H4NO3  mw:66.020 fg:492 cnt:2448

HOF(A.)= -40.5/2.3               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90EAT/ARN    Datum: EA=1.43(6) eV LPES | HOF(A-)=-73.5/1.5 AfIN p:8

DaffH(AH)=  15.7/1.5 dEA

Vertical Detachment Energy:1.860(20) eV.

++++++++++++++++++++++++++++++++

(H2O)2..NO2-

H4NO4  mw:82.015 fg:488 cnt:3256

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.0/0.3 IMRE | HOF(A-)=-187.3/0.4 AfIN p:8

DaffH(X..Y-)= 13.0/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

71PAY/YAM    Datum: DaffG= 5.8/1.4 TDAs | HOF(A-)=-187.2/1.0 AfIN p:7

DaffH(X..Y-)= 12.9/1.0 TDAs

----

70ARS/YAM    Datum: DaffG= 5.8/1.4 TDAs | HOF(A-)=-187.2/1.0 AfIN p:6

DaffH(X..Y-)= 12.9/1.0 TDAs

----

68KEB/ARS    Datum: DaffG= 6.1/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)2..NO3-

H4NO5  mw:98.009 fg:489 cnt:3257

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02WAN/YAN    Datum: EA=4.88(8) eV LPES p:8

DaffH(AH)=  11.5/2.6 dEA

Vertical Detachment Energy:5.2(2) eV.

----

95BLA/KLA    Datum: DaffG= 5.2/0.3 IMRE | HOF(A-)=-70.0/0.3 AfIN p:8

DaffH(X..Y-)= 12.2/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

85BAN/IRI    Datum: DaffG= 5.2/0.1 IMRE p:7

++++++++++++++++++++++++++++++++

H2O..HNO3..HSO4-

H4NO8S  mw:177.966 fg:21 cnt:11487

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

82ARN/VIG    Datum: DaffG= 7.2/2.0 IMRE p:6

DaffH(X..Y-)= 14.7/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

H3SiNH-

H4NSi  mw:46.012 Anion CAS: Z-84448-64-6 fg:50 cnt:2987

DacidS=25.0/2.0 Stat | 

----

95KRE/DAM    Datum: DacidG= 368.0/3.0 IMRB p:8

DacidH(AH)= 375.5/3.1 G+TS

Acidity between EtCN, nBuOH.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [h3sinh.zaf]

W1U        |-2.1   |376.6|369.5| 2.082|-12.8  |46.2   |23.5|111.2

CBS-QB3    |-2.1   |376.2|369.3|      |-12.6  |       |23.3|     

G3MP2B3    |-1.0   |376.1|369.1| 2.095|-10.0  |47.7   |23.5|109.8

G3MP2B3+   |-1.3   |375.9|368.9| 2.115|-10.0  |47.7   |23.3|109.9

G4MP2      |-1.2   |376.5|369.4| 2.079|-10.5  |46.6   |23.6|109.2

M062X/Def2T|5.4    |379.7|372.8| 1.842|-9.6   |48.2   |23.2|109.9

B3/6-311++G|5.2    |378.0|371.0| 1.929|-5.5   |49.9   |23.4|107.6

++++++++++++++++++++++++++++++++

NH4.NO3-

H4N2O3  mw:80.023 Anion CAS: N-6484-52-2 fg:16 cnt:9724

----

18ZEN/BER    Datum: EA=2.18(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy. The authors state that the structure is [H2NOH.HONO]-..

++++++++++++++++++++++++++++++++

(H2O)2..N3-

H4N3O2  mw:78.031 fg:16 cnt:6442

HOF(A.)=  -8.3/3.0               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=3.58(6) eV LPES | HOF(A-)=-90.2/2.7 AfIN p:9

DaffH(AH)=  10.1/2.0 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:3.78(6) eV.

++++++++++++++++++++++++++++++++

(HNO3)4..NO3-

H4N5O15  mw:313.971 fg:489 cnt:4016

HOF(solv)= -32.1/0.1 neut 03DOR/IOR

----

80WLO/LUC    Datum: DaffG= 3.2/0.4 TDAs | HOF(A-)=-271.9/3.6 AfIN p:7

DaffH(X..Y-)= 9.3/1.3 TDAs

----

75FEH/HOW    Datum: DaffG= 6.9/1.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)2..Na-

H4NaO2  mw:59.011 fg:16 cnt:6303

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.99(10) eV LPES p:8

DaffH(AH)=  5.3/3.3 dEA

The stated EA is the Vertical Detachment Energy. See also 96MIS/TSU.

++++++++++++++++++++++++++++++++

(H2O)2..NaSO4-

H4NaO6S  mw:154.963 fg:21 cnt:10528

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

06WAN/WOO3   Datum: EA=4.3(1) eV LPES p:8

Vertical Detachment Energy:4.90(5) eV.

++++++++++++++++++++++++++++++++

(H2O)2-.

H4O2  mw:36.022 Anion CAS: Z-146915-49-3 fg:100 cnt:2302

HOF(A.)= -119.3/0.1  13RUS/      |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18CIB/LIU    Datum: EA=0.035(2) eV PVMI | HOF(A-)=-120.1/0.1  p:8

The stated EA is the Vertical Detachment Energy.

----

98KIM/BEC    Datum: EA=0.05(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=0.0427(3) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

00LEE/ARN    Datum: EA=0.045(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

94DES/BAI    Datum: EA=0.009(5) eV EFD  p:7

The stated EA is the Vertical Detachment Energy.

----

89ARN/EAT    Datum: EA=0.034(17) eV LPES | HOF(A-)=-120.1/0.4  p:7

DaffH(AH)=  54.2/4.0 dEA

The stated EA is the Vertical Detachment Energy.

----

88BOW/EAT    Datum: EA=0.0015(2) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

91DES/KHE    Datum: EA==0.00(4) eV Rydb p:6

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

90COE/LEE    Datum: EA=0() eV [ eV] p:6

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2ohoh.zzf]

W1U        |-93.9  |     |     |     |-58.5  |       

G3MP2B3    |-102.6 |     |     |     |-57.6  |       

B3/6-311++G|-105.6 |     |     |     |       |       

++++++++++++++++++++++++++++++++

(D2O)2-.

D4O2  mw:40.047 Anion CAS: Z-185010-74-6 fg:100 cnt:9683

----

06COE/ARN    Datum: EA=0.0452(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

00LEE/ARN    Datum: EA=0.056(5) eV LPES p:7

++++++++++++++++++++++++++++++++

(H2O)2..O-.

H4O3  mw:52.017 fg:487 cnt:5933

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

01CLE/LUO    Datum: DaffH= 18.4/1.8 PEPI | HOF(A-)=-76.2/1.9 AfIN p:9

++++++++++++++++++++++++++++++++

(D2O)2..O-.

D4O3  mw:56.042 fg:487 cnt:5934

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

01CLE/LUO    Datum: DaffH= 18.7/1.8 PEPI | HOF(A-)=-134.2/2.6 AfIN p:9

++++++++++++++++++++++++++++++++

H2O..H2PO2-

H4O3P  mw:82.990

Core ion CAS: Z-89713-32-6 Solvent: 7732-18-5 fg:16 cnt:3209

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.4/0.3 IMRE | HOF(A-)=-52.5 AfIN p:8

DaffH(X..Y-)= 15.4/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2po2w.zcf]

CBS-QB3    |-235.0 | 16.3|  7.8| 28.6|-58.2  |-160.5 

G3MP2B3    |-229.0 | 15.8|  7.5| 27.8|-57.6  |-155.6 

G3MP2B3+   |-229.0 | 15.8|  7.3| 28.6|-57.6  |-155.5 

G4MP2      |-229.4 | 15.1|  6.6| 28.3|-57.5  |-156.8 

M062X/Def2T|-224.7 | 18.4|  9.6| 29.4|-53.6  |-152.6 

B3/6-311++G|-201.2 | 15.5|  6.9| 28.7|-54.2  |-131.6 

++++++++++++++++++++++++++++++++

(H2O)2..O2-.

H4O4  mw:68.012 fg:491 cnt:3933

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

01LUO/CLE    Datum: EA=2.25(5) eV LPES p:9

DaffH(AH)=  19.1/1.6 dEA

Vertical Detachment Energy:2.77(5) eV.

----

09GOE/SAN    Datum: EA=2.905(5) eV LPES p:8

DaffH(AH)=  34.2/1.2 dEA

The stated EA is the Vertical Detachment Energy.

----

70ARS/KEB    Datum: DaffG= 9.7/1.4 TDAs | HOF(A-)=-75.0/1.0 AfIN p:8

DaffH(X..Y-)= 17.2/1.0 TDAs

----

72PAY/KEB    Datum: DaffG= 8.5/1.0 IMRE p:6

----

71PAC/PHE    Datum: DaffG= 8.5/1.0 IMRE p:6

++++++++++++++++++++++++++++++++

H2O..(HO)HPO2-

H4O4P  mw:98.985

Core ion CAS: Z-15460-71-6 Solvent: 7732-18-5 fg:16 cnt:3210

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.8/0.3 IMRE | HOF(A-)=-51.9 AfIN p:8

DaffH(X..Y-)= 14.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2po3w.zcf]

CBS-QB3    |-312.5 | 15.8|  7.1| 29.4|-58.2  |-238.5 

G3MP2B3    |-305.5 | 15.4|  6.7| 29.1|-57.6  |-232.5 

G3MP2B3+   |-305.7 | 15.4|  6.9| 28.5|-57.6  |-232.6 

G4MP2      |-306.7 | 14.5|  5.8| 29.3|-57.5  |-234.6 

M062X/Def2T|-302.7 | 17.8|  9.2| 29.0|-53.6  |-231.2 

B3/6-311++G|-268.1 | 14.8|  6.3| 28.6|-54.2  |-199.1 

++++++++++++++++++++++++++++++++

TiO4H4-

H4O4Ti  mw:115.959 Anion CAS: Z-1491216-23-9 fg:16 cnt:11094

----

13LI_/XU     Datum: EA=0.77(8) eV LPES p:8

Vertical Detachment Energy:1.37(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tioh4.zz0]

CBS-QB3    |-315.0 |     |     | 0.617|       |-300.8 |    |     

M062X/Def2T|-305.2 |     |     | 0.760|       |-287.8 |    |     

B3/6-311++G|-308.4 |     |     | 0.595|       |-294.9 |    |     

++++++++++++++++++++++++++++++++

H2O..(HO)2PO2-

H4O5P  mw:114.980 Anion CAS: Z-125106-44-7 fg:16 cnt:3211

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO     Datum: DaffG= 7.7/1.0 TDAs | HOF(A-)=-383.0/6.7 AfIN p:8

DaffH(X..Y-)= 14.0/1.0 TDAs

See also 14JIA/SUN for stuctural information.

----

95BLA/KLA    Datum: DaffG= 7.6/0.3 IMRE | HOF(A-)=-383.7/6.6 AfIN p:7

DaffH(X..Y-)= 14.6/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [wh2po4.zcf]

CBS-QB3    |-383.6 | 14.4|  5.6| 29.4|-58.2  |-311.0 

G3MP2B3    |-375.8 | 14.0|  5.2| 29.4|-57.6  |-304.2 

G3MP2B3+   |-376.0 | 14.2|  5.5| 29.1|-57.6  |-304.3 

G4MP2      |-377.7 | 13.3|  4.6| 29.3|-57.5  |-306.9 

M062X/Def2T|-374.4 | 15.9|  7.2| 29.1|-53.6  |-304.9 

B3/6-311++G|-328.8 | 14.0|  5.3| 29.4|-54.2  |-260.6 

++++++++++++++++++++++++++++++++

(D2O)2..PO3-

D4O5P  mw:119.005

Core ion CAS: Z-15389-19-2 Solvent: 7789-20-0 fg:42 cnt:11894

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

89KEE/CAS    Datum: DaffH= 11.4/0.2 TDEq | HOF(A-)=-364.9/5.8 AfIN p:8

DaffG(X..Y-)= 4.9/0.3 H-TS

++++++++++++++++++++++++++++++++

(H2O)2..O4-.

H4O6  mw:100.001 fg:202 cnt:9041

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

09GOE/SAN    Datum: EA=3.048(5) eV LPES p:7

DaffH(AH)=  16.1/0.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)2..O3SSSSO3=

H4O8S4  mw:259.880 fg:16 cnt:3344

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.8/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)2..O3SOOSO3=

H4O10S2  mw:227.926 fg:16 cnt:3338

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.5/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)2..{SO2}3..SO2-.

H4O10S4  mw:291.869 fg:493 cnt:3392

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 3.8/0.2 TDAs | HOF(A-)=-207.6/0.5 AfIN p:8

DaffH(X..Y-)= 7.1/0.4 TDAs

++++++++++++++++++++++++++++++++

HSO3..{H2SO4}..HSO4-

H4O11S3  mw:275.892 fg:16 cnt:11495

----

84ARN/QIU    Datum: DaffG= 15.9/2.0 IMRE p:6

DaffH(X..Y-)= 23.4/2.2 G+TS

From mass spectrometric sampling of ambient ions at 40.4 km altitude, T=250K.

++++++++++++++++++++++++++++++++

(H2O)2..{SO2}4..SO2-.

H4O12S5  mw:355.831 fg:493 cnt:3393

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 3.0/0.2 TDAs | HOF(A-)=-283.9/0.9 AfIN p:8

DaffH(X..Y-)= 7.1/0.7 TDAs

++++++++++++++++++++++++++++++++

(SO2)5..{HOH}2..SO2-.

H4O14S6  mw:419.793 fg:493 cnt:3394

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 1.1/0.2 TDAs | HOF(A-)=-358.6/1.3 AfIN p:8

DaffH(X..Y-)= 3.8/0.9 TDAs

++++++++++++++++++++++++++++++++

(SO2)6..{HOH}2..SO2-.

H4O16S7  mw:483.755 fg:493 cnt:3395

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 0.6/0.2 TDAs | HOF(A-)=-433.3/1.4 AfIN p:8

DaffH(X..Y-)= 3.7/0.7 TDAs

++++++++++++++++++++++++++++++++

PtMgH5-

H5MgPt  mw:223.989 Anion CAS: Z-2007154-47-2 fg:16 cnt:8885

----

16ZHA/GAN    Datum: EA=1.850(35) eV LPES p:8

Vertical Detachment Energy:2.05(035) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptmgh5.za0]

M062X/Def2T|45.8   |     |     | 3.296|       |121.8  |    |     

M062X/Def2T|66.1   |     |     | 1.463|       |99.5   |    |     

++++++++++++++++++++++++++++++++

PtMg2H5-

H5Mg2Pt  mw:247.975 Anion CAS: N-2522981-23-1 fg:16 cnt:11066

----

20WAN/WAN    Datum: EA=2.35(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

PtMg3H5-

H5Mg3Pt  mw:271.960 Anion CAS: N-2522981-27-5 fg:16 cnt:11067

----

20WAN/WAN    Datum: EA=1.91(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

NH3.H2O-.

H5NO  mw:35.038 fg:16 cnt:9731

----

18CIB/LIU    Datum: EA=0.007(2) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

94DES/BAI    Datum: EA=0.009(5) eV EFD  p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nh4oh.zzf]

W1U        |-50.1  |     |     |-1.053|       |-74.5  |    |     

G3MP2B3    |-57.1  |     |     |-0.662|       |-72.4  |    |     

B3/6-311++G|-60.6  |     |     |-0.434|       |-71.3  |    |     

++++++++++++++++++++++++++++++++

NH3..NH2-

H5N2  mw:33.046 Anion CAS: Z-80048-50-6 fg:20 cnt:1446

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

11GRU/SAN    Datum: EA=1.11(2) eV SEVI p:8

DaffH(AH)=  7.8/0.5 dEA

The stated EA is the Vertical Detachment Energy.

----

95SNO/COE    Datum: DaffH= 12.5/0.7 PDis | HOF(A-)=3.2/0.8 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [nh3nh2.zcf]

W1U        |3.7    | 11.8|  4.0| 26.1|-11.3  |26.8   | 1.242

CBS-QB3    |6.0    | 12.1|  4.1| 26.8|-10.5  |28.7   | 1.166

G3MP2B3    |5.1    | 11.7|  4.3| 24.7|-10.2  |27.0   | 1.194

G3MP2B3+   |3.4    | 13.5|  6.0| 25.2|-10.2  |27.1   | 1.271

G4MP2      |4.1    | 11.2|  2.1| 30.7|-10.3  |25.6   | 1.265

M062X/Def2T|16.5   | 18.5| 11.1| 24.8|-7.2   |42.3   | 0.949

B3/6-311++G|-1.3   | 14.9|  7.4| 25.3|-11.7  |25.3   | 1.257

++++++++++++++++++++++++++++++++

ND3..ND2-

D5N2  mw:38.077 Anion CAS: Z-1159845-41-6 fg:243 cnt:11649

----

95SNO/COE    Datum: EA=1.304(5) eV LPES p:8

DaffH(AH)=  12.2/0.1 dEA

The electron affinity represents the dissociation plus detachment energy.

++++++++++++++++++++++++++++++++

[NH4NO3+H]-

H5N2O3  mw:81.031 fg:16 cnt:9725

----

18ZEN/BER    Datum: EA=1.72(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

H2NSO3H..H2NSO3-

H5N2O6S2  mw:192.959

Core ion CAS: Z-15853-39-1 Solvent: 5329-14-6 fg:240 cnt:11638

----

24HU_/SHA    Datum: EA=5.87(8) eV LPES p:8

Vertical Detachment Energy:6.41(5) eV.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [h2nso32h.zcf]

G3MP2B3    |-328.8 | 40.6| 27.7| 43.2|-118.7 |-169.4 

++++++++++++++++++++++++++++++++

(HNO3)5..NO3-

H5N6O18  mw:376.967 fg:489 cnt:4017

HOF(solv)= -32.1/0.1 neut 03DOR/IOR

----

80WLO/LUC    Datum: DaffG= 1.9/1.0 TDAs | HOF(A-)=-311.4/3.8 AfIN p:7

DaffH(X..Y-)= 7.4/1.2 TDAs

++++++++++++++++++++++++++++++++

(H2O)2..HO-

H5O3  mw:53.024 fg:486 cnt:3891

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

23CAO/WEN    Datum: EA=3.85(5) eV LPES p:8

DaffH(AH)=  21.9/1.2 dEA

Vertical Detachment Energy:4.18(2) eV.

----

01CLE/LUO    Datum: DaffH= 18.0/1.4 PEPI p:8

----

86MEO/SPE    Datum: DaffG= 11.2/1.4 TDAs | HOF(A-)=-193.2/1.4 AfIN p:8

DaffH(X..Y-)= 17.6/1.0 TDAs

----

71PAY/YAM    Datum: DaffG= 11.6/1.4 TDAs | HOF(A-)=-193.5/1.4 AfIN p:7

DaffH(X..Y-)= 17.9/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [w2ho.zcf]

W1U        |-196.4 | 18.2|  9.3| 30.0|-58.5  |-119.7 | 3.496

CBS-QB3    |-194.3 | 17.6|  7.8| 32.8|-58.2  |-118.5 |      

G3MP2B3    |-192.4 | 16.6|  6.8| 32.8|-57.6  |-118.2 | 3.467

G3MP2B3+   |-195.2 | 19.6| 12.2| 25.1|-57.6  |-118.0 |      

G4MP2      |-192.1 | 16.2|  6.7| 32.2|-57.5  |-118.3 |      

M062X/Def2T|-183.8 | 22.4| 12.8| 32.3|-53.6  |-107.8 |      

B3/6-311++G|-190.8 | 19.4| 12.5| 23.3|-54.2  |-117.2 | 3.513

++++++++++++++++++++++++++++++++

(D2O)2..DO-

D5O3  mw:58.056 fg:203 cnt:3936

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

70ARS/KEB    Datum: DaffG= 10.7/1.4 TDAs | HOF(A-)=-194.1/1.2 AfIN p:8

DaffH(X..Y-)= 16.4/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)2..HSO4-

H5O6S  mw:132.981 fg:16 cnt:3265

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13HOU/LIN    Datum: EA=5.55(10) eV LPES p:8

DaffH(AH)=  4.6/3.3 dEA

----

95BLA/KLA    Datum: DaffG= 4.7/0.3 IMRE | HOF(A-)=-69.5/0.3 AfIN p:8

DaffH(X..Y-)= 11.7/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2SO4)2..HSO4-

H5O12S3  mw:292.895 fg:16 cnt:9090

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

13HOU/LIN    Datum: EA=7.20(10) eV LPES p:8

DaffH(AH)=  15.0/3.3 dEA

----

84ARN/QIU    Datum: DaffG= 15.8/2.0 IMRE p:6

DaffH(X..Y-)= 22.0/2.2 G+TS

From mass spectrometric sampling of ambient ions at 40.4 km altitude, T=250K.

++++++++++++++++++++++++++++++++

PtZnH5-

H5PtZn  mw:263.934 Anion CAS: Z-1604766-62-2 fg:16 cnt:10010

----

14ZHA/LIU    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.75(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pth4znh.za0]

M062X/Def2T|51.2   |     |     | 2.912|       |118.6  |    |     

++++++++++++++++++++++++++++++++

SiH4..H-

H5Si  mw:33.017 Anion CAS: Z-41650-16-2 fg:480 cnt:1128

HOF(solv)=   8.4/0.5 neut 81BEL/PER

----

94HAJ/HO     Datum: DaffG= 11.6/4.1 IMRB p:7

DaffH(X..Y-)= 18.9/4.1 G+TS

----

86HAJ/SQU    Datum: DaffH= 22.5/4.5 IMRE | HOF(A-)=20.6/4.5 AfIN p:6

QCISD Calculation: hydride affinity = 20.2 kcal/mol (99MOC/).

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [sih5.zcf]

W1U        |19.7   | 21.4| 13.3| 27.4|6.4    |34.7   

CBS-QB3    |19.4   | 26.0| 17.9| 27.3|5.7    |34.7   

G3MP2B3    |21.8   | 25.4| 18.7| 22.4|7.7    |34.7   

G3MP2B3+   |21.6   | 25.5| 17.4| 27.4|7.7    |34.7   

G4MP2      |22.2   | 32.4| 24.3| 27.4|7.4    |34.7   

M062X/Def2T|26.6   | 35.2| 27.0| 27.5|9.5    |34.7   

B3/6-311++G|21.7   | 12.2| 11.8| 27.4|9.6    |34.7   

++++++++++++++++++++++++++++++++

Si2H5-

H5Si2  mw:60.994 Anion CAS: Z-53199-49-8 fg:20 cnt:2424

HOF(AH)=  19.2/0.5  82WAG/EVA    |

DacidS=29.6/2.0 Stat |  S(A-)=69.2/2.0 Acid |  S(AH)=65.6/0.3  76BEN
###### the following are "below the line": evaluated as not accurate ####

----

91KRI/SRI    Datum: HOF(A-)=<-33.0/2.3 EIAE p:1

DacidG(AH)=<304.7/2.9 H-TS DacidH(AH)=<313.5/2.4 A-AH

From Si2H6, appearance energy = 0.0 eV. Data for SiH4 plus alpha-Si effects imply .DELTA.acidH should be ca. 360 kcal/mol. Composite computational methods(18BAR/) indicate .DELTA.acidH = 360 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2h5.zaf]

W1U        |10.5   |360.3|352.8| 1.843|16.0   |53.0   |25.1|89.1 

CBS-QB3    |10.8   |360.3|352.9| 1.852|16.2   |53.6   |25.0|89.4 

G3MP2B3    |11.5   |359.9|352.5| 1.874|18.8   |54.8   |24.9|88.1 

G3MP2B3+   |11.5   |359.9|352.4| 1.878|18.8   |54.8   |25.0|88.1 

G4MP2      |11.4   |360.4|352.9| 1.853|18.2   |54.2   |25.0|88.1 

M062X/Def2T|16.1   |360.1|352.6| 1.682|20.7   |54.9   |25.2|86.3 

B3/6-311++G|17.8   |360.1|352.7| 1.828|25.0   |60.0   |25.1|87.2 

++++++++++++++++++++++++++++++++

ThH5-

H5Th  mw:237.078 Anion CAS: Z-2762888-63-9 fg:3 cnt:11298

----

21MAR/ZHU    Datum: EA=4.09(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..LiI-.

H6ILiO3  mw:187.953 fg:21 cnt:9259

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.64(8) eV LPES p:8

DaffH(AH)=  3.7/2.6 dEA

Vertical Detachment Energy:0.72(8) eV.

++++++++++++++++++++++++++++++++

(NH3)2..I-

H6IN2  mw:160.958 fg:484 cnt:5905

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00FRI/ZAN    Datum: EA=3.55(5) eV LPES p:9

DaffH(AH)=  5.3/1.6 dEA

The stated EA is the Vertical Detachment Energy. Femtosecond Time resolved LPES.

++++++++++++++++++++++++++++++++

(H2O)3..I-

H6IO3  mw:180.937 fg:484 cnt:3816

HOF(A.)= -35.1/4.0               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

80KEE/CAS2   Datum: DaffG= 3.0/0.8 TDAs | HOF(A-)=-134.8/0.4 AfIN p:8

DaffH(X..Y-)= 9.3/0.3 TDAs

----

94MAR/POL    Datum: EA=4.29(10) eV LPES | HOF(A-)=-134.0/3.3 AfIN p:7

DaffH(AH)=  8.5/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

88HIR/MIZ2   Datum: DaffG= 3.1/0.8 TDAs | HOF(A-)=-134.7/0.3 AfIN p:6

DaffH(X..Y-)= 9.2/0.2 TDAs

----

71PAY/YAM    Datum: DaffH= 9.4/1.0 TDAs | HOF(A-)=-134.9/1.0 AfIN p:6

----

70ARS/YAM    Datum: DaffH= 9.4/1.0 TDAs | HOF(A-)=-134.9/1.0 AfIN p:6

----

68KEB/ARS    Datum: DaffG= 3.3/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)3..IO3-

H6IO6  mw:228.921 fg:16 cnt:3286

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.2/0.3 IMRE | HOF(A-)=-210.0/0.5 AfIN p:8

DaffH(X..Y-)= 11.2/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)3..(KI)2-

H6I2K2O3  mw:385.769 fg:21 cnt:11053

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16LI_/ZEN    Datum: EA=1.15(8) eV LPES p:8

Vertical Detachment Energy:0.82(10) eV. This corresponds to the 'minor' isomer in the lesser-solvated cases.

++++++++++++++++++++++++++++++++

(H2O)3..(NaI)2-

H6I2Na2O3  mw:353.821 fg:21 cnt:11266

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16LI_/HOU    Datum: EA=1.37(8) eV LPES p:8

Vertical Detachment Energy:1.59(8) eV. There is an isomer with electron affinity = 0.74(8) eV.

++++++++++++++++++++++++++++++++

(NH3)2..Li-

H6LiN2  mw:41.070 fg:16 cnt:6279

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.55(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..Li-

H6LiO3  mw:61.048 fg:16 cnt:9229

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.52(4) eV LPES p:8

Vertical Detachment Energy:0.57(4) eV.

++++++++++++++++++++++++++++++++

(H2O)3..Li2SO4-

H6Li2O7S  mw:164.016 fg:21 cnt:11281

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15FEN/HOU    Datum: EA=0.69(8) eV LPES p:8

Vertical Detachment Energy:0.92(8) eV. There is an isomer with electron affinity = 0.28 eV.

++++++++++++++++++++++++++++++++

(H2O)3..NO2-

H6NO5  mw:100.025 fg:488 cnt:3279

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.5/0.3 IMRE | HOF(A-)=-256.6/0.5 AfIN p:8

DaffH(X..Y-)= 11.5/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

71PAY/YAM    Datum: DaffG= 4.0/1.4 TDAs | HOF(A-)=-255.5/1.1 AfIN p:7

DaffH(X..Y-)= 10.4/1.0 TDAs

----

70ARS/YAM    Datum: DaffG= 4.1/1.4 TDAs | HOF(A-)=-255.5/1.1 AfIN p:6

DaffH(X..Y-)= 10.4/1.0 TDAs

----

68KEB/ARS    Datum: DaffG= 4.5/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)3..NO3-

H6NO6  mw:116.020 fg:489 cnt:3280

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 3.9/0.3 IMRE | HOF(A-)=-68.7/0.3 AfIN p:8

DaffH(X..Y-)= 10.9/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

----

02WAN/YAN    Datum: EA=5.40(8) eV LPES p:7

Vertical Detachment Energy:5.7(2) eV.

++++++++++++++++++++++++++++++++

HNO3..{H2SO4}2..HSO4-

H6NO15S3  mw:355.891 fg:21 cnt:11492

HOF(solv)= -32.1/0.1 neut 03DOR/IOR

----

84ARN/QIU    Datum: DaffG= 13.8/2.0 IMRE p:6

DaffH(X..Y-)= 21.0/2.2 G+TS

From mass spectrometric sampling of ambient ions at 40.4 km altitude, T=250K.

----

82ARN/VIG    Datum: DaffG= 10.3/2.0 IMRE p:6

DaffH(X..Y-)= 17.8/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

(NH3)2..Na-

H6N2Na  mw:57.043 fg:301 cnt:11663

----

97TAK/MIS    Datum: EA=0.39(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)2..Na2-.

H6N2Na2  mw:80.033 fg:16 cnt:5359

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=0.37(5) eV LPES p:8

DaffH(AH)=  1.4/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)2..Na3-.

H6N2Na3  mw:103.023 fg:16 cnt:5362

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=1.43(5) eV LPES p:8

DaffH(AH)=  3.9/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[NH4NO3+2H]-

H6N2O3  mw:82.038 fg:16 cnt:9726

----

18ZEN/BER    Datum: EA=2.13(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)2..Pb-

H6N2Pb  mw:242.030 Anion CAS: Z-1246929-59-8 fg:16 cnt:7939

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

10SOB/CAS    Datum: EA=0.94(5) eV LPES p:7

Vertical Detachment Energy:1.10(5) eV.

++++++++++++++++++++++++++++++++

(H2O)3..N3-

H6N3O3  mw:96.041 fg:16 cnt:6443

HOF(A.)= -66.1/3.6               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=4.04(6) eV LPES | HOF(A-)=-158.6/3.3 AfIN p:9

DaffH(AH)=  10.6/2.0 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:4.25(6) eV.

++++++++++++++++++++++++++++++++

(HNO3)6..NO3-

H6N7O21  mw:439.962 fg:489 cnt:4018

HOF(solv)= -32.1/0.1 neut 03DOR/IOR

----

80WLO/LUC    Datum: DaffG= 2.4/0.7 TDAs | HOF(A-)=-348.1/3.9 AfIN p:7

DaffH(X..Y-)= 4.6/0.9 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..Na-

H6NaO3  mw:77.022 fg:16 cnt:6304

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=1.13(10) eV LPES p:8

DaffH(AH)=  3.2/3.3 dEA

The stated EA is the Vertical Detachment Energy. See also 96MIS/TSU.

++++++++++++++++++++++++++++++++

(H2O)3..NaSO4-

H6NaO7S  mw:172.974 fg:21 cnt:10529

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

06WAN/WOO3   Datum: EA=4.5(1) eV LPES p:8

Vertical Detachment Energy:5.10(5) eV.

++++++++++++++++++++++++++++++++

(H2O)3-.

H6O3  mw:54.032 Anion CAS: Z-191612-61-0 fg:100 cnt:4355

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98KIM/BEC    Datum: EA=0.13(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=0.1440(4) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

++++++++++++++++++++++++++++++++

(H2O)2..H2PO2-

H6O4P  mw:101.001 fg:16 cnt:3258

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.4/0.3 IMRE | HOF(A-)=-123.8/0.3 AfIN p:8

DaffH(X..Y-)= 13.4/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)3..O2-.

H6O5  mw:86.022 fg:491 cnt:3934

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

01LUO/CLE    Datum: EA=3.03(5) eV LPES p:9

DaffH(AH)=  18.0/1.6 dEA

Vertical Detachment Energy:2.77(5) eV.

----

09GOE/SAN    Datum: EA=3.472(5) eV LPES p:8

DaffH(AH)=  28.2/1.2 dEA

The stated EA is the Vertical Detachment Energy.

----

70ARS/KEB    Datum: DaffG= 7.0/1.4 TDAs | HOF(A-)=-73.2/1.0 AfIN p:8

DaffH(X..Y-)= 15.4/1.0 TDAs

----

68KEB/ARS    Datum: DaffG= 6.1/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)2..(HO)HPO2-

H6O5P  mw:116.996 fg:16 cnt:3259

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.6/0.3 IMRE | HOF(A-)=-123.4/0.3 AfIN p:8

DaffH(X..Y-)= 13.6/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

H2O..TiO4H4-

H6O5Ti  mw:133.970

Core ion CAS: Z-1491216-23-9 Solvent: 7732-18-5 fg:16 cnt:11095

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/XU     Datum: EA=1.23(8) eV LPES p:8

DaffH(AH)=  10.6/2.6 dEA

Vertical Detachment Energy:1.82(8) eV.

++++++++++++++++++++++++++++++++

(H2O)2..(HO)2PO2-

H6O6P  mw:132.991 fg:16 cnt:3260

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO     Datum: DaffG= 6.1/0.5 TDAs | HOF(A-)=-453.1/6.7 AfIN p:8

DaffH(X..Y-)= 12.3/1.0 TDAs

----

95BLA/KLA    Datum: DaffG= 6.1/0.3 IMRE | HOF(A-)=-454.0/6.7 AfIN p:6

DaffH(X..Y-)= 13.1/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(D2O)3..PO3-

D8O6P  mw:141.040

Core ion CAS: Z-15389-19-2 Solvent: 7789-20-0 fg:42 cnt:11895

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

89KEE/CAS    Datum: DaffH= 16.3/0.3 TDEq | HOF(A-)=-439.8/5.8 AfIN p:8

DaffG(X..Y-)= 5.5/0.4 H-TS

++++++++++++++++++++++++++++++++

(H2O)3..O4-.

H6O7  mw:118.012 fg:202 cnt:9042

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

09GOE/SAN    Datum: EA=>3.495(5) eV LPES p:7

DaffH(AH)=  10.3/0.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..SO4=

H6O7S  mw:149.985 fg:16 cnt:5196

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=0.40(10) eV LPES p:8

See also 01WAN/YAN.

----

00WAN/NIC2   Datum: EA=0.40(20) eV LPES p:7

Vertical Detachment Energy:0.8(2) eV.

++++++++++++++++++++++++++++++++

(H2O)3..O3SSO3=

H6O9S2  mw:213.946 fg:16 cnt:3327

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 9.4/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)3..O3SSSSO3=

H6O9S4  mw:277.891 fg:16 cnt:3345

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.7/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)3..O3SOOSO3=

H6O11S2  mw:245.936 fg:16 cnt:3339

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.5/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)3..{SO2}3..SO2-.

H6O11S4  mw:309.880 fg:493 cnt:3396

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 3.0/0.2 TDAs | HOF(A-)=-272.0/0.6 AfIN p:8

DaffH(X..Y-)= 6.6/0.3 TDAs

++++++++++++++++++++++++++++++++

(H2O)3..{SO2}4..SO2-.

H6O13S5  mw:373.842 fg:493 cnt:3397

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 2.6/0.2 TDAs | HOF(A-)=-348.8/1.1 AfIN p:8

DaffH(X..Y-)= 7.1/0.7 TDAs

++++++++++++++++++++++++++++++++

HSO3..{H2SO4}2..HSO4-

H6O15S4  mw:373.860 fg:16 cnt:11485

----

82ARN/VIG    Datum: DaffG=<12.0/2.0 IMRE p:6

DaffH(X..Y-)=<19.5/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

(H2S)3-.

H6S3  mw:101.964 fg:20 cnt:10892

HOF(solv)=  -4.9/0.1 neut 89GUR/VEY

----

20LIU/DIA    Datum: EA=0.029(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [h2stri.zzf]

W1U        |-13.8  |     |     |     |       |       |-0.268

G3MP2B3    |-13.6  |     |     |     |       |       |-0.227

G3MP2B3+   |-13.6  |     |     |     |       |       |-0.228

M062X/Def2T|-11.0  |     |     |     |       |       |-0.052

++++++++++++++++++++++++++++++++

(NH3)2..H-

H7N2  mw:35.061 fg:480 cnt:1445

HOF(A.)=  14.7/0.8               |

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

95SNO/COE    Datum: EA=1.455(19) eV LPES | HOF(A-)=-18.7/1.7 AfIN p:9

DaffH(AH)=  7.7/1.7 dEA

The reported affinity is the shift in apparent electron affinity from the lesser-solvated ion. This ignores any neutral-neutral bond.

----

11GRU/SAN    Datum: EA=1.47(2) eV SEVI p:8

DaffH(AH)=  8.1/1.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2H7+)=

H7N2  mw:35.061 Anion CAS: Z-12325-21-2 fg:20 cnt:6659

----

02XU_/NIL    Datum: EA=0.415(15) eV LPES p:8

Double Rydberg ion: core cation, with two orbiting Rydberg electrons.

++++++++++++++++++++++++++++++++

NH3..(NH4+)=

H7N2  mw:35.061

Core ion CAS: Z-12325-21-2 Solvent: 7664-41-7 fg:20 cnt:6660

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02XU_/NIL    Datum: EA=0.578(5) eV LPES p:8

DaffH(AH)=  2.4/0.2 dEA

Double Rydberg ion: core cation, with two orbiting Rydberg electrons.

++++++++++++++++++++++++++++++++

[NH4NO3+3H]-

H7N2O3  mw:83.046 fg:16 cnt:9727

----

18ZEN/BER    Datum: EA=1.88(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)3..HO-

H7O4  mw:71.035 fg:486 cnt:3892

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

23CAO/WEN    Datum: EA=4.50(5) eV LPES p:8

DaffH(AH)=  15.0/1.6 dEA

Vertical Detachment Energy:4.85(5) eV.

----

71PAY/YAM    Datum: DaffH= 15.1/1.0 TDAs | HOF(A-)=-72.9/1.0 AfIN p:8

----

86MEO/SPE    Datum: DaffG= 9.0/1.4 TDAs | HOF(A-)=-74.0/1.0 AfIN p:7

DaffH(X..Y-)= 16.2/1.0 TDAs

++++++++++++++++++++++++++++++++

(D2O)3..DO-

D7O4  mw:78.079 fg:203 cnt:3937

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

70ARS/KEB    Datum: DaffG= 7.7/1.4 TDAs | HOF(A-)=-267.8/1.6 AfIN p:8

DaffH(X..Y-)= 15.1/1.0 TDAs

++++++++++++++++++++++++++++++++

H2O..{H2SO4}2..HSO4-

H7O13S3  mw:310.905 fg:16 cnt:11488

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

82ARN/VIG    Datum: DaffG= 6.3/2.0 IMRE p:6

DaffH(X..Y-)= 13.8/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

(H2SO4)3..HSO4-

H7O16S4  mw:390.862 fg:16 cnt:11481

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

84ARN/QIU    Datum: DaffG= 14.6/2.0 IMRE p:6

DaffH(X..Y-)= 20.9/2.2 G+TS

From mass spectrometric sampling of ambient ions at 40.4 km altitude, T=250K.

----

82ARN/VIG    Datum: DaffG= 14.0/2.0 IMRE p:6

DaffH(X..Y-)= 21.5/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

(H2O)4..LiI-.

H8ILiO4  mw:205.963 fg:21 cnt:9260

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.41(8) eV LPES p:8

Vertical Detachment Energy:0.55(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..I-

H8IO4  mw:198.947 fg:484 cnt:3817

HOF(A.)= -93.6/4.0               |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 2.1/1.6 TDAs | HOF(A-)=-201.8/0.5 AfIN p:8

DaffH(X..Y-)= 9.2/0.4 TDAs

----

94MAR/POL    Datum: EA=4.59(10) eV LPES | HOF(A-)=-199.5/3.3 AfIN p:7

DaffH(AH)=  6.9/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

----

68KEB/ARS    Datum: DaffG= 2.2/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)4..(NaI)2-

H8I2Na2O4  mw:371.831 fg:21 cnt:11267

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16LI_/HOU    Datum: EA=0.75(8) eV LPES p:8

Vertical Detachment Energy:1.00(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..Li-

H8LiO4  mw:79.059 fg:16 cnt:9230

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.43(4) eV LPES p:8

Vertical Detachment Energy:0.55(4) eV.

++++++++++++++++++++++++++++++++

(H2O)4..Li2SO4-

H8Li2O8S  mw:182.027 fg:21 cnt:11282

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15FEN/HOU    Datum: EA=0.56(8) eV LPES p:8

Vertical Detachment Energy:0.91(8) eV.

++++++++++++++++++++++++++++++++

(H2O)4..NO2-

H8NO6  mw:118.036 fg:488 cnt:4279

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

68KEB/ARS    Datum: DaffG= 2.0/2.0 IMRE p:5

++++++++++++++++++++++++++++++++

(H2O)4..NO3-

H8NO7  mw:134.031 fg:489 cnt:10244

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02WAN/YAN    Datum: EA=5.6(1) eV LPES p:7

Vertical Detachment Energy:5.9(2) eV.

++++++++++++++++++++++++++++++++

HNO3..{H2SO4}3..HSO4-

H8NO19S4  mw:453.858 fg:21 cnt:11493

HOF(solv)= -32.1/0.1 neut 03DOR/IOR

----

82ARN/VIG    Datum: DaffG= 11.1/2.0 IMRE p:6

DaffH(X..Y-)= 18.6/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

[NH4NO3+4H]-

H8N2O3  mw:84.054 fg:16 cnt:9728

----

18ZEN/BER    Datum: EA=2.35(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)2..NH2-

H8N3  mw:50.072 fg:20 cnt:1447

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

11GRU/SAN    Datum: EA=1.48(2) eV SEVI p:9

DaffH(AH)=  8.5/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

95SNO/COE    Datum: EA=1.775(19) eV LPES p:8

DaffH(AH)=  15.3/0.6 dEA

The reported affinity is the shift in apparent electron affinity from the lesser-solvated ion. This ignores any neutral-neutral bond.

++++++++++++++++++++++++++++++++

(H2O)4..N3-

H8N3O4  mw:114.052 fg:16 cnt:6444

HOF(A.)= -123.9/4.1              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=4.38(6) eV LPES | HOF(A-)=-224.3/3.9 AfIN p:9

DaffH(AH)=  7.8/2.0 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:4.63(6) eV.

++++++++++++++++++++++++++++++++

(H2O)4..Na-

H8NaO4  mw:95.033 Anion CAS: Z-181884-35-5 fg:16 cnt:10852

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=1.24(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)4..NaSO4-

H8NaO8S  mw:190.984 fg:21 cnt:10530

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

06WAN/WOO3   Datum: EA=4.8(1) eV LPES p:8

Vertical Detachment Energy:5.30(5) eV.

++++++++++++++++++++++++++++++++

(H2O)4-.

H8O4  mw:72.043 Anion CAS: Z-191612-63-2 fg:100 cnt:6543

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04SHI/HAM    Datum: EA=0.35(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Multiple more weakly bound bands seen. Structure(s) not clear.

++++++++++++++++++++++++++++++++

(H2O)3..H2PO2-

H8O5P  mw:119.011 fg:16 cnt:3281

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.7/0.3 IMRE | HOF(A-)=-193.3/0.4 AfIN p:8

DaffH(X..Y-)= 11.7/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)4..O2-.

H8O6  mw:104.033 fg:491 cnt:4280

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

01LUO/CLE    Datum: EA=3.45(5) eV LPES p:9

DaffH(AH)=  9.7/1.6 dEA

Vertical Detachment Energy:2.77(5) eV.

----

68KEB/ARS    Datum: DaffG= 4.4/2.0 IMRE p:7

++++++++++++++++++++++++++++++++

(H2O)3..(HO)HPO2-

H8O6P  mw:135.006 fg:16 cnt:3282

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.2/0.3 IMRE | HOF(A-)=-193.4/0.4 AfIN p:8

DaffH(X..Y-)= 12.2/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(H2O)2..TiO4H4-

H8O6Ti  mw:151.981 fg:16 cnt:11096

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/XU     Datum: EA=1.62(8) eV LPES p:8

DaffH(AH)=  9.0/2.6 dEA

Vertical Detachment Energy:2.21(8) eV.

++++++++++++++++++++++++++++++++

(H2O)3..(HO)2PO2-

H8O7P  mw:151.001 fg:16 cnt:3283

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 6.1/1.0 TDAs | HOF(A-)=-523.2/6.8 AfIN p:7

DaffH(X..Y-)= 12.3/1.0 TDAs

----

95BLA/KLA    Datum: DaffG= 4.8/0.3 IMRE | HOF(A-)=-522.8/6.7 AfIN p:6

DaffH(X..Y-)= 11.8/0.3 G+TS

T: 293 K. .DELTA.affS estimated as approx. 24 cal/mol-K, per 86KEE/CAS.

++++++++++++++++++++++++++++++++

(D2O)4..PO3-

D9O7P  mw:160.057

Core ion CAS: Z-15389-19-2 Solvent: 7789-20-0 fg:42 cnt:11896

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

89KEE/CAS    Datum: DaffH= 11.0/0.4 TDEq | HOF(A-)=-509.5/5.9 AfIN p:8

DaffG(X..Y-)= 4.3/0.6 H-TS

++++++++++++++++++++++++++++++++

(H2O)4..SO4=

H8O8S  mw:167.995 fg:16 cnt:5197

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

09WAN/SER    Datum: EA=1.15(8) eV LPES p:8

Vertical Detachment Energy:1.52(10) eV; ions at 12 K.

----

09WAN/SER    Datum: EA=0.92(8) eV LPES p:8

Vertical Detachment Energy:1.33(10) eV; ions at room temp.

----

02YAN/WAN2   Datum: EA=0.92(8) eV LPES p:8

See also 01WAN/YAN.

----

00WAN/NIC2   Datum: EA=1.00(10) eV LPES p:7

Vertical Detachment Energy:1.33(5) eV.

++++++++++++++++++++++++++++++++

(H2O)3..(HO)O2POPO2(OH)=

H8O10P2  mw:229.960 fg:16 cnt:4082

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 8.9/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)4..O3SSO3=

H8O10S2  mw:231.957 fg:16 cnt:3328

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.0/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)4..O3SSSSO3=

H8O10S4  mw:295.901 fg:16 cnt:3346

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.1/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)4..O3SOOSO3=

H8O12S2  mw:263.947 fg:16 cnt:3340

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.7/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2S)4-

H8S4  mw:135.951 fg:20 cnt:10893

HOF(solv)=  -4.9/0.1 neut 89GUR/VEY

----

20LIU/DIA    Datum: EA=0.115(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)3..I-

H9IN3  mw:177.985 fg:484 cnt:5906

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00FRI/ZAN    Datum: EA=3.77(5) eV LPES p:9

DaffH(AH)=  5.1/1.6 dEA

The stated EA is the Vertical Detachment Energy. Femtosecond Time resolved LPES.

++++++++++++++++++++++++++++++++

(NH3)3..Li-

H9LiN3  mw:58.096 fg:16 cnt:6280

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.55(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

[NH4NO3+5H]-

H9N2O3  mw:85.062 fg:16 cnt:9729

----

18ZEN/BER    Datum: EA=1.91(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)3..Na-.

H9N3Na  mw:74.070 fg:16 cnt:5353

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=0.41(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97TAK/MIS    Datum: EA=0.55(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)3..Na2-.

H9N3Na2  mw:97.060 fg:16 cnt:5360

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=0.51(5) eV LPES p:8

DaffH(AH)=  3.2/1.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)3..Na3-.

H9N3Na3  mw:120.050 fg:16 cnt:5363

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=1.43(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)3..Pb2-

H9N3Pb2  mw:467.033 fg:16 cnt:7940

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

10SOB/CAS    Datum: EA=1.25(5) eV LPES p:7

Vertical Detachment Energy:1.44(5) eV.

++++++++++++++++++++++++++++++++

(H2O)4..HO-

H9O5  mw:89.046 fg:486 cnt:4019

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

23CAO/WEN    Datum: EA=4.95(5) eV LPES p:8

DaffH(AH)=  10.4/1.6 dEA

Vertical Detachment Energy:5.36(5) eV.

----

86MEO/SPE    Datum: DaffG= 5.7/1.4 TDAs | HOF(A-)=-69.8/0.1 AfIN p:8

DaffH(X..Y-)= 12.0 TDAs

++++++++++++++++++++++++++++++++

(D2O)4..DO-

D9O5  mw:98.102 fg:203 cnt:3938

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

70ARS/KEB    Datum: DaffG= 5.5/1.4 TDAs | HOF(A-)=-340.6/1.9 AfIN p:8

DaffH(X..Y-)= 14.2/1.0 TDAs

++++++++++++++++++++++++++++++++

H2O..{H2SO4}3..HSO4-

H9O17S4  mw:408.873 fg:16 cnt:11489

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

82ARN/VIG    Datum: DaffG= 8.0/2.0 IMRE p:6

DaffH(X..Y-)= 15.5/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

(H2SO4)4..HSO4-

H9O20S5  mw:488.830 fg:16 cnt:11482

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

82ARN/VIG    Datum: DaffG= 13.0/2.0 IMRE p:6

DaffH(X..Y-)= 20.5/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

(H2O)5..LiI-.

H10ILiO5  mw:223.974 fg:21 cnt:9261

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.42(8) eV LPES p:8

Vertical Detachment Energy:0.61(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..I-

H10IO5  mw:216.958 fg:484 cnt:3818

HOF(A.)= -153.7/4.0              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

88HIR/MIZ2   Datum: DaffG= 1.5 TDAs | HOF(A-)=-268.6/0.5 AfIN p:8

DaffH(X..Y-)= 9.0 TDAs

Entropy estimated.

----

94MAR/POL    Datum: EA=4.77(10) eV LPES | HOF(A-)=-263.7/3.3 AfIN p:7

DaffH(AH)=  4.2/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)5..(NaI)2-

H10I2Na2O5  mw:389.842 fg:21 cnt:11268

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16LI_/HOU    Datum: EA=0.79(8) eV LPES p:8

DaffH(AH)=  0.9/2.6 dEA

Vertical Detachment Energy:1.07(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..Li-

H10LiO5  mw:97.069 fg:16 cnt:9231

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.46(4) eV LPES p:8

DaffH(AH)=  0.7/1.3 dEA

Vertical Detachment Energy:0.57(4) eV.

++++++++++++++++++++++++++++++++

(H2O)5..Li2SO4-

H10Li2O9S  mw:200.037 fg:21 cnt:11283

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15FEN/HOU    Datum: EA=0.58(8) eV LPES p:8

Vertical Detachment Energy:0.94(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..NO3-

H10NO8  mw:152.041 fg:489 cnt:10245

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02WAN/YAN    Datum: EA=5.8(1) eV LPES p:7

Vertical Detachment Energy:6.1(3) eV.

++++++++++++++++++++++++++++++++

(NH3)3..H-

H10N3  mw:52.088 fg:480 cnt:6655

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

11GRU/SAN    Datum: EA=1.80(2) eV SEVI p:8

DaffH(AH)=  8.0/0.6 dEA

The stated EA is the Vertical Detachment Energy.

----

02XU_/NIL    Datum: EA=1.820(10) eV LPES p:8

DaffH(AH)=  8.4/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N3H10+)=

H10N3  mw:52.088 fg:20 cnt:6661

----

02XU_/NIL    Datum: EA=0.424(5) eV LPES p:8

Double Rydberg ion: core cation, with two orbiting Rydberg electrons.

++++++++++++++++++++++++++++++++

NH3..(N2H7+)=

H10N3  mw:52.088

Core ion CAS: Z-12325-21-2 Solvent: 7664-41-7 fg:20 cnt:6662

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02XU_/NIL    Datum: EA=0.495(5) eV LPES p:8

DaffH(AH)=  1.8/0.4 dEA

Double Rydberg ion: core cation, with two orbiting Rydberg electrons.

++++++++++++++++++++++++++++++++

(NH3)2..(NH4+)=

H10N3  mw:52.088 fg:20 cnt:6663

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02XU_/NIL    Datum: EA=0.660(5) eV LPES p:8

DaffH(AH)=  1.9/0.2 dEA

Double Rydberg ion: core cation, with two orbiting Rydberg electrons.

++++++++++++++++++++++++++++++++

(H2O)5..N3-

H10N3O5  mw:132.063 fg:16 cnt:6445

HOF(A.)= -181.7/4.5              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=4.54(6) eV LPES | HOF(A-)=-285.7/4.3 AfIN p:9

DaffH(AH)=  3.7/2.0 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:4.85(6) eV.

++++++++++++++++++++++++++++++++

(H2O)5..Na-

H10NaO5  mw:113.043 Anion CAS: Z-181884-37-7 fg:16 cnt:10853

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=1.39(10) eV LPES p:7

DaffH(AH)=  3.5/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)5-.

H10O5  mw:90.053 Anion CAS: Z-191612-65-4 fg:100 cnt:4356

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98KIM/BEC    Datum: EA=0.41(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)5..O2-.

H10O7  mw:122.043 fg:491 cnt:4281

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

01LUO/CLE    Datum: EA=3.67(5) eV LPES p:9

DaffH(AH)=  5.1/1.6 dEA

Vertical Detachment Energy:2.77(5) eV.

----

68KEB/ARS    Datum: DaffG= 3.3/2.0 IMRE p:6

++++++++++++++++++++++++++++++++

(H2O)3..TiO4H4-

H10O7Ti  mw:169.991 fg:16 cnt:11097

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/XU     Datum: EA=1.91(8) eV LPES p:8

DaffH(AH)=  6.7/2.6 dEA

Vertical Detachment Energy:2.49(8) eV.

++++++++++++++++++++++++++++++++

(H2O)5..S2O3=

H10O8S2  mw:201.983 fg:16 cnt:3321

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.3/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)5..SO4=

H10O9S  mw:186.006 fg:16 cnt:5198

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

09WAN/SER    Datum: EA=1.36(8) eV LPES p:8

Vertical Detachment Energy:1.70(10) eV; ions at room temp.

----

09WAN/SER    Datum: EA=1.48(8) eV LPES p:8

Vertical Detachment Energy:1.80(10) eV; ions at 12 K.

----

02YAN/WAN2   Datum: EA=1.36(8) eV LPES p:8

See also 01WAN/YAN.

----

00WAN/NIC2   Datum: EA=1.38(10) eV LPES p:7

Vertical Detachment Energy:1.80(5) eV.

++++++++++++++++++++++++++++++++

(H2O)4..(HO)O2POPO2(OH)=

H10O11P2  mw:247.971 fg:16 cnt:4083

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 7.9/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)5..O3SSO3=

H10O11S2  mw:249.968 fg:16 cnt:3329

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.1/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)5..O3SSSSO3=

H10O11S4  mw:313.912 fg:16 cnt:3347

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.4/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)5..O3SOOSO3=

H10O13S2  mw:281.957 fg:16 cnt:3341

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.9/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

[Pt2(u-P2O5H2)4+2H]=

H10O20P8Pt2  mw:967.697 fg:21 cnt:8802

----

16WIN/YAN    Datum: EA=2.2(1) eV LPES p:7

Repulsive Coulombic barrier of ca. 3.5 eV.

++++++++++++++++++++++++++++++++

(NH3)3..NH2-

H11N4  mw:67.099 fg:20 cnt:8151

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

11GRU/SAN    Datum: EA=1.83(2) eV SEVI p:8

DaffH(AH)=  8.1/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)5..HO-

H11O6  mw:107.056 fg:486 cnt:4020

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

23CAO/WEN    Datum: EA=5.30(5) eV LPES p:8

DaffH(AH)=  8.1/1.6 dEA

Vertical Detachment Energy:5.72(5) eV.

----

86MEO/SPE    Datum: DaffG= 4.3/1.4 TDAs | HOF(A-)=-69.3/0.1 AfIN p:8

DaffH(X..Y-)= 11.5 TDAs

++++++++++++++++++++++++++++++++

(D2O)5..DO-

D11O6  mw:118.125 fg:203 cnt:3939

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

70ARS/KEB    Datum: DaffG= 4.2/1.4 TDAs | HOF(A-)=-413.3/2.1 AfIN p:8

DaffH(X..Y-)= 14.1/1.0 TDAs

++++++++++++++++++++++++++++++++

(H2O)2..{H2SO4}3..HSO4-

H11O18S4  mw:426.883 fg:16 cnt:11491

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

82ARN/VIG    Datum: DaffG= 7.2/2.0 IMRE p:6

DaffH(X..Y-)= 14.7/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

H2O..{H2SO4}4..HSO4-

H11O21S5  mw:506.840 fg:16 cnt:11490

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

82ARN/VIG    Datum: DaffG= 8.1/2.0 IMRE p:6

DaffH(X..Y-)= 15.6/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

(H2SO4)5..HSO4-

H11O24S6  mw:586.797 fg:16 cnt:11483

HOF(solv)=-175.1/0.5 neut 03DOR/IOR

----

82ARN/VIG    Datum: DaffG= 13.0/2.0 IMRE p:6

DaffH(X..Y-)= 20.5/2.2 G+TS

From mass spectrometric sampling of ambient ions at 32.9 km altitude, T=233K.

++++++++++++++++++++++++++++++++

(H2O)6..LiI-.

H12ILiO6  mw:241.984 fg:21 cnt:9262

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/LIU    Datum: EA=0.50(8) eV LPES p:8

DaffH(AH)=  1.8/2.6 dEA

Vertical Detachment Energy:0.72(8) eV.

++++++++++++++++++++++++++++++++

(NH3)4..I-

H12IN4  mw:195.011 fg:484 cnt:5907

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00FRI/ZAN    Datum: EA=3.90(5) eV LPES p:9

DaffH(AH)=  3.0/1.6 dEA

The stated EA is the Vertical Detachment Energy. Femtosecond Time resolved LPES.

++++++++++++++++++++++++++++++++

(H2O)6..I-

H12IO6  mw:234.968 fg:484 cnt:3819

HOF(A.)= -216.4/4.0              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.11(10) eV LPES | HOF(A-)=-334.2/3.3 AfIN p:8

DaffH(AH)=  7.8/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)6..(NaI)2-

H12I2Na2O6  mw:407.852 fg:21 cnt:11269

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

16LI_/HOU    Datum: EA=0.84(8) eV LPES p:8

DaffH(AH)=  1.2/2.6 dEA

Vertical Detachment Energy:1.08(8) eV.

++++++++++++++++++++++++++++++++

(NH3)4..Li-

H12LiN4  mw:75.123 fg:16 cnt:6281

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)6..Li-

H12LiO6  mw:115.080 fg:16 cnt:9232

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

15ZEN/LIU    Datum: EA=0.44(4) eV LPES p:8

Vertical Detachment Energy:0.63(4) eV.

++++++++++++++++++++++++++++++++

(H2O)6..N3-

H12N3O6  mw:150.073 fg:16 cnt:6446

HOF(A.)= -239.5/5.2              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=4.70(8) eV LPES | HOF(A-)=-347.2/4.9 AfIN p:9

DaffH(AH)=  3.7/2.3 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:5.03(8) eV.

++++++++++++++++++++++++++++++++

(NH3)4..Na-.

H12N4Na  mw:91.097 fg:16 cnt:5354

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=0.42(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97TAK/MIS    Datum: EA=0.52(10) eV LPES p:8

DaffH(AH)=  2.5/2.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)6..Na-

H12NaO6  mw:131.054 Anion CAS: Z-181884-39-9 fg:16 cnt:10854

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=1.49(10) eV LPES p:7

DaffH(AH)=  2.3/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)6-.

H12O6  mw:108.064 Anion CAS: Z-146915-50-6 fg:100 cnt:3983

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98KIM/BEC    Datum: EA=0.48(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy = 0.21 eV.

----

06COE/ARN    Datum: EA=0.1728(15) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

06COE/ARN    Datum: EA=0.4897(2) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

----

90COE/LEE    Datum: EA=0.50(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy=0.20(10) eV.

++++++++++++++++++++++++++++++++

(D2O)6-.

D12O6  mw:120.139 fg:100 cnt:9688

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=0.1614(6) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

06COE/ARN    Datum: EA=0.4813(3) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

++++++++++++++++++++++++++++++++

(H2O)6..O2-.

H12O8  mw:140.054 fg:491 cnt:5139

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

01LUO/CLE    Datum: EA=3.77(5) eV LPES p:9

DaffH(AH)=  2.3/1.6 dEA

++++++++++++++++++++++++++++++++

(H2O)4..TiO4H4-

H12O8Ti  mw:188.002 fg:16 cnt:11098

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/XU     Datum: EA=1.84(8) eV LPES p:8

Vertical Detachment Energy:2.41(8) eV.

++++++++++++++++++++++++++++++++

(H2O)6..S2O3=

H12O9S2  mw:219.993 fg:16 cnt:3322

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.3/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)6..SO4=

H12O10S  mw:204.016 fg:16 cnt:3311

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

09WAN/SER    Datum: EA=1.71(8) eV LPES p:8

Vertical Detachment Energy:2.10(10) eV; ions at room temp.

----

09WAN/SER    Datum: EA=1.88(8) eV LPES p:8

Vertical Detachment Energy:2.25(10) eV; ions at 12 K.

----

02YAN/WAN2   Datum: EA=1.71(8) eV LPES p:8

See also 01WAN/YAN.

----

95BLA/KLA    Datum: DaffG= 8.5/0.3 IMRE p:8

----

00WAN/NIC2   Datum: EA=1.75(10) eV LPES p:7

Vertical Detachment Energy:2.18(10) eV.

++++++++++++++++++++++++++++++++

(H2O)6..SeO4=

H12O10Se  mw:251.961 fg:16 cnt:3317

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 8.0/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)5..(HO)O2POPO2(OH)=

H12O12P2  mw:265.981 fg:16 cnt:4084

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 6.7/0.2 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)6..O3SSO3=

H12O12S2  mw:267.978 fg:16 cnt:3330

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.3/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)6..O3SOOSO3=

H12O14S2  mw:299.968 fg:16 cnt:3342

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.4/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(NH3)4..H-

H13N4  mw:69.115 fg:480 cnt:6656

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

11GRU/SAN    Datum: EA=2.14(2) eV SEVI p:8

DaffH(AH)=  7.8/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

02XU_/NIL    Datum: EA=2.111(10) eV LPES p:8

DaffH(AH)=  7.2/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N4H13+)=

H13N4  mw:69.115 fg:20 cnt:6664

----

02XU_/NIL    Datum: EA=0.427(5) eV LPES p:8

Double Rydberg ion: core cation, with two orbiting Rydberg electrons.

++++++++++++++++++++++++++++++++

(H2O)6..HO-

H13O7  mw:125.067 fg:486 cnt:4021

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

23CAO/WEN    Datum: EA=5.65(5) eV LPES p:8

DaffH(AH)=  8.1/1.6 dEA

----

86MEO/SPE    Datum: DaffG= 4.2/1.4 TDAs | HOF(A-)=-69.0/0.1 AfIN p:8

DaffH(X..Y-)= 11.2 TDAs

++++++++++++++++++++++++++++++++

(H2O)7..I-

H14IO7  mw:252.979 fg:484 cnt:3820

HOF(A.)= -274.1/5.2              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.20(10) eV LPES | HOF(A-)=-394.1/4.7 AfIN p:8

DaffH(AH)=  2.1/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)7..N3-

H14N3O7  mw:168.084 fg:16 cnt:6447

HOF(A.)= -297.2/5.8              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=4.84(8) eV LPES | HOF(A-)=-408.3/5.6 AfIN p:9

DaffH(AH)=  3.2/2.6 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:5.25(8) eV.

++++++++++++++++++++++++++++++++

(NH3)4..NH2-

H14N5  mw:84.125 fg:20 cnt:8152

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

11GRU/SAN    Datum: EA=2.12(2) eV SEVI p:8

DaffH(AH)=  6.7/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)7..Na-

H14NaO7  mw:149.064 Anion CAS: Z-181884-41-3 fg:16 cnt:10855

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=1.55(10) eV LPES p:7

DaffH(AH)=  1.4/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2)7..Ni-

H14Ni  mw:72.045 fg:201 cnt:10502

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.78(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)7-.

H14O7  mw:126.075 Anion CAS: Z-146915-51-7 fg:100 cnt:3984

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98KIM/BEC    Datum: EA=0.49(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. isomer with Vertical Detachment Energy = 0.24 eV.

----

06COE/ARN    Datum: EA=0.4889(6) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

----

06COE/ARN    Datum: EA=0.2620(50) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

90COE/LEE    Datum: EA=0.50(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. There is an isomer with Vertical Detachment Energy = 0.22 eV. Detachment/fragmentation compete near threshold: 89POS/CAM.

++++++++++++++++++++++++++++++++

(D2O)7-.

D14O7  mw:140.162 fg:100 cnt:9689

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=0.4633(4) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

----

06COE/ARN    Datum: EA=0.2565(25) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

++++++++++++++++++++++++++++++++

(H2O)5..TiO4H4-

H14O9Ti  mw:206.012 fg:16 cnt:11099

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

13LI_/XU     Datum: EA=2.06(8) eV LPES p:8

DaffH(AH)=  5.1/2.6 dEA

Vertical Detachment Energy:2.57(8) eV.

++++++++++++++++++++++++++++++++

(H2O)7..S2O3=

H14O10S2  mw:238.004 fg:16 cnt:3323

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.5/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)7..SO4=

H14O11S  mw:222.027 fg:16 cnt:3312

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 7.5/2.0 TDAs | HOF(A-)=-71.7/2.0 AfIN p:9

DaffH(X..Y-)= 13.9/2.0 TDAs

----

09WAN/SER    Datum: EA=2.15(8) eV LPES p:8

Vertical Detachment Energy:2.50(10) eV; ions at 12 K.

----

09WAN/SER    Datum: EA=2.08(8) eV LPES p:8

Vertical Detachment Energy:2.40(10) eV; ions at room temp.

----

02YAN/WAN2   Datum: EA=2.08(8) eV LPES p:8

See also 01WAN/YAN.

----

95BLA/KLA    Datum: DaffG= 7.5/0.3 IMRE p:8

----

00WAN/NIC2   Datum: EA=2.10(10) eV LPES p:7

Vertical Detachment Energy:2.54(10) eV.

++++++++++++++++++++++++++++++++

(H2O)7..SeO4=

H14O11Se  mw:269.971 fg:16 cnt:3318

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 7.0/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)6..(HO)O2POPO2(OH)=

H14O13P2  mw:283.992 fg:16 cnt:4093

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96BLA/HO 2   Datum: DaffG= 5.9/0.2 IMRE p:8

Correction to published article: P. Kebarle, personal communication.

++++++++++++++++++++++++++++++++

(H2O)7..O3SSO3=

H14O13S2  mw:285.989 fg:16 cnt:3331

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.6/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(NH3)5..I-

H15IN5  mw:212.038 fg:484 cnt:5908

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00FRI/ZAN    Datum: EA=4.10(5) eV LPES p:9

DaffH(AH)=  4.6/1.6 dEA

The stated EA is the Vertical Detachment Energy. Femtosecond Time resolved LPES.

++++++++++++++++++++++++++++++++

(NH3)5..Li-

H15LiN5  mw:92.149 fg:16 cnt:6282

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)5..Na-.

H15N5Na  mw:108.123 fg:16 cnt:5355

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=0.41(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97TAK/MIS    Datum: EA=0.51(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)7..HO-

H15O8  mw:143.077 fg:486 cnt:4022

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/SPE    Datum: DaffG= 3.2/1.4 TDAs | HOF(A-)=-68.2/0.1 AfIN p:8

DaffH(X..Y-)= 10.4 TDAs

++++++++++++++++++++++++++++++++

(H2O)8..I-

H16IO8  mw:270.990 fg:484 cnt:3821

HOF(A.)= -331.9/6.1              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.23(10) eV LPES | HOF(A-)=-452.6/5.7 AfIN p:8

DaffH(AH)=  0.7/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)8..N3-

H16N3O8  mw:186.094 fg:16 cnt:6448

HOF(A.)= -355.0/6.4              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=4.98(8) eV LPES | HOF(A-)=-469.3/6.1 AfIN p:9

DaffH(AH)=  3.2/2.6 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:5.42(8) eV.

++++++++++++++++++++++++++++++++

(NH3)5..H-

H16N5  mw:86.141 fg:480 cnt:6657

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

11GRU/SAN    Datum: EA=2.39(2) eV SEVI p:8

DaffH(AH)=  5.8/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

02XU_/NIL    Datum: EA=2.360(10) eV LPES p:8

DaffH(AH)=  5.1/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N5H16+)=

H16N5  mw:86.141 fg:20 cnt:6665

----

02XU_/NIL    Datum: EA=0.434(5) eV LPES p:8

Double Rydberg ion: core cation, with two orbiting Rydberg electrons.

++++++++++++++++++++++++++++++++

(H2O)8..Na-

H16NaO8  mw:167.075 Anion CAS: N-202331-62-2 fg:16 cnt:10856

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=1.66(10) eV LPES p:7

DaffH(AH)=  2.5/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2)8..Ni-

H16Ni  mw:74.061 fg:201 cnt:10503

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.88(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)8-.

H16O8  mw:144.085 Anion CAS: Z-219510-68-6 fg:100 cnt:4357

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98KIM/BEC    Datum: EA=0.53(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer with Vertical Detachment Energy = 0.32 eV.

++++++++++++++++++++++++++++++++

(H2O)8..S2O3=

H16O11S2  mw:256.015 fg:16 cnt:3324

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.9/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)8..SO4=

H16O12S  mw:240.037 fg:16 cnt:3313

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 6.8/2.0 TDAs | HOF(A-)=-141.9/2.8 AfIN p:9

DaffH(X..Y-)= 12.4/2.0 TDAs

----

02YAN/WAN2   Datum: EA=2.38(8) eV LPES p:8

See also 01WAN/YAN.

----

00WAN/NIC2   Datum: EA=2.43(10) eV LPES p:8

Vertical Detachment Energy:2.84(10) eV.

----

95BLA/KLA    Datum: DaffG= 6.7/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)8..SeO4=

H16O12Se  mw:287.982 fg:16 cnt:3319

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 6.3/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)8..O3SSO3=

H16O14S2  mw:303.999 fg:16 cnt:3332

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.1/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(NH3)5..NH2-

H17N6  mw:101.152 fg:20 cnt:8153

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

11GRU/SAN    Datum: EA=2.25(2) eV SEVI p:8

DaffH(AH)=  3.0/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)8..HO-

H17O9  mw:161.088 fg:486 cnt:4023

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

86MEO/SPE    Datum: DaffG= 2.6/1.4 TDAs | HOF(A-)=-135.8/1.0 AfIN p:8

DaffH(X..Y-)= 9.8/1.0 TDAs

Entropy estimated.

++++++++++++++++++++++++++++++++

(NH3)6..I-

H18IN6  mw:229.064 fg:484 cnt:5909

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00FRI/ZAN    Datum: EA=4.24(5) eV LPES p:9

DaffH(AH)=  3.2/1.6 dEA

The stated EA is the Vertical Detachment Energy. Femtosecond Time resolved LPES.

++++++++++++++++++++++++++++++++

(H2O)9..I-

H18IO9  mw:289.000 fg:484 cnt:3822

HOF(A.)= -389.7/6.9              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.40(10) eV LPES | HOF(A-)=-514.3/6.6 AfIN p:8

DaffH(AH)=  3.9/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(NH3)6..Li-

H18LiN6  mw:109.176 fg:16 cnt:6283

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.47(10) eV LPES p:8

DaffH(AH)=  1.6/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)9..N3-

H18N3O9  mw:204.105 fg:16 cnt:6449

HOF(A.)= -412.8/6.9              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=5.12(8) eV LPES | HOF(A-)=-530.3/6.7 AfIN p:9

DaffH(AH)=  3.2/2.6 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:5.55(8) eV.

++++++++++++++++++++++++++++++++

(NH3)6..Na-.

H18N6Na  mw:125.150 fg:16 cnt:5356

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=0.40(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97TAK/MIS    Datum: EA=0.51(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2)9..Ni-

H18Ni  mw:76.077 fg:201 cnt:10504

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.89(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)9-.

H18O9  mw:162.096 Anion CAS: Z-219510-70-0 fg:100 cnt:4358

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98KIM/BEC    Datum: EA=0.55(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)9..S2O3=

H18O12S2  mw:274.025 fg:16 cnt:3325

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.3/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)9..SO4=

H18O13S  mw:258.048 fg:16 cnt:3314

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 6.1/2.0 TDAs | HOF(A-)=-211.5/3.5 AfIN p:9

DaffH(X..Y-)= 11.8/2.0 TDAs

----

02YAN/WAN2   Datum: EA=2.68(8) eV LPES p:8

See also 01WAN/YAN.

----

00WAN/NIC2   Datum: EA=2.69(10) eV LPES p:8

Vertical Detachment Energy:3.08(10) eV.

----

95BLA/KLA    Datum: DaffG= 6.0/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)9..SeO4=

H18O13Se  mw:305.992 fg:16 cnt:3320

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 5.6/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(N6H19+)=

H19N6  mw:103.168 fg:20 cnt:6666

----

05RAD/STO    Datum: EA=0.443(5) eV LPES p:8

Double Rydberg ion: core cation, with two orbiting Rydberg electrons.

++++++++++++++++++++++++++++++++

(H2O)10..I-

H20IO10  mw:307.011 fg:484 cnt:3823

HOF(A.)= -447.5/7.7              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.46(10) eV LPES | HOF(A-)=-573.5/7.3 AfIN p:8

DaffH(AH)=  1.4/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)10..N3-

H20N3O10  mw:222.115 fg:16 cnt:6450

HOF(A.)= -470.6/7.4              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=5.25(8) eV LPES | HOF(A-)=-591.1/7.2 AfIN p:9

DaffH(AH)=  3.0/2.6 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:5.65(8) eV.

++++++++++++++++++++++++++++++++

(H2O)10..Na-

H20NaO10  mw:203.096 Anion CAS: N-202331-63-3 fg:16 cnt:10857

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=1.70(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2)10..Ni-

H20Ni  mw:78.092 fg:201 cnt:10505

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=1.97(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)10-.

H20O10  mw:180.106 Anion CAS: Z-146915-52-8 fg:100 cnt:4359

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98KIM/BEC    Datum: EA=0.59(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Isomer with Vertical Detachment Energy = 0.14 eV.

----

06COE/ARN    Datum: EA=0.5812(27) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

----

06COE/ARN    Datum: EA=0.0694(4) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

++++++++++++++++++++++++++++++++

(H2O)10..S2O3=

H20O13S2  mw:292.036 fg:16 cnt:3326

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

95BLA/KLA    Datum: DaffG= 4.7/0.3 IMRE p:8

++++++++++++++++++++++++++++++++

(H2O)10..SO4=

H20O14S  mw:276.058 fg:16 cnt:3315

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 5.8/2.0 TDAs | HOF(A-)=-280.2/4.0 AfIN p:9

DaffH(X..Y-)= 10.9/2.0 TDAs

----

02YAN/WAN2   Datum: EA=2.96(8) eV LPES p:8

See also 01WAN/YAN.

----

00WAN/NIC2   Datum: EA=2.93(10) eV LPES p:8

Vertical Detachment Energy:3.33(10) eV.

++++++++++++++++++++++++++++++++

(NH3)7..I-

H21IN7  mw:246.091 fg:484 cnt:5910

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00FRI/ZAN    Datum: EA=4.35(5) eV LPES p:9

DaffH(AH)=  2.5/1.6 dEA

The stated EA is the Vertical Detachment Energy. Femtosecond Time resolved LPES.

++++++++++++++++++++++++++++++++

(NH3)7..Li-

H21LiN7  mw:126.202 fg:16 cnt:6284

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.46(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)7..Na-.

H21N7Na  mw:142.176 fg:16 cnt:5357

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00TAK/ITO    Datum: EA=0.40(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97TAK/MIS    Datum: EA=0.51(10) eV LPES p:8

DaffH(AH)=  2.5/2.6 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)11..I-

H22IO11  mw:325.021 fg:484 cnt:3824

HOF(A.)= -505.3/8.3              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.49(10) eV LPES | HOF(A-)=-632.0/8.0 AfIN p:8

DaffH(AH)=  0.7/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)11..N3-

H22N3O11  mw:240.126 fg:16 cnt:6451

HOF(A.)= -528.4/7.8              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=5.34(8) eV LPES | HOF(A-)=-651.0/7.6 AfIN p:9

DaffH(AH)=  2.1/2.6 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:5.70(8) eV.

++++++++++++++++++++++++++++++++

(N7H22+)=

H22N7  mw:120.194 fg:20 cnt:6667

----

05RAD/STO    Datum: EA=0.438(5) eV LPES p:8

Double Rydberg ion: core cation, with two orbiting Rydberg electrons.

++++++++++++++++++++++++++++++++

(H2)11..Ni-

H22Ni  mw:80.108 fg:201 cnt:10506

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.05(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)11-.

H22O11  mw:198.117 Anion CAS: Z-219640-82-1 fg:100 cnt:3959

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

98KIM/BEC    Datum: EA=0.72(3) eV LPES p:8

The stated EA is the Vertical Detachment Energy. isomer with Vertical Detachment Energy = 0.24 eV.

----

90COE/LEE    Datum: EA=0.72(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=0.1370(11) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

06COE/ARN    Datum: EA=0.7437(8) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(D2O)11-.

D22O11  mw:220.255 fg:100 cnt:9674

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=0.7244(14) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

----

06COE/ARN    Datum: EA=0.1240(8) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

06COE/ARN    Datum: EA=0.4824(27) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

++++++++++++++++++++++++++++++++

(H2O)11..SO4=

H22O15S  mw:294.069 fg:16 cnt:3316

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 5.3/2.0 TDAs | HOF(A-)=-348.9/4.5 AfIN p:9

DaffH(X..Y-)= 10.9/2.0 TDAs

----

02YAN/WAN2   Datum: EA=3.16(8) eV LPES p:8

See also 01WAN/YAN.

----

00WAN/NIC2   Datum: EA=3.12(10) eV LPES p:8

Vertical Detachment Energy:3.60(10) eV.

++++++++++++++++++++++++++++++++

(NH3)8..I-

H24IN8  mw:263.117 fg:484 cnt:5911

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

00FRI/ZAN    Datum: EA=4.48(5) eV LPES p:9

DaffH(AH)=  3.0/1.6 dEA

The stated EA is the Vertical Detachment Energy. Femtosecond Time resolved LPES.

++++++++++++++++++++++++++++++++

(H2O)12..I-

H24IO12  mw:343.032 fg:484 cnt:3825

HOF(A.)= -563.1/9.0              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.55(10) eV LPES | HOF(A-)=-691.2/8.7 AfIN p:8

DaffH(AH)=  1.4/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(NH3)8..Li-

H24LiN8  mw:143.229 fg:16 cnt:6285

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.47(10) eV LPES p:8

DaffH(AH)=  0.2/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)12..N3-

H24N3O12  mw:258.137 fg:16 cnt:6452

HOF(A.)= -586.2/8.2              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=5.37(8) eV LPES | HOF(A-)=-709.5/8.1 AfIN p:9

DaffH(AH)=  0.7/2.6 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:5.79(8) eV.

++++++++++++++++++++++++++++++++

(NH3)8..Na-

H24N8Na  mw:159.203 fg:16 cnt:6295

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.52(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)12..Na-

H24NaO12  mw:239.117 fg:16 cnt:10858

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

96MIS/TSU    Datum: EA=1.82(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2)12..Ni-

H24Ni  mw:82.124 fg:201 cnt:10507

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.10(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)12-.

H24O12  mw:216.127 Anion CAS: Z-148076-12-4 fg:100 cnt:3960

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=0.80(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=0.8200(8) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

----

06COE/ARN    Datum: EA=0.095(19) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

06COE/ARN    Datum: EA=0.535(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

++++++++++++++++++++++++++++++++

(D2O)12-.

D24O12  mw:240.278 fg:100 cnt:9675

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=0.0685(28) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

06COE/ARN    Datum: EA=0.8465(29) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

----

06COE/ARN    Datum: EA=0.457(11) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

++++++++++++++++++++++++++++++++

(H2O)12..SO4=

H24O16S  mw:312.080 fg:16 cnt:5199

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 4.8/2.0 TDAs | HOF(A-)=-47.8 AfIN p:9

DaffH(X..Y-)= 10.7/2.0 TDAs

----

02YAN/WAN2   Datum: EA=3.34(8) eV LPES p:8

See also 01WAN/YAN.

----

00WAN/NIC2   Datum: EA=3.31(10) eV LPES p:8

Vertical Detachment Energy:3.80(5) eV.

++++++++++++++++++++++++++++++++

(H2O)13..I-

H26IO13  mw:361.042 fg:484 cnt:3826

HOF(A.)= -620.9/9.5              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.63(10) eV LPES | HOF(A-)=-750.8/9.2 AfIN p:8

DaffH(AH)=  1.8/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)13..N3-

H26N3O13  mw:276.147 fg:16 cnt:6453

HOF(A.)= -644.0/8.6              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=5.45(8) eV LPES | HOF(A-)=-769.1/8.5 AfIN p:9

DaffH(AH)=  1.8/2.6 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:5.89(8) eV.

++++++++++++++++++++++++++++++++

(H2)13..Ni-

H26Ni  mw:84.139 fg:201 cnt:10508

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.14(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)13-.

H26O13  mw:234.138 Anion CAS: Z-151733-06-1 fg:100 cnt:3961

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=0.86(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=0.635(13) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

----

06COE/ARN    Datum: EA=0.9210(9) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(D2O)13-.

D26O13  mw:260.301 fg:100 cnt:9676

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=0.1390(60) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

06COE/ARN    Datum: EA=0.9053(13) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

----

06COE/ARN    Datum: EA=0.5060(50) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

++++++++++++++++++++++++++++++++

(H2O)13..SO4=

H26O17S  mw:330.090 fg:16 cnt:5200

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 5.1/2.0 IMRE p:8

.DELTA.affG at 270K; 298 value probably ca. 0.5 kcal/mole weaker.

----

02YAN/WAN2   Datum: EA=3.51(8) eV LPES p:8

See also 01WAN/YAN.

----

00WAN/NIC2   Datum: EA=3.49(10) eV LPES p:8

Vertical Detachment Energy:4.10(5) eV.

++++++++++++++++++++++++++++++++

(NH3)9..Li-

H27LiN9  mw:160.255 fg:16 cnt:6286

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.41(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)9..Na-

H27N9Na  mw:176.229 fg:16 cnt:6296

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.52(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)14..I-

H28IO14  mw:379.053 fg:484 cnt:3827

HOF(A.)= -678.7/10.1             |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.64(10) eV LPES | HOF(A-)=-808.7/9.8 AfIN p:8

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)14..N3-

H28N3O14  mw:294.158 fg:16 cnt:6454

HOF(A.)= -701.8/9.0              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=5.49(8) eV LPES | HOF(A-)=-827.9/8.9 AfIN p:9

DaffH(AH)=  0.9/2.6 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:5.95(8) eV.

++++++++++++++++++++++++++++++++

(H2)14..Ni-

H28Ni  mw:86.155 fg:201 cnt:10509

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.24(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)14-.

H28O14  mw:252.148 Anion CAS: Z-151517-94-1 fg:100 cnt:3962

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=0.92(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=0.9400(8) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

----

06COE/ARN    Datum: EA=0.6150(70) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

++++++++++++++++++++++++++++++++

(D2O)14-.

D28O14  mw:280.324 fg:100 cnt:9677

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=0.9156(22) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

----

06COE/ARN    Datum: EA=0.0700(40) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

06COE/ARN    Datum: EA=0.7060(50) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

++++++++++++++++++++++++++++++++

(H2O)14..SO4=

H28O18S  mw:348.101 fg:16 cnt:6670

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 4.9/2.0 IMRE p:8

.DELTA.affG at 270K; 298 value probably ca. 0.5 kcal/mole weaker.

----

02YAN/WAN2   Datum: EA=3.66(8) eV LPES p:8

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)15..I-

H30IO15  mw:397.063 fg:484 cnt:3828

HOF(A.)= -736.5/10.6             |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.69(10) eV LPES | HOF(A-)=-867.7/10.3 AfIN p:8

DaffH(AH)=  1.2/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(NH3)10..Li-

H30LiN10  mw:177.282 fg:16 cnt:6287

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.39(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)15..N3-

H30N3O15  mw:312.168 fg:16 cnt:6455

HOF(A.)= -759.6/9.4              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=5.58(8) eV LPES | HOF(A-)=-887.7/9.2 AfIN p:9

DaffH(AH)=  2.1/2.6 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:6.02(8) eV.

++++++++++++++++++++++++++++++++

(NH3)10..Na-

H30N10Na  mw:193.256 fg:16 cnt:6297

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.51(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2)15..Ni-

H30Ni  mw:88.171 fg:201 cnt:10510

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.30(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)15-.

H30O15  mw:270.159 Anion CAS: Z-173615-87-7 fg:100 cnt:3963

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=0.98(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=0.9827(12) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(D2O)15-.

D30O15  mw:300.347 fg:100 cnt:9678

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=1.0072(14) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)15..SO4=

H30O19S  mw:366.111 fg:16 cnt:6671

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 4.5/2.0 IMRE p:8

.DELTA.affG at 270K; 298 value probably ca. 0.5 kcal/mole weaker.

----

02YAN/WAN2   Datum: EA=3.84(8) eV LPES p:8

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)16..I-

H32IO16  mw:415.074 fg:484 cnt:3829

HOF(A.)= -794.3/11.1             |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

94MAR/POL    Datum: EA=5.74(10) eV LPES | HOF(A-)=-926.6/10.8 AfIN p:8

DaffH(AH)=  1.2/3.3 dEA

For photodissociation plus electron loss. Affinity is difference from lower solvated ion.

++++++++++++++++++++++++++++++++

(H2O)16..N3-

H32N3O16  mw:330.179 fg:16 cnt:6456

HOF(A.)= -817.4/9.7              |

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

04YAN/KIR    Datum: EA=5.62(8) eV LPES | HOF(A-)=-946.5/9.6 AfIN p:9

DaffH(AH)=  0.9/2.6 dEA

The ion affinity is from the electron affinity change of the (H2O)n-1.bullet..bullet.N3- ions. Vertical Detachment Energy:6.07(8) eV.

++++++++++++++++++++++++++++++++

(H2)16..Ni-

H32Ni  mw:90.186 fg:201 cnt:10511

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.37(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)16-.

H32O16  mw:288.170 Anion CAS: Z-173615-88-8 fg:100 cnt:3964

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.03(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=0.9939(13) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

----

06COE/ARN    Datum: EA=0.54(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

++++++++++++++++++++++++++++++++

(D2O)16-.

D32O16  mw:320.370 fg:100 cnt:9679

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=0.129(36) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Dipole-bound state.

----

06COE/ARN    Datum: EA=0.9343(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

----

06COE/ARN    Datum: EA=0.60(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Intermediate structure between dipole bound and bulk embryont.

++++++++++++++++++++++++++++++++

(H2O)16..SO4=

H32O20S  mw:384.122 fg:16 cnt:6672

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 4.3/2.0 IMRE p:8

.DELTA.affG at 270K; 298 value probably ca. 0.5 kcal/mole weaker.

----

02YAN/WAN2   Datum: EA=3.96(8) eV LPES p:8

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(NH3)11..Li-

H33LiN11  mw:194.309 fg:16 cnt:6288

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.42(10) eV LPES p:8

DaffH(AH)=  0.7/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)11..Na-

H33N11Na  mw:210.282 fg:16 cnt:6298

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.52(10) eV LPES p:8

DaffH(AH)=  0.2/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2)17..Ni-

H34Ni  mw:92.202 fg:201 cnt:10512

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.46(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)17-.

H34O17  mw:306.180 Anion CAS: Z-173615-89-9 fg:100 cnt:3965

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

18CIB/LIU    Datum: EA=1.0(1) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

90COE/LEE    Datum: EA=1.07(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.0509(14) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(D2O)17-.

D34O17  mw:340.394 fg:100 cnt:9680

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=1.0565(15) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)17..SO4=

H34O21S  mw:402.132 fg:16 cnt:6673

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 4.2/2.0 IMRE p:8

.DELTA.affG at 270K; 298 value probably ca. 0.5 kcal/mole weaker.

----

02YAN/WAN2   Datum: EA=4.07(10) eV LPES p:8

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(NH3)12..Li-

H36LiN12  mw:211.335 fg:16 cnt:6289

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.43(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)12..Na-

H36N12Na  mw:227.309 fg:16 cnt:6299

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.52(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2)18..Ni-

H36Ni  mw:94.218 fg:201 cnt:10513

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.50(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)18-.

H36O18  mw:324.191 Anion CAS: Z-173615-90-2 fg:100 cnt:3966

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.11(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.0908(17) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(D2O)18-.

D36O18  mw:360.417 fg:100 cnt:9681

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=1.0717(21) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)18..SO4=

H36O22S  mw:420.143 fg:16 cnt:6674

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 3.9/2.0 IMRE p:8

.DELTA.affG at 270K; 298 value probably ca. 0.5 kcal/mole weaker.

----

02YAN/WAN2   Datum: EA=4.22(10) eV LPES p:8

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2)19..Ni-

H38Ni  mw:96.233 fg:201 cnt:10514

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.43(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)19-.

H38O19  mw:342.201 Anion CAS: Z-173615-91-3 fg:100 cnt:3967

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.15(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.1224(17) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(D2O)19-.

D38O19  mw:380.440 fg:100 cnt:9682

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=1.0979(24) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)19..SO4=

H38O23S  mw:438.154 fg:16 cnt:6675

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

05BLA/KEB    Datum: DaffG= 3.7/2.0 IMRE p:8

.DELTA.affG at 270K; 298 value probably ca. 0.5 kcal/mole weaker.

----

02YAN/WAN2   Datum: EA=4.35(10) eV LPES p:8

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(NH3)13..Li-

H39LiN13  mw:228.362 fg:16 cnt:6290

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.59(10) eV LPES p:8

DaffH(AH)=  3.7/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)13..Na-

H39N13Na  mw:244.335 fg:16 cnt:6300

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.51(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2)20..Ni-

H40Ni  mw:98.249 fg:201 cnt:10515

HOF(solv)=0.0 Defn

----

95CON/LAA    Datum: EA=2.47(4) eV LPES p:8

++++++++++++++++++++++++++++++++

(H2O)20-.

H40O20  mw:360.212 Anion CAS: Z-173615-92-4 fg:100 cnt:3968

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.19(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.1390(22) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(D2O)20-.

D40O20  mw:400.463 fg:100 cnt:9684

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=1.1600(30) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(NH3)14..Li-

H42LiN14  mw:245.388 fg:16 cnt:6291

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)14..Na-

H42N14Na  mw:261.362 fg:16 cnt:6301

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.53(10) eV LPES p:8

DaffH(AH)=  0.5/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)21-.

H42O21  mw:378.222 Anion CAS: Z-173615-93-5 fg:100 cnt:3969

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.22(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.2141(28) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(D2O)21-.

D42O21  mw:420.486 fg:100 cnt:9685

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=1.1520(40) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)22-.

H44O22  mw:396.233 Anion CAS: Z-173615-94-6 fg:100 cnt:3970

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.26(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.2409(21) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(D2O)22-.

D44O22  mw:440.509 fg:100 cnt:9686

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=1.1750(60) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(NH3)15..Li-

H45LiN15  mw:262.415 fg:16 cnt:6292

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.55(10) eV LPES p:8

DaffH(AH)=  1.2/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)23-.

H46O23  mw:414.244 Anion CAS: Z-173075-32-6 fg:100 cnt:3971

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.29(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.2422(18) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(D2O)23-.

D46O23  mw:460.532 fg:100 cnt:9687

HOF(solv)= -58.6/0.1 neut 89GUR/VEY

----

06COE/ARN    Datum: EA=1.2340(60) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(NH3)16..Li-

H48LiN16  mw:279.441 fg:16 cnt:6293

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

97TAK/MIS    Datum: EA=0.60(10) eV LPES p:8

DaffH(AH)=  1.2/3.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)24-.

H48O24  mw:432.254 Anion CAS: Z-173615-95-7 fg:100 cnt:3972

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.31(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.2548(18) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)25-.

H50O25  mw:450.265 Anion CAS: Z-146915-53-9 fg:100 cnt:3973

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.34(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.2582(15) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)26-.

H52O26  mw:468.275 Anion CAS: Z-173615-96-8 fg:100 cnt:3974

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.37(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.2946(24) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)27-.

H54O27  mw:486.286 Anion CAS: Z-173615-97-9 fg:100 cnt:3975

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.39(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.3260(30) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)28-.

H56O28  mw:504.296 Anion CAS: Z-173615-98-0 fg:100 cnt:3976

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.41(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.3730(50) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)28..SO4=

H56O32S  mw:600.249 fg:16 cnt:10250

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.20(10) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)29..SO4=

H58O33S  mw:618.259 fg:16 cnt:10251

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.22(10) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)30-.

H60O30  mw:540.317 Anion CAS: Z-173616-00-7 fg:100 cnt:3977

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.46(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.3402(29) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)30..SO4=

H60O34S  mw:636.270 fg:16 cnt:10252

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.22(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)31..SO4=

H62O35S  mw:654.280 fg:16 cnt:10253

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.32(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)32..SO4=

H64O36S  mw:672.291 fg:16 cnt:10254

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.42(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)33..SO4=

H66O37S  mw:690.301 fg:16 cnt:10255

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.43(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)34-.

H68O34  mw:612.360 fg:100 cnt:3978

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.53(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.4840(40) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)34..SO4=

H68O38S  mw:708.312 fg:16 cnt:10256

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.48(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)35..SO4=

H70O39S  mw:726.323 fg:16 cnt:10257

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.65(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)36..SO4=

H72O40S  mw:744.333 fg:16 cnt:10258

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.66(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)37-.

H74O37  mw:666.391 fg:100 cnt:3979

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.58(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.5260(40) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)37..SO4=

H74O41S  mw:762.344 fg:16 cnt:10259

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.60(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)38..SO4=

H76O42S  mw:780.354 fg:16 cnt:10260

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.70(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)39..SO4=

H78O43S  mw:798.365 fg:16 cnt:10261

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.73(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)40..SO4=

H80O44S  mw:816.375 fg:16 cnt:10262

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

02YAN/WAN2   Datum: EA=5.73(15) eV LPES p:7

See also 01WAN/YAN.

++++++++++++++++++++++++++++++++

(H2O)47-.

H94O47  mw:846.497 fg:100 cnt:3980

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.71(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.7180(30) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(H2O)57-.

H114O57  mw:1026.60 fg:100 cnt:3981

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.81(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.8840(40) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(NH3)41-.

H123N41  mw:698.089 Anion CAS: Z-441068-25-3 fg:100 cnt:4908

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.55(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

91LEE/ARN    Datum: EA=0.55(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Clusters to n=1100 scale as n1/3, with intercept=1.25 eV.

++++++++++++++++++++++++++++++++

(NH3)45-.

H135N45  mw:766.195 fg:100 cnt:9554

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.59(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(H2O)69-.

H138O69  mw:1242.73 fg:100 cnt:3982

HOF(solv)= -57.8/0.1 neut 89GUR/VEY

----

90COE/LEE    Datum: EA=1.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

06COE/ARN    Datum: EA=1.9240(90) eV LPES p:7

The stated EA is the Vertical Detachment Energy. Bulk embryont structure.

++++++++++++++++++++++++++++++++

(NH3)50-.

H150N50  mw:851.328 fg:100 cnt:9555

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.59(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)55-.

H165N55  mw:936.461 fg:100 cnt:9556

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.61(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)65-.

H195N65  mw:1106.73 fg:100 cnt:9557

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.68(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)70-.

H210N70  mw:1191.86 fg:100 cnt:9558

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.65(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)80-.

H240N80  mw:1362.12 fg:100 cnt:9559

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.68(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)90-.

H270N90  mw:1532.39 fg:100 cnt:9560

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.71(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)100-.

H300N100  mw:1702.65 fg:100 cnt:9561

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.72(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)120-.

H360N120  mw:2043.19 fg:100 cnt:9562

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.75(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)150-.

H450N150  mw:2553.98 fg:100 cnt:9563

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.77(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)200-.

H600N200  mw:3405.31 fg:100 cnt:9564

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.81(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)225-.

H675N225  mw:3830.97 fg:100 cnt:9565

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.84(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)250-.

H750N250  mw:4256.64 fg:100 cnt:9566

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.88(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)275-.

H825N275  mw:4682.30 fg:100 cnt:9567

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.91(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)300-.

H900N300  mw:5107.97 fg:100 cnt:9568

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)325-.

H975N325  mw:5533.63 fg:100 cnt:9569

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.92(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)360-.

H1090N360  mw:6139.64 fg:100 cnt:9570

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.90(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)475-.

H1425N475  mw:8087.61 fg:100 cnt:9571

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.92(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)600-.

H1800N600  mw:10215.9 fg:100 cnt:9572

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.93(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)800-.

H2400N800  mw:13621.2 fg:100 cnt:9573

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=0.98(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NH3)1100-.

H3300N1100  mw:18729.2 fg:100 cnt:9574

HOF(solv)= -11.0/0.1 neut 89GUR/VEY

----

02SAR/ARN    Datum: EA=1.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

He- | metastable

He  mw:4.003 Anion CAS: Z-14452-58-5 fg:1 cnt:10784

HOF(A.)= 0.0 Defn            | S(A-)=32.9/0.1 Stat |  S(AH)= | S(A.)=30.2  82WAG/EVA

----

97KRI/PED    Datum: EA=0.077516(6) eV LPD  p:8

Given: 0.077516(6) eV. Metastable quartet anion going to triplet He neutral. See 04AND/ for a comprehensive review.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [he-d.zzf]

W1U        |279.2  |     |     |-12.11|       |       |    |     

G3MP2B3    |116.7  |     |     |-5.058|       |       |    |     

G3MP2B3+   |116.7  |     |     |-5.058|       |       |    |     

G4MP2      |288.5  |     |     |-12.51|       |       |    |     

M062X/Def2T|482.8  |     |     |-20.94|       |       |    |     

++++++++++++++++++++++++++++++++

Hf-

Hf  mw:179.947 Anion CAS: Z-110682-17-2 fg:1 cnt:7858

HOF(A.)= 147.8/2.0  98JANAF      | S(A-)=44.2/0.1  98JANAF |  S(AH)= | S(A.)=44.7  82WAG/EVA

----

18TAN/CHE    Datum: EA=0.1780(6) eV [1436.(5) cm-1] | HOF(A-)=143.7/2.0 R-EA p:9

Quartet anion to triplet neutral.

----

97NAD/GAR    Datum: EA=>0.100 eV EFD  p:6

See 10PAN/BEC: Calculations say electron affinity = 0.114 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hf-q.za0]

M062X/Def2T|157.8  |360.1|355.2|-0.426|162.4  |148.0  |16.5|37.7 

++++++++++++++++++++++++++++++++

HfO-

HfO  mw:195.942 Anion CAS: Z-119890-70-9 fg:5 cnt:8170

HOF(A.)=  12.0/5.0  82WAG/EVA    |

----

12LI_/ZHE    Datum: EA=0.60(5) eV LPES p:9

----

13ZHA/CHE    Datum: EA=0.5(1) eV LPES p:8

Vertical Detachment Energy:0.6(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hfo-d.za0]

M062X/Def2T|13.1   |     |     | 0.500|       |24.6   |    |     

++++++++++++++++++++++++++++++++

HfO2-

HfO2  mw:211.937 Anion CAS: Z-163928-59-4 fg:6 cnt:6704

----

13ZHA/CHE    Datum: EA=2.125(10) eV LPES p:8

Vertical Detachment Energy:2.125(10) eV.

----

13KIM/WEI    Datum: EA=2.1045(5) eV SEVI p:8

----

05ZHE/BOW    Datum: EA=2.14(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hfo2-d.za0]

M062X/Def2T|-83.2  |     |     | 2.240|       |-31.6  |    |     

++++++++++++++++++++++++++++++++

HfO3-.

HfO3  mw:227.932 Anion CAS: Z-1383847-48-0 fg:6 cnt:9263

----

13ZHA/CHE    Datum: EA=3.6(1) eV LPES p:8

Vertical Detachment Energy:3.82(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hfo3-d.za0]

M062X/Def2T|-120.4 |     |     | 3.515|       |-39.4  |    |     

++++++++++++++++++++++++++++++++

HfO4-.

HfO4  mw:243.927 Anion CAS: Z-1383847-49-1 fg:6 cnt:9264

----

13ZHA/CHE    Datum: EA=3.67(5) eV LPES p:8

Vertical Detachment Energy:3.84(5) eV.

++++++++++++++++++++++++++++++++

HfO5-.

HfO5  mw:259.922 Anion CAS: Z-1383847-50-4 fg:6 cnt:9265

----

13ZHA/CHE    Datum: EA=3.9(1) eV LPES p:8

Vertical Detachment Energy:4.43(10) eV.

++++++++++++++++++++++++++++++++

HfO6-.

HfO6  mw:275.917 Anion CAS: Z-1383847-52-6 fg:6 cnt:9266

----

13ZHA/CHE    Datum: EA=4.9(1) eV LPES p:8

Vertical Detachment Energy:5.32(10) eV.

++++++++++++++++++++++++++++++++

HfPb16-.

HfPb16  mw:3507.57 Anion CAS: Z-1065506-90-2 fg:19 cnt:7193

----

08FUR/KOY    Datum: EA=2.10(3) eV LPES p:8

Vertical Detachment Energy:2.32(1) eV.

++++++++++++++++++++++++++++++++

Si6Hf-

HfSi6  mw:347.809 Anion CAS: Z-1111945-75-5 fg:19 cnt:7723

----

08KOY/ATO    Datum: EA=2.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si7Hf-

HfSi7  mw:375.786 Anion CAS: Z-1111945-76-6 fg:19 cnt:7724

----

08KOY/ATO    Datum: EA=2.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si8Hf-

HfSi8  mw:403.763 Anion CAS: Z-1111945-77-7 fg:19 cnt:7725

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si9Hf-

HfSi9  mw:431.739 Anion CAS: Z-1111945-78-8 fg:19 cnt:7726

----

08KOY/ATO    Datum: EA=2.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si10Hf-

HfSi10  mw:459.716 Anion CAS: Z-1111945-79-9 fg:19 cnt:7727

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si11Hf-

HfSi11  mw:487.693 Anion CAS: Z-1111945-80-2 fg:19 cnt:7728

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

HfSi12-

HfSi12  mw:515.670 Anion CAS: Z-550379-57-2 fg:19 cnt:7289

----

03OHA/KOY    Datum: EA=2.19(13) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.90(10) eV LPES p:7

++++++++++++++++++++++++++++++++

HfSi13-

HfSi13  mw:543.647 Anion CAS: Z-550379-58-3 fg:19 cnt:7290

----

03OHA/KOY    Datum: EA=2.71(15) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.30(10) eV LPES p:7

++++++++++++++++++++++++++++++++

HfSi14-

HfSi14  mw:571.624 Anion CAS: Z-550379-45-8 fg:19 cnt:7291

----

03OHA/KOY    Datum: EA=2.71(15) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.00(10) eV LPES p:7

++++++++++++++++++++++++++++++++

HfSi15-

HfSi15  mw:599.601 Anion CAS: Z-550379-59-4 fg:19 cnt:7292

----

03OHA/KOY    Datum: EA=2.36(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.30(10) eV LPES p:7

++++++++++++++++++++++++++++++++

HfSi16-.

HfSi16  mw:627.578 Anion CAS: Z-550379-60-7 fg:19 cnt:7184

----

08FUR/KOY    Datum: EA=2.50(6) eV LPES p:8

Vertical Detachment Energy:2.93(4) eV.

----

08KOY/ATO    Datum: EA=2.40(10) eV LPES p:7

++++++++++++++++++++++++++++++++

HfSi17-

HfSi17  mw:655.555 Anion CAS: Z-550379-61-8 fg:19 cnt:7293

----

03OHA/KOY    Datum: EA=2.57(13) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.00(10) eV LPES p:7

++++++++++++++++++++++++++++++++

HfSi18-

HfSi18  mw:683.532 Anion CAS: Z-550379-83-4 fg:19 cnt:7294

----

03OHA/KOY    Datum: EA=2.78(16) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.10(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si19Hf-

HfSi19  mw:711.509 Anion CAS: Z-1111945-81-3 fg:19 cnt:7729

----

08KOY/ATO    Datum: EA=2.90(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si20Hf-

HfSi20  mw:739.486 Anion CAS: Z-1111945-82-4 fg:19 cnt:7730

----

08KOY/ATO    Datum: EA=2.90(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Hf@Sn12-

HfSn12  mw:1618.77 Anion CAS: Z-930090-19-0 fg:19 cnt:7274

----

07CUI/HUA    Datum: EA=3.10(8) eV LPES p:8

Vertical Detachment Energy:3.25(6) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

HfSn15-

HfSn15  mw:1978.48 Anion CAS: Z-1383727-94-3 fg:19 cnt:8348

----

12ATO/KOY    Datum: EA=2.71(5) eV LPES p:8

++++++++++++++++++++++++++++++++

HfSn16-.

HfSn16  mw:2098.38 Anion CAS: Z-1065506-82-2 fg:19 cnt:7190

----

12ATO/KOY    Datum: EA=1.95(5) eV LPES p:8

----

08FUR/KOY    Datum: EA=1.99(2) eV LPES p:8

Vertical Detachment Energy:2.27(2) eV.

++++++++++++++++++++++++++++++++

HfSn17-

HfSn17  mw:2218.28 Anion CAS: Z-1383727-95-4 fg:19 cnt:8350

----

12ATO/KOY    Datum: EA=2.50(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Hg-

Hg  mw:201.971 Anion CAS: Z-54804-31-8 fg:1 cnt:10996

HOF(A.)=  14.7/0.1  82WAG/EVA    | S(A-)=43.2/0.1 Stat |  S(AH)= | S(A.)=41.8  82WAG/EVA

----

03SUL/BUR    Datum: EA=-4.55(5) eV ETS  p:7

----

99AND/HAU    Datum: EA=<0.0 eV Est4 p:5

All group 12 elements appear to have unbound anions.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hg-d.za0]

M062X/Def2T|37.9   |345.1|340.1|-1.009|57.5   |14.7   |16.8|9.3  

++++++++++++++++++++++++++++++++

Hg3-

Hg3  mw:605.912 Anion CAS: Z-150498-30-9 fg:2 cnt:9043

----

98BUS/FOL    Datum: EA=0.59(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hg3-d.za0]

M062X/Def2T|38.5   |     |     | 0.047|       |39.6   |    |     

++++++++++++++++++++++++++++++++

Hg4-

Hg4  mw:807.883 Anion CAS: Z-104074-11-5 fg:2 cnt:9044

----

98BUS/FOL    Datum: EA=0.74(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg5-

Hg5  mw:1009.85 Anion CAS: Z-104382-44-7 fg:2 cnt:9045

----

98BUS/FOL    Datum: EA=1.01(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg6-

Hg6  mw:1211.82 Anion CAS: Z-300358-01-4 fg:2 cnt:9046

----

98BUS/FOL    Datum: EA=1.17(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg7-

Hg7  mw:1413.80 Anion CAS: Z-300358-02-5 fg:2 cnt:9047

----

98BUS/FOL    Datum: EA=1.44(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg8-

Hg8  mw:1615.77 Anion CAS: Z-850456-70-1 fg:2 cnt:9048

----

98BUS/FOL    Datum: EA=1.57(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg9-

Hg9  mw:1817.74 Anion CAS: Z-557076-14-9 fg:2 cnt:9049

----

98BUS/FOL    Datum: EA=1.78(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg10-

Hg10  mw:2019.71 Anion CAS: Z-850456-80-3 fg:2 cnt:9050

----

98BUS/FOL    Datum: EA=1.88(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg11-

Hg11  mw:2221.68 Anion CAS: Z-299926-48-0 fg:2 cnt:9051

----

98BUS/FOL    Datum: EA=1.90(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg12-

Hg12  mw:2423.65 Anion CAS: Z-557076-13-8 fg:2 cnt:9052

----

98BUS/FOL    Datum: EA=1.96(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg13-

Hg13  mw:2625.62 Anion CAS: Z-827319-94-8 fg:2 cnt:9053

----

98BUS/FOL    Datum: EA=1.95(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg14-

Hg14  mw:2827.59 Anion CAS: Z-557076-07-0 fg:2 cnt:9054

----

98BUS/FOL    Datum: EA=2.01(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg15-

Hg15  mw:3029.56 Anion CAS: Z-827320-14-9 fg:2 cnt:9055

----

98BUS/FOL    Datum: EA=2.02(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg20-

Hg20  mw:4039.41 Anion CAS: Z-557076-17-2 fg:2 cnt:9056

----

98BUS/FOL    Datum: EA=2.32(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg25-

Hg25  mw:5049.27 Anion CAS: N-135402-03-8 fg:2 cnt:9057

----

98BUS/FOL    Datum: EA=2.61(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg30-

Hg30  mw:6059.12 Anion CAS: Z-1001163-05-8 fg:2 cnt:9058

----

98BUS/FOL    Datum: EA=2.66(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg35-

Hg35  mw:7068.97 Anion CAS: N-135371-71-0 fg:2 cnt:9059

----

98BUS/FOL    Datum: EA=2.80(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg45-

Hg45  mw:9088.68 Anion CAS: Z-1001163-06-9 fg:2 cnt:9060

----

98BUS/FOL    Datum: EA=3.08(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg55-

Hg55  mw:11108.4 Anion CAS: N-135402-12-9 fg:2 cnt:9061

----

98BUS/FOL    Datum: EA=3.18(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg65-

Hg65  mw:13128.1 Anion CAS: N-135402-13-0 fg:2 cnt:9062

----

98BUS/FOL    Datum: EA=3.28(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg80-

Hg80  mw:16157.7 fg:2 cnt:9063

----

98BUS/FOL    Datum: EA=3.36(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg100-

Hg100  mw:20197.1 Anion CAS: N-135402-18-5 fg:2 cnt:9064

----

98BUS/FOL    Datum: EA=3.46(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg120-

Hg120  mw:24236.5 Anion CAS: Z-1001163-09-2 fg:2 cnt:9065

----

98BUS/FOL    Datum: EA=3.59(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg140-

Hg140  mw:28275.9 fg:2 cnt:9066

----

98BUS/FOL    Datum: EA=3.64(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg180-

Hg180  mw:36354.7 Anion CAS: Z-1001163-11-6 fg:2 cnt:9067

----

98BUS/FOL    Datum: EA=3.68(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Hg250-

Hg250  mw:50492.7 fg:2 cnt:9068

----

98BUS/FOL    Datum: EA=3.83(15) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ho-

Ho  mw:164.931 Anion CAS: Z-54923-05-6 fg:1 cnt:7857

HOF(A.)=  73.0/1.2  10KON/BEN    | S(A-)=44.4/0.1 Stat |  S(AH)= | S(A.)=46.7  82WAG/EVA

----

97NAD/GAR    Datum: EA=<0.005 eV EFD  p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ho-k.za0]

M062X/Def2T|137.7  |     |     |-2.853|       |73.0   |    |     

++++++++++++++++++++++++++++++++

HoI3..I-

HoI4  mw:672.549 Anion CAS: Z-123711-55-7 fg:484 cnt:2718

HOF(solv)= -63.8  88BEN/KAP        

----

88BEN/KAP *  Datum: DaffH= 69.0 TDAs | HOF(A-)=-178.2 AfIN p:7

Data at 0 K.

++++++++++++++++++++++++++++++++

HoO-

HoO  mw:180.926 Anion CAS: Z-119890-64-1 fg:5 cnt:11312

HOF(A.)= -13.8/2.4  14KON/BEN    |

----

21JIN/ZHA    Datum: EA=1.31(3) eV LPES p:8

Vertical Detachment Energy:1.42(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [hoo-k.za0]

M062X/Def2T|-11.8  |     |     | 1.354|       |19.4   |    |     

++++++++++++++++++++++++++++++++

HoSi3-

HoSi3  mw:248.862 Anion CAS: Z-1174268-23-5 fg:19 cnt:7823

----

09GRU/KO     Datum: EA=1.85(5) eV LPES p:8

++++++++++++++++++++++++++++++++

HoSi4-

HoSi4  mw:276.839 Anion CAS: Z-1174268-24-6 fg:19 cnt:7824

----

09GRU/KO     Datum: EA=1.70(10) eV LPES p:8

++++++++++++++++++++++++++++++++

HoSi5-

HoSi5  mw:304.816 Anion CAS: Z-1174268-25-7 fg:19 cnt:7825

----

09GRU/KO     Datum: EA=2.05(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Si6Ho-

HoSi6  mw:332.792 Anion CAS: Z-1111945-27-7 fg:19 cnt:7763

----

09GRU/KO     Datum: EA=2.00(20) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si7Ho-

HoSi7  mw:360.769 Anion CAS: Z-1111945-28-8 fg:19 cnt:7764

----

09GRU/KO     Datum: EA=2.40(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si8Ho-

HoSi8  mw:388.746 Anion CAS: Z-1111945-29-9 fg:19 cnt:7765

----

09GRU/KO     Datum: EA=2.70(20) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si9Ho-

HoSi9  mw:416.723 Anion CAS: Z-1111945-30-2 fg:19 cnt:7766

----

09GRU/KO     Datum: EA=2.90(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.50(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si10Ho-

HoSi10  mw:444.700 Anion CAS: Z-1111945-31-3 fg:19 cnt:7767

----

09GRU/KO     Datum: EA=4.00(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si11Ho-

HoSi11  mw:472.677 Anion CAS: Z-1111945-32-4 fg:19 cnt:7768

----

09GRU/KO     Datum: EA=3.70(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si12Ho-

HoSi12  mw:500.654 Anion CAS: Z-1111945-33-5 fg:19 cnt:7769

----

09GRU/KO     Datum: EA=3.30(20) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si13Ho-

HoSi13  mw:528.631 Anion CAS: Z-1111945-34-6 fg:19 cnt:7770

----

09GRU/KO     Datum: EA=3.00(20) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.80(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si14Ho-

HoSi14  mw:556.608 Anion CAS: Z-1111945-35-7 fg:19 cnt:7771

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si15Ho-

HoSi15  mw:584.585 Anion CAS: Z-1111945-36-8 fg:19 cnt:7772

----

08KOY/ATO    Datum: EA=2.90(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si16Ho-

HoSi16  mw:612.562 Anion CAS: Z-1111945-37-9 fg:19 cnt:7773

----

08KOY/ATO    Datum: EA=3.50(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si17Ho-

HoSi17  mw:640.539 Anion CAS: Z-1111945-38-0 fg:19 cnt:7774

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si18Ho-

HoSi18  mw:668.516 Anion CAS: Z-1111945-39-1 fg:19 cnt:7775

----

08KOY/ATO    Datum: EA=3.00(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si19Ho-

HoSi19  mw:696.492 Anion CAS: Z-1111945-40-4 fg:19 cnt:7776

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si20Ho-

HoSi20  mw:724.469 Anion CAS: Z-1111945-41-5 fg:19 cnt:7777

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

HoI3..HoI4-

Ho2I7  mw:1218.19 Anion CAS: Z-123711-56-8 fg:15 cnt:2719

HOF(solv)= -63.8  88BEN/KAP        

----

88BEN/KAP *  Datum: DaffH= 45.4 TDAs | HOF(A-)=-287.7 AfIN p:7

++++++++++++++++++++++++++++++++

I-

I  mw:126.905 Anion CAS: Z-20461-54-5 fg:1 cnt:39

HOF(A.)=  25.5/0.1  89GUR/VEY    | BDE(A-H)= 71.3/0.1 R-AH           

HOF(AH)=   6.3/0.1  89GUR/VEY    |

DacidS=17.1/0.1 A-AH |  S(A-)=40.5  98JANAF |  S(AH)=49.4/0.1  89GUR/VEY | S(A.)=43.2  82WAG/EVA

----

09PEL/BLO    Datum: EA=3.0590463(38) eV LPDM | HOF(A-)=-45.0/0.2 Acid p:9

DacidG(AH)= 309.3/0.1 H-TS| DacidH(AH)= 314.4/0.2 D-EA

Given: 3.0590463(38) eV.

----

17ROT/SUN    Datum: EA=3.059052(38) eV LPD  p:8

Given: 3.059052(38) eV. For 128I. 0.0000057 eV greater than 127I.

----

15LAP/KET    Datum: EA=3.05(5) eV LPES p:8

The stated EA is for the 2P3/2 state of the neutral. By deconvolution, the 2P1/2 state has electron affinity = 3.87(5) eV.

----

97BEC/MAR    Datum: EA=3.06(2) eV LPES p:8

----

92HAN/GUS    Datum: EA=3.05903677(344484) eV LPD  [405.3047(13) nm] p:8

Given: 3.059038(10) eV.

----

83WEB/MCD    Datum: EA=3.0592(4) eV LOG  p:8

----

75NEI/       Datum: EA=3.062(2) eV Spec p:8

----

21COR/HAA    Datum: EA=3.06(5) eV LPES p:7

----

08PIA/BEC    Datum: EA=3.06(4) eV PEPI p:7

----

89KIT/WAL    Datum: EA=3.059(1) eV LPD  p:7

----

30MAY/       Datum: EA=3.15(9) eV Spec [72.6(20) kcal] p:7

----

63BER/REI    Datum: EA=3.063(3) eV Spec p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [i-s.za0]

M062X/Def2T|-43.7  |312.5|307.4| 3.004|8.5    |25.5   |17.1|69.2 

++++++++++++++++++++++++++++++++

KI-.

IK  mw:165.869 Anion CAS: Z-106070-94-4 fg:14 cnt:2797

HOF(A.)= -30.0/0.5  82WAG/EVA    |

----

21LU_/TAN2   Datum: EA=0.72719(67) eV [5865.2(54) cm-1] | HOF(A-)=-46.8/0.5 R-EA p:9

Given: 727.19(67) meV or 5865.2(54) cm-1. There are dipole-bound states of the anion at 39.7(10) meV and 5.0(12) meV below the detachment threshhold.

----

86MIL/LEO    Datum: EA=0.728(10) eV LPES p:9

----

15HOU/FEN    Datum: EA=0.72(3) eV LPES p:8

Vertical Detachment Energy:0.77(3) eV.

----

92YAN/BLO    Datum: EA=0.50(10) eV LPES p:6

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ki.zz0]

M062X/Def2T|-44.4  |     |     | 0.562|       |-31.5  |    |     

++++++++++++++++++++++++++++++++

K2I-

IK2  mw:204.832 Anion CAS: N-95065-07-9 fg:15 cnt:1416

----

15HOU/FEN    Datum: EA=1.34(5) eV LPES p:8

Vertical Detachment Energy:1.41(5) eV; linear isomer infered from the authors' calculations.

----

15HOU/FEN    Datum: EA=0.73(5) eV LPES p:8

Vertical Detachment Energy:0.78(5) eV; cyclic isomer infered from the authors' calculations.

----

84BUR/KUD *  Datum: HOF(A-)=-56.8/7.2 TDEq p:7

DaffH(X..Y-)= 41.4/7.2 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [k2i.zc0]

M062X/Def2T|-43.8  |     |     | 0.746|       |-26.7  |    |     

++++++++++++++++++++++++++++++++

Kr..I-

IKr  mw:210.817 Anion CAS: Z-205764-01-8 fg:484 cnt:3111

HOF(A.)=  25.5/0.1               |

HOF(solv)=0.0 Defn

----

94ZHA/YOU    Datum: EA=3.10216(50) eV ZEKE [25020.6(40) cm-1] | HOF(A-)=-46.0/0.2 AfIN p:8

DaffH(AH)=  1.0/0.1 dEA

Given: 25020.6 cm-1.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [kri.zc0]

M062X/Def2T|-45.3  |  1.6| -1.9| 11.8|       |-43.7  | 3.051

++++++++++++++++++++++++++++++++

LiI-.

ILi  mw:133.921 Anion CAS: Z-83689-81-0 fg:14 cnt:287

HOF(A.)= -19.4/0.1  82WAG/EVA    |

----

13LI_/LIU    Datum: EA=0.754(30) eV LPES | HOF(A-)=-36.8/0.7 R-EA p:8

DaffH(AH)=  29.9/0.7 A-IN

Vertical Detachment Energy:0.820(30) eV.

----

86MIL/LEO    Datum: EA=0.75(4) eV Est4 p:6

Extrapolated by polarizability and radius from experimental data for other alkali halides.
###### the following are "below the line": evaluated as not accurate ####

----

64EBI/       Datum: EA=>1.12 eV EIAE p:3

From (LiI)2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lii.zz0]

M062X/Def2T|-32.4  |     |     | 0.540|       |-20.1  |    |     

++++++++++++++++++++++++++++++++

MgI-

IMg  mw:150.890 Anion CAS: Z-117014-95-6 fg:14 cnt:1883

HOF(A.)=  14.6/4.8  96GUR/VEY    |

----

88MIL/LIN    Datum: EA=1.90(4) eV LPES | HOF(A-)=-29.2/4.9 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mgi.za0]

M062X/Def2T|-24.2  |     |     | 1.648|       |13.7   |    |     

++++++++++++++++++++++++++++++++

IN-.

IN  mw:140.908 Anion CAS: Z-60937-56-6 fg:14 cnt:180

HOF(A.)=  51.5/5.0  76REF/   2   |

----

76REF/   2   Datum: HOF(A-)=22.0/5.0 Endo p:5

EA(eV)= 1.279 DaffH(X..Y-)= 46.0/5.0 A-IN

I- + NO2 ->. Also from N2O, NO. The .DELTA.fH(IN(t)) given is likely too low by ca. 50 kcal/mol, based on composite computational methods(18BAR/).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [in-q.za0]

M062X/Def2T|64.5   |     |     | 1.601|       |101.1  |    |     

++++++++++++++++++++++++++++++++

NO..I-

INO  mw:156.903

Core ion CAS: Z-20461-54-5 Solvent: 10102-43-9 fg:484 cnt:5494

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

18LAP/MCK    Datum: EA=3.17(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

00HIR/IIN    Datum: DaffG= -1.8/2.0 TDAs | HOF(A-)=-25.9/0.3 AfIN p:8

DaffH(X..Y-)= 2.7/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [noi.zc0]

M062X/Def2T|-24.9  |  3.8| -0.8| 15.3|22.6   |-43.7  

++++++++++++++++++++++++++++++++

N2..I-

IN2  mw:154.911

Core ion CAS: Z-20461-54-5 Solvent: 7727-37-9 fg:484 cnt:9207

HOF(solv)=0.0 Defn

----

15LAP/KET    Datum: EA=3.07(5) eV LPES p:8

The stated EA is for the 2P3/2 state of the halide. electron affinity(2P1/2) = 3.92 eV.

++++++++++++++++++++++++++++++++

N2O..I-

IN2O  mw:170.906

Core ion CAS: Z-20461-54-5 Solvent: 10024-97-2 fg:484 cnt:3070

HOF(A.)=  45.3/1.2               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=3.172(39) eV LPES | HOF(A-)=-28.1/0.9 AfIN p:8

DaffH(AH)=  2.6/0.9 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

93HIR/ARU    Datum: DaffH= 3.8/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(NO)2..I-

IN2O2  mw:186.901 fg:484 cnt:5495

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

00HIR/IIN    Datum: DaffG= -2.1/2.0 TDAs | HOF(A-)=17.9/0.2 AfIN p:8

DaffH(X..Y-)= 3.9/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ino2.zc0]

M062X/Def2T|45.5   |-47.8|-58.3| 35.2|22.6   |-24.9  

++++++++++++++++++++++++++++++++

(N2)2..I-

IN4  mw:182.917 fg:484 cnt:9208

HOF(solv)=0.0 Defn

----

15LAP/KET    Datum: EA=3.13(5) eV LPES p:8

DaffH(AH)=  1.4/1.6 dEA

The stated EA is for the 2P3/2 state of the halide. electron affinity(2P1/2) = 3.95 eV.

++++++++++++++++++++++++++++++++

(N2O)2..I-

IN4O2  mw:214.907 fg:484 cnt:3071

HOF(A.)=  65.0/1.6               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=3.299(34) eV LPES | HOF(A-)=-11.5/1.5 AfIN p:8

DaffH(AH)=  2.9/1.2 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

93HIR/ARU    Datum: DaffH= 3.3/0.3 TDAs p:8

++++++++++++++++++++++++++++++++

(N2)3..I-

IN6  mw:210.923 fg:484 cnt:9209

HOF(solv)=0.0 Defn

----

15LAP/KET    Datum: EA=3.15(5) eV LPES p:8

The stated EA is for the 2P3/2 state of the halide. electron affinity(2P1/2) = 4.00 eV.

++++++++++++++++++++++++++++++++

(N2O)3..I-

IN6O3  mw:258.908 fg:484 cnt:3072

HOF(A.)=  84.8/1.9               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=3.415(29) eV LPES | HOF(A-)=5.3/1.8 AfIN p:8

DaffH(AH)=  2.7/1.0 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

----

93HIR/ARU    Datum: DaffH= 3.2/0.3 TDAs p:8

Entropy estimated

++++++++++++++++++++++++++++++++

(N2)4..I-

IN8  mw:238.930 fg:484 cnt:9210

HOF(solv)=0.0 Defn

----

15LAP/KET    Datum: EA=3.19(5) eV LPES p:8

DaffH(AH)=  0.9/1.6 dEA

The stated EA is for the 2P3/2 state of the halide. electron affinity(2P1/2) = 4.03 eV.

++++++++++++++++++++++++++++++++

(N2O)4..I-

IN8O4  mw:302.909 fg:484 cnt:3073

HOF(A.)= 104.5/2.2               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=3.535(25) eV LPES | HOF(A-)=22.0/2.0 AfIN p:8

DaffH(AH)=  2.8/0.9 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(N2O)5..I-

IN10O5  mw:346.910 fg:484 cnt:3074

HOF(A.)= 124.2/2.5               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=3.651(20) eV LPES | HOF(A-)=38.8/2.2 AfIN p:8

DaffH(AH)=  2.7/0.7 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(N2O)6..I-

IN12O6  mw:390.911 fg:484 cnt:3075

HOF(A.)= 144.0/2.7               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=3.752(17) eV LPES | HOF(A-)=56.0/2.3 AfIN p:8

DaffH(AH)=  2.3/0.6 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(N2O)7..I-

IN14O7  mw:434.912 fg:484 cnt:3076

HOF(A.)= 163.7/2.9               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=3.849(13) eV LPES | HOF(A-)=73.3/2.3 AfIN p:8

DaffH(AH)=  2.2/0.5 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(N2O)8..I-

IN16O8  mw:478.914 fg:484 cnt:3077

HOF(A.)= 183.5/3.1               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=3.942(9) eV LPES | HOF(A-)=90.6/2.4 AfIN p:8

DaffH(AH)=  2.1/0.4 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(N2O)9..I-

IN18O9  mw:522.915 fg:484 cnt:3078

HOF(A.)= 203.2/3.3               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=4.045(5) eV LPES | HOF(A-)=107.8/2.4 AfIN p:8

DaffH(AH)=  2.4/0.2 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(N2O)10..I-

IN20O10  mw:566.916 fg:484 cnt:3079

HOF(A.)= 222.9/3.5               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=4.122(5) eV LPES | HOF(A-)=125.5/2.4 AfIN p:8

DaffH(AH)=  1.8/0.2 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(N2O)11..I-

IN22O11  mw:610.917 fg:484 cnt:3080

HOF(A.)= 242.7/3.7               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=4.165(5) eV LPES | HOF(A-)=144.0/2.4 AfIN p:8

DaffH(AH)=  1.0/0.2 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

(N2O)12..I-

IN24O12  mw:654.918 fg:484 cnt:3081

HOF(A.)= 262.4/3.9               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

95ARN/BRA2   Datum: EA=4.223(5) eV LPES | HOF(A-)=162.2/2.4 AfIN p:8

DaffH(AH)=  1.3/0.2 dEA

The stated EA is the Vertical Detachment Energy. See also 92ARN/BRA.

++++++++++++++++++++++++++++++++

NaI-.

INa  mw:149.895 Anion CAS: Z-70304-79-9 fg:14 cnt:3644

HOF(A.)= -19.0/0.5  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.865(10) eV LPES | HOF(A-)=-38.9/0.6 R-EA p:9

DaffH(AH)=  19.6/0.6 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nai.zz0]

M062X/Def2T|-40.2  |     |     | 0.738|       |-23.2  |    |     

++++++++++++++++++++++++++++++++

IO-

IO  mw:142.900 Anion CAS: Z-15065-65-3 fg:5 cnt:130

HOF(A.)=  29.2/0.4  08DOO/GEI    | BDE(A-H)= 95.0/2.4 R-AH           

HOF(AH)= -13.7/2.4 D+AH          |

DacidS=21.5/2.0 A-AH |  S(A-)=56.4/0.2 Isoe 82WAG/EVA |  S(AH)=60.9/2.0 Est4

----

91GIL/POL    Datum: EA=2.378(5) eV LPES | HOF(A-)=-25.6/3.3 Acid p:9

DacidG(AH)= 348.4/1.0 H-TS| DacidH(AH)= 353.8/2.2 D-EA

DaffH(AH)=  40.2/3.3 A-IN

----

76REF/FRA2   Datum: HOF(A-)=-19.0/5.0 Endo p:6

EA(eV)= 2.090 DaffH(X..Y-)= 33.5/5.0 A-IN

I- + O2 ->.
###### the following are "below the line": evaluated as not accurate ####

----

77VOG/MIS    Datum: HOF(A-)=<-15.8/2.2 Endo p:4

EA(eV)= 1.954 DaffH(X..Y-)=>30.4/2.2 A-IN

I- + CO ->.

----

77VOG/DRE    Datum: HOF(A-)=-10.1/8.4 Endo p:3

EA(eV)= 1.704 DaffH(X..Y-)= 24.6/8.4 A-IN

I- + O2 ->.

----

76REF/FRA    Datum: HOF(A-)=-11.5/2.2 Endo p:3

EA(eV)= 1.765 DaffH(X..Y-)= 26.0/2.2 A-IN

I- + SO2 ->.

----

59HEN/MUC #  Datum: HOF(A-)=<40.8/0.4 IMRB p:3

O- + I2 -> thermochemical limit. Revised per new thermo values.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [io.za0]

M062X/Def2T|-15.6  |359.0|352.7| 2.354|-9.9   |38.7   |21.3|100.7

++++++++++++++++++++++++++++++++

OIO-

IO2  mw:158.895 Anion CAS: Z-20499-55-2 fg:6 cnt:2762

HOF(A.)=  28.3/0.5  09MAR/PLA    |

----

11WEN/HOU    Datum: EA=2.575(10) eV LPES | HOF(A-)=-31.1/0.5 R-EA p:9

At 12K. Vertical Detachment Energy:2.76(1) eV.

----

92GIL/POL    Datum: EA=2.577(8) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [io2.za0]

M062X/Def2T|-13.1  |342.4|335.6| 2.539|9.3    |45.4   |22.8|88.2 

++++++++++++++++++++++++++++++++

SO2..I-

IO2S  mw:190.867 Anion CAS: Z-32694-99-8 fg:484 cnt:1331

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

85CAL/KEB    Datum: DaffG= 9.0/2.6 TDAs | HOF(A-)=-130.2/2.0 AfIN p:8

DaffH(X..Y-)= 14.3/2.0 TDAs

----

80KEE/LEE    Datum: DaffG= 6.8/0.2 TDAs p:7

DaffH(X..Y-)= 12.9/0.1 TDAs

----

85BAN/IRI    Datum: DaffG= 1.7/0.1 IMRE p:6

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so2i.zc0]

M062X/Def2T|-125.4 | 18.3| 11.8| 21.8|-63.5  |-43.7  

++++++++++++++++++++++++++++++++

IO3-

IO3  mw:174.890 Anion CAS: Z-15454-31-6 fg:6 cnt:8156

HOF(A.)=  57.8/12.0  02BIN/MIL   |

----

11WEN/HOU    Datum: EA=4.70(5) eV LPES p:9

At 12 K. Vertical Detachment Energy:4.77(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [io3.za0]

M062X/Def2T|-42.8  |322.3|315.9| 4.664|-0.3   |64.9   |21.4|117.3

++++++++++++++++++++++++++++++++

SO3..I-

IO3S  mw:206.862 Anion CAS: Z-126901-00-6 fg:484 cnt:6733

HOF(solv)= -94.6/0.2 neut 89GUR/VEY

----

16QIN/HOU    Datum: EA=4.62(10) eV LPES p:9

DaffH(AH)=  36.0/2.3 dEA

Vertical Detachment Energy:4.96(5) eV.

----

05HAO/GIL    Datum: DaffH= 38.5/2.1 CIDT p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [iso3.zc0]

M062X/Def2T|-166.7 | 36.1| 28.0| 26.9|-87.0  |-43.7  

++++++++++++++++++++++++++++++++

S2O3..I-

IO3S2  mw:238.834

Core ion CAS: Z-20461-54-5 Solvent: 12137-37-0 fg:484 cnt:8976

----

16QIN/HOU    Datum: EA=4.52(10) eV LPES p:9

Vertical Detachment Energy:4.80(5) eV.

++++++++++++++++++++++++++++++++

IO4-

IO4  mw:190.885 Anion CAS: Z-15056-35-6 fg:6 cnt:8157

----

11WEN/HOU    Datum: EA=6.05(5) eV LPES p:9

At 12 K. Vertical Detachment Energy:6.30(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [io4.za0]

M062X/Def2T|-51.0  |294.9|288.6| 6.037|18.8   |88.6   |21.4|122.0

++++++++++++++++++++++++++++++++

(SO2)2..I-

IO4S2  mw:254.829 fg:484 cnt:3882

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

16QIN/HOU    Datum: EA=4.60(10) eV LPES p:9

Vertical Detachment Energy:4.98(5) eV.

----

80KEE/LEE    Datum: DaffG= 3.6/0.3 TDAs | HOF(A-)=-211.3/2.0 AfIN p:8

DaffH(X..Y-)= 10.1/0.1 TDAs

++++++++++++++++++++++++++++++++

(SO2)3..I-

IO6S3  mw:318.791 fg:484 cnt:3884

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

80KEE/LEE    Datum: DaffG= 1.8/0.6 TDAs | HOF(A-)=-80.1/0.2 AfIN p:8

DaffH(X..Y-)= 9.2/0.2 TDAs

++++++++++++++++++++++++++++++++

Pb7I-

IPb7  mw:1582.74 Anion CAS: Z-261373-84-6 fg:15 cnt:4813

----

00NEG/KAW    Datum: EA=1.72(11) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb8I-

IPb8  mw:1790.72 Anion CAS: Z-261373-85-7 fg:15 cnt:4814

----

00NEG/KAW    Datum: EA=2.14(7) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb9I-

IPb9  mw:1998.69 Anion CAS: Z-261373-86-8 fg:15 cnt:4815

----

00NEG/KAW    Datum: EA=2.26(5) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb10I-

IPb10  mw:2206.67 Anion CAS: Z-261373-87-9 fg:15 cnt:4816

----

00NEG/KAW    Datum: EA=2.23(11) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb11I-

IPb11  mw:2414.65 fg:15 cnt:4817

----

00NEG/KAW    Datum: EA=2.71(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb12I-

IPb12  mw:2622.62 fg:15 cnt:4818

----

00NEG/KAW    Datum: EA=2.30(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb13I-

IPb13  mw:2830.60 fg:15 cnt:4819

----

00NEG/KAW    Datum: EA=2.12(5) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb14I-

IPb14  mw:3038.58 fg:15 cnt:4820

----

00NEG/KAW    Datum: EA=1.97(9) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

PtI-

IPt  mw:321.870 Anion CAS: N-13779-77-6 fg:15 cnt:11527

----

22GIB/VER    Datum: EA=2.35(10) eV LPEI p:8

Vertical Detachment Energy:2.45(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pti-s.zz0]

M062X/Def2T|53.3   |     |     | 2.443|       |109.6  |    |     

++++++++++++++++++++++++++++++++

RbI-.

IRb  mw:211.817 Anion CAS: N-7790-29-6 fg:15 cnt:3647

HOF(A.)= -32.1/0.5  82WAG/EVA    |

----

86MIL/LEO    Datum: EA=0.71(4) eV Est4 | HOF(A-)=-48.5/1.1 R-EA p:9

DaffH(AH)=  22.8/1.1 A-IN

Extrapolated by polarizability and radius from experimental data for other alkali halides.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rbi.zz0]

M062X/Def2T|-46.5  |     |     | 0.623|       |-32.2  |    |     

++++++++++++++++++++++++++++++++

IS-

IS  mw:158.877 Anion CAS: Z-60768-78-7 fg:14 cnt:134

HOF(A.)=  74.0  76REF/FRA        | BDE(A-H)= 101.1/5.0 R-AH          

HOF(AH)=  25.0/5.0  76REF/       |

----

76REF/       Datum: HOF(A-)=11.2/7.0 Endo p:5

DacidH(AH)= 351.9/8.6 A-AH  EA(eV)= 2.723 DaffH(X..Y-)= 10.0/7.0 A-IN

I- + H2S and CS2 ->. Based on .DELTA.fH(XSH, X=F, Cl, Br) the .DELTA.fH(ISH) given here is too positive by 10-15 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [is.za0]

M062X/Def2T|-16.8  |334.1|327.9| 2.585|13.8   |42.7   |20.8|81.1 

++++++++++++++++++++++++++++++++

XeI-

IXe  mw:258.809 Anion CAS: Z-151269-52-2 fg:14 cnt:4462

HOF(A.)=  25.5/0.2               |

HOF(solv)=0.0 Defn

----

98LEN/FUR    Datum: EA=3.12885(25) eV ZEKE [25235.9(20) cm-1] | HOF(A-)=-46.6/0.2 AfIN p:9

DaffH(AH)=  1.6/0.1 dEA

Given: 25235.9(20) cm-1.

----

01PIV/LEN    Datum: EA=3.127(5) eV LPES p:8

DaffH(AH)=  1.6/0.1 dEA

Vertical Detachment Energy:3.142(5) eV.

----

99LEN/FUR    Datum: EA=3.12885(25) eV ZEKE [25235.9(20) cm-1] p:8

DaffH(AH)=  1.6/0.1 dEA

Given: 25235.9(2.0) cm-1.

----

97BEC/MAR    Datum: EA=3.13(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

07WAD/KIK    Datum: DaffG= -2.0 TDAs | HOF(A-)=-47.8/0.2 AfIN p:6

DaffH(X..Y-)= 2.8 TDAs

Entropy estimated.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [xei.zc0]

M062X/Def2T|-46.1  |  2.5| -1.2| 12.1|       |-43.7  | 3.026

++++++++++++++++++++++++++++++++

(Xe)2..I-

IXe2  mw:390.713 fg:484 cnt:4467

HOF(solv)=0.0 Defn

----

01PIV/LEN    Datum: EA=3.195(5) eV LPES p:9

DaffH(AH)=  1.5/0.1 dEA

Vertical Detachment Energy:3.218(8) eV.

----

99LEN/FUR    Datum: EA=3.19522(25) eV ZEKE [25771.2(20) cm-1] p:8

DaffH(AH)=  1.5/0.1 dEA

Given: 25771.2(2.0) cm-1.

----

97BEC/MAR    Datum: EA=3.22(2) eV LPES | HOF(A-)=-48.7/0.5 AfIN p:7

DaffH(AH)=  2.1/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)3..I-

IXe3  mw:522.617 fg:484 cnt:4468

HOF(solv)=0.0 Defn

----

99LEN/FUR    Datum: EA=3.2552(19) eV ZEKE [26255.(15) cm-1] p:8

DaffH(AH)=  1.4/0.1 dEA

Given: 26255(15) cm-1.

----

97BEC/MAR    Datum: EA=3.29(2) eV LPES | HOF(A-)=-2.2/0.5 AfIN p:7

DaffH(AH)=  2.2/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)4..I-

IXe4  mw:654.522 fg:484 cnt:4469

HOF(solv)=0.0 Defn

----

01PIV/LEN    Datum: EA=3.320(6) eV LPES p:9

DaffH(AH)=  1.5/0.1 dEA

Vertical Detachment Energy:3.218(8) eV.

----

99LEN/FUR    Datum: EA=3.3117(25) eV ZEKE [26711.(20) cm-1] p:8

DaffH(AH)=  1.3/0.1 dEA

Given: 26711(20) cm-1.

----

97BEC/MAR    Datum: EA=3.35(2) eV LPES | HOF(A-)=-2.2/0.5 AfIN p:7

DaffH(AH)=  2.2/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)5..I-

IXe5  mw:786.426 fg:484 cnt:4470

HOF(solv)=0.0 Defn

----

99LEN/FUR    Datum: EA=3.3660(25) eV ZEKE [27149.(20) cm-1] p:8

DaffH(AH)=  1.1/0.2 dEA

Given: 27149(20) cm-1.

----

97BEC/MAR    Datum: EA=3.41(2) eV LPES | HOF(A-)=-2.1/0.5 AfIN p:7

DaffH(AH)=  2.1/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)6..I-

IXe6  mw:918.330 fg:484 cnt:4471

HOF(solv)=0.0 Defn

----

01PIV/LEN    Datum: EA=3.423(6) eV LPES p:9

DaffH(AH)=  1.3/0.2 dEA

Vertical Detachment Energy:3.446(8) eV.

----

99LEN/FUR    Datum: EA=3.4165(37) eV ZEKE [27556.(30) cm-1] p:8

DaffH(AH)=  1.2/0.1 dEA

Given: 27556(30) cm-1.

----

97BEC/MAR    Datum: EA=3.46(2) eV LPES | HOF(A-)=-2.2/0.5 AfIN p:7

DaffH(AH)=  2.2/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)7..I-

IXe7  mw:1050.23 fg:484 cnt:4472

HOF(solv)=0.0 Defn

----

01PIV/LEN    Datum: EA=3.468(6) eV LPES p:9

DaffH(AH)=  1.0/0.2 dEA

Vertical Detachment Energy:3.500(8) eV.

----

99LEN/FUR    Datum: EA=3.4630(37) eV ZEKE [27931.(30) cm-1] p:8

DaffH(AH)=  0.9/0.2 dEA

Given: 27931(30) cm-1.

----

97BEC/MAR    Datum: EA=3.51(2) eV LPES | HOF(A-)=-2.0/0.5 AfIN p:7

DaffH(AH)=  2.0/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)8..I-

IXe8  mw:1182.14 fg:484 cnt:4473

HOF(solv)=0.0 Defn

----

01PIV/LEN    Datum: EA=3.513(7) eV LPES p:9

DaffH(AH)=  1.0/0.2 dEA

Vertical Detachment Energy:3.536(8) eV.

----

99LEN/FUR    Datum: EA=3.5040(50) eV ZEKE [28262.(40) cm-1] p:8

DaffH(AH)=  0.8/0.2 dEA

Given: 28262(40) cm-1.

----

97BEC/MAR    Datum: EA=3.56(2) eV LPES | HOF(A-)=-2.1/0.5 AfIN p:7

DaffH(AH)=  2.1/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)9..I-

IXe9  mw:1314.04 fg:484 cnt:4474

HOF(solv)=0.0 Defn

----

01PIV/LEN    Datum: EA=3.554(8) eV LPES p:9

DaffH(AH)=  0.9/0.2 dEA

Vertical Detachment Energy:3.581(8) eV.

----

99LEN/FUR    Datum: EA=3.5425(62) eV ZEKE [28572.(50) cm-1] p:8

DaffH(AH)=  0.7/0.2 dEA

Given: 28572(50) cm-1.

----

97BEC/MAR    Datum: EA=3.60(2) eV LPES | HOF(A-)=-2.0/0.5 AfIN p:7

DaffH(AH)=  2.0/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)10..I-

IXe10  mw:1445.95 fg:484 cnt:4475

HOF(solv)=0.0 Defn

----

01PIV/LEN    Datum: EA=3.595(8) eV LPES p:9

DaffH(AH)=  0.9/0.3 dEA

Vertical Detachment Energy:3.616(8) eV.

----

99LEN/FUR    Datum: EA=3.5807(62) eV ZEKE [28880.(50) cm-1] p:8

DaffH(AH)=  0.6/0.2 dEA

Given: 28880(50) cm-1.

----

97BEC/MAR    Datum: EA=3.65(2) eV LPES | HOF(A-)=-2.2/0.5 AfIN p:7

DaffH(AH)=  2.2/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)11..I-

IXe11  mw:1577.85 fg:484 cnt:4476

HOF(solv)=0.0 Defn

----

01PIV/LEN    Datum: EA=3.635(8) eV LPES p:9

DaffH(AH)=  0.9/0.3 dEA

Vertical Detachment Energy:3.651(8) eV.

----

99LEN/FUR    Datum: EA=3.6172(62) eV ZEKE [29175.(50) cm-1] p:8

DaffH(AH)=  0.5/0.2 dEA

Given: 29175(50) cm-1.

----

97BEC/MAR    Datum: EA=3.69(2) eV LPES | HOF(A-)=-2.2/0.5 AfIN p:7

DaffH(AH)=  2.2/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)12..I-

IXe12  mw:1709.76 fg:484 cnt:4477

HOF(solv)=0.0 Defn

----

01PIV/LEN    Datum: EA=3.675(8) eV LPES p:9

DaffH(AH)=  0.9/0.3 dEA

Vertical Detachment Energy:3.692(8) eV.

----

99LEN/FUR    Datum: EA=3.6505(62) eV ZEKE [29443.(50) cm-1] p:8

DaffH(AH)=  0.4/0.2 dEA

Given: 29443(50) cm-1.

----

97BEC/MAR    Datum: EA=3.73(2) eV LPES | HOF(A-)=-2.2/0.5 AfIN p:7

DaffH(AH)=  2.2/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(Xe)13..I-

IXe13  mw:1841.66 fg:484 cnt:5055

HOF(solv)=0.0 Defn

----

01PIV/LEN    Datum: EA=3.688(10) eV LPES p:9

Vertical Detachment Energy:3.697(10) eV.

----

99LEN/FUR    Datum: EA=3.6922(87) eV ZEKE [29780.(70) cm-1] p:8

DaffH(AH)=  0.4/0.3 dEA

Given: 29780(70) cm-1.

++++++++++++++++++++++++++++++++

(Xe)14..I-

IXe14  mw:1973.56 fg:484 cnt:11641

HOF(solv)=0.0 Defn

----

99LEN/FUR    Datum: EA=2.8504(87) eV LPES [22990.(70) cm-1] p:8

Given: 22990(70) cm-1.

++++++++++++++++++++++++++++++++

I2-

I2  mw:253.809 Anion CAS: Z-12190-71-5 fg:2 cnt:338

HOF(A.)=  14.9/0.1  89GUR/VEY    |

----

97ZAN/TAY    Datum: EA=2.524(5) eV LPES | HOF(A-)=-43.3/0.2 R-EA p:9

DaffH(AH)=  23.8/0.2 A-IN

----

98ASM/TAY2   Datum: EA=2.524(50) eV LPES p:8

Vertical Detachment Energy:3.235(50) eV.

----

73BAE/AUE    Datum: EA=2.52(10) eV NBIE p:7

----

73HUG/LIF    Datum: EA=2.42(20) eV Endo p:6

----

71MOU/ATE    Datum: EA=2.4(1) eV NBIE p:6

----

71CHU/BER    Datum: EA=2.58(10) eV Endo p:6

----

81AYA/WEN    Datum: EA=2.33 eV ECD  p:5

----

71DEC/FRA    Datum: HOF(A-)=<-42.3/3.2 EIAE p:5

EA(eV)= 2.481 DaffH(X..Y-)=>22.8/3.2 A-IN

From CHI3.
###### the following are "below the line": evaluated as not accurate ####

----

76HUB/KLE    Datum: EA=1.72(5) eV NBIE p:3

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [i2.zz0]

M062X/Def2T|-43.9  |     |     | 2.650|       |17.1   |    |     

++++++++++++++++++++++++++++++++

KI..I-

I2K  mw:292.773 Anion CAS: Z-50417-34-0 fg:484 cnt:1451

HOF(solv)= -30.0/0.5  82WAG/EVA    

----

20HOU/WAN    Datum: EA=4.82(5) eV LPES p:8

DaffH(AH)=  40.6/1.2 dEA

There is a dipole-bound state: 15HAR/YOS.

----

84BUR/KUD    Datum: HOF(A-)=-113.9/6.9 TDEq p:7

DaffH(X..Y-)= 38.9/6.9 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [ki2.zc0]

M062X/Def2T|-116.0 | 40.9| 35.2| 19.1|-31.5  |-43.7  | 4.773

++++++++++++++++++++++++++++++++

K(IO3)2-

I2KO6  mw:388.743 Anion CAS: Z-1450915-45-3 fg:17 cnt:8502

----

13HOU/WU     Datum: EA=6.30(8) eV LPES p:8

Vertical Detachment Energy:6.51(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [io3ko3i.zc0]

M062X/Def2T|-130.0 |     |     | 6.289|       |15.4   |    |     

++++++++++++++++++++++++++++++++

(KI)2-.

I2K2  mw:331.737 Anion CAS: Z-144719-56-2 fg:15 cnt:2798

HOF(A.)= -100.9/1.0  02BIN/MIL   |

----

16LI_/ZEN    Datum: EA=1.22(8) eV LPES p:8

Vertical Detachment Energy:1.37(8) eV.

----

15HOU/FEN    Datum: EA=1.28(5) eV LPES p:8

Vertical Detachment Energy:1.38(5) eV; linear isomer infered from the authors' calulations.

----

92YAN/BLO    Datum: EA=1.30(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)2-.

I2K3  mw:370.701 Anion CAS: Z-143311-56-2 fg:15 cnt:2810

----

15HOU/FEN    Datum: EA=1.00(5) eV LPES p:8

Vertical Detachment Energy:1.13(5) eV; square/pendant atom isomer infered from the authors' calculations.

----

15HOU/FEN    Datum: EA=1.75(5) eV LPES p:8

Vertical Detachment Energy:1.89(5) eV; linear isomer infered from the authors' calculations.

----

92YAN/BLO    Datum: EA=1.00(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

LiI2-

I2Li  mw:260.825 Anion CAS: Z-50561-27-8 fg:14 cnt:5307

----

99WAN/DIN2   Datum: EA=4.88(3) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ilii.zz0]

M062X/Def2T|-113.1 |     |     | 4.237|       |-15.7  |    |     

++++++++++++++++++++++++++++++++

Li(IO3)2-

I2LiO6  mw:356.795 Anion CAS: Z-1450915-43-1 fg:17 cnt:8500

----

13HOU/WU     Datum: EA=6.32(8) eV LPES p:8

Vertical Detachment Energy:6.57(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [io3lio3i.zc0]

M062X/Def2T|-128.2 |     |     | 5.003|       |-13.2  |    |     

++++++++++++++++++++++++++++++++

NaI2-

I2Na  mw:276.799 Anion CAS: Z-50417-31-7 fg:14 cnt:5308

----

99WAN/DIN2   Datum: EA=4.84(6) eV LPES p:9

The stated EA is the Vertical Detachment Energy. There is a dipole-bound state: 15HAR/YOS.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [inai.za0]

M062X/Def2T|-112.5 |     |     | 4.092|       |-18.4  |    |     

++++++++++++++++++++++++++++++++

Na(IO3)2-

I2NaO6  mw:372.769 Anion CAS: Z-1450915-44-2 fg:17 cnt:8501

----

13HOU/WU     Datum: EA=6.35(8) eV LPES p:8

Vertical Detachment Energy:6.60(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [io3nao3i.zc0]

M062X/Def2T|-124.6 |     |     | 5.153|       |-5.5   |    |     

++++++++++++++++++++++++++++++++

(NaI)2-

I2Na2  mw:299.789 Anion CAS: Z-259145-23-8 fg:15 cnt:11263

----

16LI_/HOU    Datum: EA=1.56(8) eV LPES p:8

Vertical Detachment Energy:1.70(8) eV.

++++++++++++++++++++++++++++++++

PtI2-

I2Pt  mw:448.774 Anion CAS: N-7790-39-8 fg:14 cnt:11526

----

24ZHA/ZHA    Datum: EA=4(2) eV LPES [3.54(2) eV] p:8

Vertical Detachment Energy:3.63(2) eV.

----

22GIB/VER    Datum: EA=3.40(10) eV LPEI p:8

Vertical Detachment Energy:3.5(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pti2-d.zz0]

M062X/Def2T|0.4    |     |     | 3.838|       |88.7   |    |     

++++++++++++++++++++++++++++++++

SnI2-.

I2Sn  mw:373.712 Anion CAS: Z-1353847-36-5 fg:14 cnt:192

HOF(A.)=  -1.9/1.0  91GUR/VEY    |
###### the following are "below the line": evaluated as not accurate ####

----

77PAB/PER    Datum: EA=1.74 eV EIAE p:3

From SnI4. Reworked with modern electron affinity(I) less the difference in AEs.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sni2.zz0]

M062X/Def2T|-48.4  |     |     | 2.062|       |-0.9   |    |     

++++++++++++++++++++++++++++++++

I3-

I3  mw:380.714 Anion CAS: Z-14900-04-0 fg:2 cnt:227

HOF(A.)=  34.9/2.4  91KAN/KUN    |

HOF(solv)=  14.9/0.1 neut 89GUR/VEY

----

97DO_/KLE    Datum: DaffH= 30.1/1.4 CIDT p:9

----

99TAY/ASM    Datum: EA=4.226(13) eV LPES | HOF(A-)=-62.5/2.4 R-EA p:8

DaffH(AH)=  26.9/0.3 dEA

----

99ZAN/GRE    Datum: EA=4.25 eV LPES p:7

The stated EA is the Vertical Detachment Energy.
###### the following are "below the line": evaluated as not accurate ####

----

28HOG/HAR    Datum: HOF(A-)=<-49.4/2.2 IMRB p:4

DaffH(X..Y-)=>19.3/2.2 A-IN

I2- + I2 ->  First negative ion-molecule reaction reported.

----

77FIN/GAT    Datum: HOF(A-)=-115.2/2.2 Latt p:3

DaffH(X..Y-)= 85.1/2.2 A-IN

This value is ca. 50 kcal/mol more bound than expected from other studies.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [i3.zc0]

M062X/Def2T|-58.5  | 31.9| 25.1| 22.9|17.1   |-43.7  | 4.233

++++++++++++++++++++++++++++++++

(KI)2..I-

I3K2  mw:458.641 Anion CAS: Z-95014-18-9 fg:484 cnt:1452

HOF(solv)=-101.5/0.5  82WAG/EVA    

----

20HOU/WAN    Datum: EA=4.87(5) eV LPES p:8

----

84BUR/KUD *  Datum: HOF(A-)=-180.1/7.4 TDEq p:7

DaffH(X..Y-)= 33.6/7.4 A-IN

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [ikiki-p.zc0]

M062X/Def2T|-176.3 | 28.8| 21.3| 25.2|-31.5  |-116.0 

++++++++++++++++++++++++++++++++

(KI)3-.

I3K3  mw:497.605 Anion CAS: Z-144719-55-1 fg:15 cnt:2799

----

15HOU/FEN    Datum: EA=1.08(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy; square/two pendant atoms isomer infered from the authors' calculations.

----

15HOU/FEN    Datum: EA=0.67(8) eV LPES p:8

Vertical Detachment Energy:0.79(8) eV; fused square isomer infered from the authors' computations.

----

92YAN/BLO    Datum: EA=0.75(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)3-.

I3K4  mw:536.569 Anion CAS: Z-143311-57-3 fg:15 cnt:2811

----

15HOU/FEN    Datum: EA=1.47(8) eV LPES p:8

Vertical Detachment Energy:1.71(8) eV; tricyclic isomer infered from the authors' calculations.

----

92YAN/BLO    Datum: EA=1.20(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

UO2I3-

I3O2U  mw:650.755 Anion CAS: Z-1434159-60-0 fg:17 cnt:8494

----

13SU_/DAU    Datum: EA=5.60(5) eV LPES p:9

Vertical Detachment Energy:5.72(5) eV.

++++++++++++++++++++++++++++++++

PtI3-

I3Pt  mw:575.679 Anion CAS: Z-2546042-26-4 fg:14 cnt:11746

----

24ZHA/ZHA    Datum: EA=4(2) eV LPES [4.04(2) eV] p:8

Vertical Detachment Energy: 4.09(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [i3pt-s.za0]

M062X/Def2T|-13.2  |     |     | 4.268|       |85.2   |    |     

++++++++++++++++++++++++++++++++

SnI3-

I3Sn  mw:500.616 Anion CAS: Z-34690-35-2 fg:14 cnt:153

HOF(A.)=  -1.9/1.0  91GUR/VEY    |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

78PAB/MAR #  Datum: HOF(A-)=-73.3/2.3 EIAE;EA(eV)=2.809 p:3

From SnI4. Reworked with modern electron affinity(I) less the difference in AEs.

----

77PAB/PER    Datum: EA=3.21 eV EIAE p:3

From SnI4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sni3.za0]

M062X/Def2T|-91.0  |284.6|276.2| 3.816|-10.9  |-3.1   |28.0|59.8 

++++++++++++++++++++++++++++++++

TiI3-

I3Ti  mw:428.662 Anion CAS: Z-55522-40-2 fg:14 cnt:152

HOF(A.)= -35.9/8.0  98JANAF      |

DacidS=26.0/2.0 Stat | 
###### the following are "below the line": evaluated as not accurate ####

----

74BEN/PAB #  Datum: HOF(A-)=<-45.2/4.3 EIAE;EA(eV)=1.101 p:2

From TiI4. Reworked with modern thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tii3-t.za0]

M062X/Def2T|-100.4 |     |     | 3.114|       |-28.8  |    |     

++++++++++++++++++++++++++++++++

(KI)3..I-

I4K3  mw:624.510 fg:484 cnt:10785

HOF(solv)= -30.0/0.5 neut 82WAG/EVA

----

20HOU/WAN    Datum: EA=5.54(5) eV LPES p:8

++++++++++++++++++++++++++++++++

(KI)4-.

I4K4  mw:663.473 Anion CAS: Z-144719-54-0 fg:15 cnt:2800

----

15HOU/FEN    Datum: EA=0.28(5) eV LPES p:8

Vertical Detachment Energy:0.30(5) eV; cube isomer infered from the authors' calculations.

----

15HOU/FEN    Datum: EA=1.19(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy; tricyclic/pendant atom isomer infered from the authors' calculations.

----

15HOU/FEN    Datum: EA=1.58(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy. The authors infered a quadricyclic isomer from computations.

----

92YAN/BLO    Datum: EA=0.25(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)4-.

I4K5  mw:702.437 Anion CAS: Z-143311-58-4 fg:15 cnt:2812

----

92YAN/BLO    Datum: EA=1.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K2(KI)4-.

I4K6  mw:741.401 Anion CAS: Z-143375-87-5 fg:15 cnt:2822

----

92YAN/BLO    Datum: EA=0.80(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

PI4-

I4P  mw:538.592 Anion CAS: Z-472978-82-8 fg:14 cnt:5990

----

02HEI/CHE    Datum: DaffH= 12.9/1.9 CIDT p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [pi4.zc0]

M062X/Def2T|-57.3  | 22.5| 15.9| 22.1|8.9    |-43.7  | 3.623

++++++++++++++++++++++++++++++++

PtI4-

I4Pt  mw:702.583 Anion CAS: N-7790-46-7 fg:14 cnt:11747

----

24ZHA/ZHA    Datum: EA=4(2) eV LPES [4.33(2) eV] p:8

Vertical Detachment Energy: 4.36(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [i4pt-d.za0]

M062X/Def2T|-12.9  |     |     | 5.113|       |105.3  |    |     

++++++++++++++++++++++++++++++++

I2..I3-

I5  mw:634.523 Anion CAS: Z-22318-17-8 fg:2 cnt:4067

HOF(solv)=  14.9/0.1 neut 89GUR/VEY

----

97DO_/KLE    Datum: DaffH= 11.7/1.4 CIDT | HOF(A-)=3.2/1.4 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [i2i3.zc0]

M062X/Def2T|-56.0  | 14.6|  8.4| 20.7|17.1   |-58.5  

++++++++++++++++++++++++++++++++

(KI)5-.

I5K5  mw:829.341 Anion CAS: Z-144719-53-9 fg:15 cnt:2801

----

92YAN/BLO    Datum: EA=0.85(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)5-.

I5K6  mw:868.305 Anion CAS: Z-143311-59-5 fg:15 cnt:2813

----

92YAN/BLO    Datum: EA=1.15(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K2(KI)5-.

I5K7  mw:907.269 Anion CAS: Z-143311-67-5 fg:15 cnt:2823

----

92YAN/BLO    Datum: EA=1.10(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

PtI5-

I5Pt  mw:829.488 Anion CAS: Z-342635-18-1 fg:14 cnt:11748

----

24ZHA/ZHA    Datum: EA=4(2) eV LPES [4.37(2) eV] p:8

Vertical Detachment Energy: 4.41(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [i5pt-s.za0]

M062X/Def2T|-8.6   |     |     | 4.852|       |103.0  |    |     

++++++++++++++++++++++++++++++++

(KI)6-.

I6K6  mw:995.210 Anion CAS: Z-144719-52-8 fg:15 cnt:2802

----

92YAN/BLO    Datum: EA=1.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)6-.

I6K7  mw:1034.17 Anion CAS: Z-143311-60-8 fg:15 cnt:2814

----

92YAN/BLO    Datum: EA=1.05(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K2(KI)6-.

I6K8  mw:1073.14 Anion CAS: Z-143375-91-1 fg:15 cnt:2824

----

92YAN/BLO    Datum: EA=1.00(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Pt2I6=

I6Pt2  mw:1151.36 Anion CAS: Z-45632-38-0 fg:15 cnt:11544

----

22GIB/VER2   Datum: EA=1.6(1) eV LPEI p:8

The stated EA is the Vertical Detachment Energy. Reverse Coulomb barrier ca. 1.2 eV.

++++++++++++++++++++++++++++++++

(KI)7-.

I7K7  mw:1161.08 Anion CAS: Z-144719-51-7 fg:15 cnt:2803

----

92YAN/BLO    Datum: EA=1.35(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)7-.

I7K8  mw:1200.04 Anion CAS: Z-143311-63-1 fg:15 cnt:2815

----

92YAN/BLO    Datum: EA=1.30(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K2(KI)7-.

I7K9  mw:1239.01 Anion CAS: Z-145424-22-2 fg:15 cnt:2825

----

92YAN/BLO    Datum: EA=0.65(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(KI)8-.

I8K8  mw:1326.95 Anion CAS: Z-144719-50-6 fg:15 cnt:2804

----

92YAN/BLO    Datum: EA=1.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)8-.

I8K9  mw:1365.91 Anion CAS: Z-143329-39-9 fg:15 cnt:2816

----

92YAN/BLO    Datum: EA=1.45(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K2(KI)8-.

I8K10  mw:1404.87 Anion CAS: Z-143375-85-3 fg:15 cnt:2826

----

92YAN/BLO    Datum: EA=1.35(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Pt2I8=

I8Pt2  mw:1405.17 Anion CAS: Z-156954-13-1 fg:15 cnt:11545

----

22GIB/VER2   Datum: EA=1.9(1) eV LPEI p:8

The stated EA is the Vertical Detachment Energy. Reverse Coulomb barrier ca. 1.3 eV.

++++++++++++++++++++++++++++++++

(KI)9-.

I9K9  mw:1492.81 Anion CAS: Z-144719-49-3 fg:15 cnt:2805

----

92YAN/BLO    Datum: EA=1.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)9-.

I9K10  mw:1531.78 Anion CAS: Z-145424-21-1 fg:15 cnt:2817

----

92YAN/BLO    Datum: EA=1.50(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K2(KI)9-.

I9K11  mw:1570.74 Anion CAS: Z-143311-68-6 fg:15 cnt:2827

----

92YAN/BLO    Datum: EA=1.10(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(KI)10-.

I10K10  mw:1658.68 Anion CAS: Z-144719-48-2 fg:15 cnt:2806

----

92YAN/BLO    Datum: EA=1.35(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)10-.

I10K11  mw:1697.65 Anion CAS: Z-143311-64-2 fg:15 cnt:2818

----

92YAN/BLO    Datum: EA=1.35(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K2(KI)10-.

I10K12  mw:1736.61 Anion CAS: Z-143375-89-7 fg:15 cnt:2828

----

92YAN/BLO    Datum: EA=1.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(KI)11-.

I11K11  mw:1824.55 Anion CAS: Z-144719-47-1 fg:15 cnt:2807

----

92YAN/BLO    Datum: EA=1.55(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)11-.

I11K12  mw:1863.51 Anion CAS: Z-143311-65-3 fg:15 cnt:2819

----

92YAN/BLO    Datum: EA=1.40(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K2(KI)11-.

I11K13  mw:1902.48 Anion CAS: Z-143311-61-9 fg:15 cnt:2829

----

92YAN/BLO    Datum: EA=1.30(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(KI)12-.

I12K12  mw:1990.42 Anion CAS: Z-144719-46-0 fg:15 cnt:2808

----

92YAN/BLO    Datum: EA=1.00(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)12-.

I12K13  mw:2029.38 Anion CAS: Z-143311-66-4 fg:15 cnt:2820

----

92YAN/BLO    Datum: EA=1.45(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K2(KI)12-.

I12K14  mw:2068.35 Anion CAS: Z-143375-95-5 fg:15 cnt:2830

----

92YAN/BLO    Datum: EA=1.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(KI)13-.

I13K13  mw:2156.29 Anion CAS: Z-144719-45-9 fg:15 cnt:2809

----

92YAN/BLO    Datum: EA=1.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K(KI)13-.

I13K14  mw:2195.25 Anion CAS: Z-143311-62-0 fg:15 cnt:2821

----

92YAN/BLO    Datum: EA=1.60(10) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Mo6I14=

I14Mo6  mw:2364.10 Anion CAS: Z-97743-47-0 fg:15 cnt:10765

----

19LI_/YUA    Datum: EA=2.20(5) eV LPES p:8

Vertical Detachment Energy:2.42(5) eV.

++++++++++++++++++++++++++++++++

In-

In  mw:114.904 Anion CAS: Z-54321-77-6 fg:1 cnt:36

HOF(A.)=  57.5/0.5  96GUR/VEY    | BDE(A-H)= 58.2/0.7 R-AH           

HOF(AH)=  51.4/0.5  96GUR/VEY    |

DacidS=18.7/0.1 A-AH |  S(A-)=42.3/0.1 Stat |  S(AH)=49.6/0.1  82WAG/EVA | S(A.)=41.5  82WAG/EVA

----

10WAL/GIB    Datum: EA=0.38392(6) eV IRPD | HOF(A-)=48.7/1.3 Acid p:9

DacidG(AH)= 358.0/0.7 H-TS| DacidH(AH)= 363.0/1.2 D-EA

Given: 0.38392(6) eV.

----

98WIL/CAR2   Datum: EA=0.404(9) eV LPES p:8

----

77FEL/RAC3   Datum: EA=0.3(2) eV PD   p:7
###### the following are "below the line": evaluated as not accurate ####

----

80BRU/COT    Datum: EA=0.850(152) eV [19.6(35) kcal] p:3

From InBr.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [in-t.za0]

M062X/Def2T|53.5   |365.0|359.4| 0.200|53.2   |58.2   |18.7|57.0 

++++++++++++++++++++++++++++++++

InP-.

InP  mw:145.878 Anion CAS: Z-158838-92-7 fg:19 cnt:3112

----

02GOM/TAY2   Datum: EA=1.845(10) eV ZEKE p:9

----

94XU_/DEB    Datum: EA=1.95(5) eV LPES p:8

----

99ASM/TAY2   Datum: EA=1.88(10) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [inp-d.za0]

M062X/Def2T|55.9   |     |     | 1.621|       |93.3   |    |     

++++++++++++++++++++++++++++++++

InP2-.

InP2  mw:176.852 Anion CAS: Z-158838-93-8 fg:19 cnt:3116

----

94ARN/NEU2   Datum: EA=1.617(1) eV ZEKE p:9

----

94XU_/DEB    Datum: EA=1.61(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [inp2-s.za0]

M062X/Def2T|29.0   |     |     | 1.380|       |61.0   |    |     

++++++++++++++++++++++++++++++++

InP3-.

InP3  mw:207.826 Anion CAS: Z-136508-80-0 fg:19 cnt:3120

----

94XU_/DEB    Datum: EA=1.86(5) eV LPES p:8

++++++++++++++++++++++++++++++++

InP4-.

InP4  mw:238.799 Anion CAS: Z-158838-94-9 fg:19 cnt:3124

----

94XU_/DEB    Datum: EA=3.22(5) eV LPES p:8

++++++++++++++++++++++++++++++++

PbIn-

InPb  mw:322.881 Anion CAS: Z-1255941-42-4 fg:19 cnt:7997

----

10MEL/ONG    Datum: EA=1.20(5) eV LPES p:8

Vertical Detachment Energy:1.43(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbin-t.za0]

M062X/Def2T|49.3   |     |     | 0.687|       |65.2   |    |     

++++++++++++++++++++++++++++++++

Pb2In-

InPb2  mw:530.858 Anion CAS: Z-1255941-49-1 fg:19 cnt:8004

----

10MEL/ONG    Datum: EA=1.84(5) eV LPES p:8

Vertical Detachment Energy:2.08(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pb2in-t.za0]

M062X/Def2T|44.1   |     |     | 1.576|       |80.5   |    |     

++++++++++++++++++++++++++++++++

In2-

In2  mw:229.808 Anion CAS: N-61178-97-0 fg:2 cnt:4700

HOF(A.)=  91.0/0.1  82WAG/EVA    |

----

90GAU/GAN    Datum: EA=1.27(10) eV LPES | HOF(A-)=61.8/2.7 R-EA p:8

DaffH(AH)=  44.5/2.7 A-IN

Electron affinity=E(threshold), or upper bound to electron affinity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [in2-q.za0]

M062X/Def2T|67.3   |     |     | 1.095|       |92.6   |    |     

++++++++++++++++++++++++++++++++

In2P-.

In2P  mw:260.782 Anion CAS: Z-158828-26-3 fg:19 cnt:3113

----

94ARN/NEU2   Datum: EA=2.400(1) eV ZEKE p:9

----

94XU_/DEB    Datum: EA=2.36(5) eV LPES p:8

----

99ASM/TAY2   Datum: EA=2.33(10) eV LPES p:7

Vertical Detachment Energy:2.44(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [in2p-s.za0]

M062X/Def2T|44.4   |     |     | 2.086|       |92.6   |    |     

++++++++++++++++++++++++++++++++

In2P2-.

In2P2  mw:291.756 Anion CAS: Z-136596-66-2 fg:20 cnt:3117

----

94XU_/DEB    Datum: EA=1.68(5) eV LPES p:8

----

99ASM/TAY2   Datum: EA=1.75(10) eV LPES p:7

Vertical Detachment Energy:1.98(10) eV. See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

In2P3-.

In2P3  mw:322.730 Anion CAS: Z-136596-65-1 fg:20 cnt:3121

----

94XU_/DEB    Datum: EA=2.72(5) eV LPES p:8

++++++++++++++++++++++++++++++++

In2P4-.

In2P4  mw:353.703 Anion CAS: Z-159650-35-8 fg:20 cnt:3125

----

94XU_/DEB    Datum: EA=1.08(5) eV LPES p:8

++++++++++++++++++++++++++++++++

PbIn2-

In2Pb  mw:437.785 Anion CAS: Z-1255941-43-5 fg:19 cnt:7998

----

10MEL/ONG    Datum: EA=1.74(5) eV LPES p:8

Vertical Detachment Energy:2.10(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbin2-d.za0]

M062X/Def2T|64.6   |     |     | 1.348|       |95.7   |    |     

++++++++++++++++++++++++++++++++

Pb2In2-

In2Pb2  mw:645.762 Anion CAS: Z-1255941-50-4 fg:20 cnt:8005

----

10MEL/ONG    Datum: EA=1.86(5) eV LPES p:8

Vertical Detachment Energy:2.30(5) eV.

++++++++++++++++++++++++++++++++

In2Sb3-.

In2Sb3  mw:592.520 Anion CAS: Z-1300743-58-1 fg:20 cnt:8011

----

11GUP/REB    Datum: EA=2.45(4) eV LPES p:9

Vertical Detachment Energy:2.94(4) eV.

++++++++++++++++++++++++++++++++

In3-

In3  mw:344.712 Anion CAS: Z-185829-08-7 fg:2 cnt:4701

----

90GAU/GAN    Datum: EA=1.50(25) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [in3-k.za0]

M062X/Def2T|88.4   |     |     | 1.339|       |119.3  |    |     

++++++++++++++++++++++++++++++++

In3P-.

In3P  mw:375.686 Anion CAS: Z-136596-67-3 fg:19 cnt:3114

----

94XU_/DEB    Datum: EA=1.77(5) eV LPES p:8

++++++++++++++++++++++++++++++++

In3P2-.

In3P2  mw:406.660 Anion CAS: Z-136596-68-4 fg:20 cnt:3118

----

94XU_/DEB    Datum: EA=2.07(5) eV LPES p:8

----

99ASM/TAY2   Datum: EA=2.74(10) eV LPES p:7

Vertical Detachment Energy:3.06(10) eV.

++++++++++++++++++++++++++++++++

In3P3-.

In3P3  mw:437.633 Anion CAS: Z-159701-72-1 fg:20 cnt:3122

----

94XU_/DEB    Datum: EA=1.30(5) eV LPES p:8

----

99ASM/TAY2   Datum: EA=1.40(10) eV LPES p:7

Vertical Detachment Energy:1.57(10) eV. See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

In3P4-.

In3P4  mw:468.607 Anion CAS: Z-158828-27-4 fg:20 cnt:3126

----

94XU_/DEB    Datum: EA=2.72(5) eV LPES p:8

++++++++++++++++++++++++++++++++

PbIn3-

In3Pb  mw:552.689 Anion CAS: Z-1255941-44-6 fg:19 cnt:7999

----

10MEL/ONG    Datum: EA=2.21(5) eV LPES p:8

Vertical Detachment Energy:2.52(5) eV.

++++++++++++++++++++++++++++++++

Pb2In3-

In3Pb2  mw:760.665 Anion CAS: Z-1255941-51-5 fg:20 cnt:8006

----

10MEL/ONG    Datum: EA=2.18(5) eV LPES p:8

Vertical Detachment Energy:2.40(5) eV.

++++++++++++++++++++++++++++++++

In4-

In4  mw:459.616 Anion CAS: N-135113-02-9 fg:2 cnt:4702

----

90GAU/GAN    Datum: EA=1.70(25) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.15/-0.35 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [in4-q.za0]

M062X/Def2T|111.3  |     |     | 1.344|       |142.4  |    |     

++++++++++++++++++++++++++++++++

NaIn4-

In4Na  mw:482.606 Anion CAS: Z-368436-23-1 fg:19 cnt:5271

----

01KUZ/BOL    Datum: EA=1.93(6) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

In4P-.

In4P  mw:490.590 Anion CAS: Z-158828-28-5 fg:19 cnt:3115

----

94XU_/DEB    Datum: EA=1.88(5) eV LPES p:8

++++++++++++++++++++++++++++++++

In4P2-.

In4P2  mw:521.564 Anion CAS: Z-158848-13-6 fg:20 cnt:3119

----

94XU_/DEB    Datum: EA=2.00(5) eV LPES p:8

++++++++++++++++++++++++++++++++

In4P3-.

In4P3  mw:552.537 Anion CAS: Z-158828-29-6 fg:20 cnt:3123

----

94XU_/DEB    Datum: EA=2.43(5) eV LPES p:8

----

99ASM/TAY2   Datum: EA=2.48(10) eV LPES p:7

Vertical Detachment Energy:2.86(10) eV.

++++++++++++++++++++++++++++++++

In4P4-.

In4P4  mw:583.511 Anion CAS: Z-159701-73-2 fg:20 cnt:3127

----

94XU_/DEB    Datum: EA=2.07(5) eV LPES p:8

----

99ASM/TAY2   Datum: EA=2.15(10) eV LPES p:7

Vertical Detachment Energy:2.34(10) eV. See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

PbIn4-

In4Pb  mw:667.593 Anion CAS: Z-1255941-45-7 fg:19 cnt:8000

----

10MEL/ONG    Datum: EA=1.99(5) eV LPES p:8

Vertical Detachment Energy:2.35(5) eV.

++++++++++++++++++++++++++++++++

Pb2In4-

In4Pb2  mw:875.569 Anion CAS: Z-1255941-52-6 fg:20 cnt:8007

----

10MEL/ONG    Datum: EA=2.08(5) eV LPES p:8

Vertical Detachment Energy:2.60(5) eV.

++++++++++++++++++++++++++++++++

In5-

In5  mw:574.520 Anion CAS: Z-147013-66-9 fg:2 cnt:4703

----

90GAU/GAN    Datum: EA=1.90(25) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.2/-0.3 eV.

++++++++++++++++++++++++++++++++

In5P4-

In5P4  mw:698.415 Anion CAS: Z-243867-70-1 fg:20 cnt:4645

----

99ASM/TAY2   Datum: EA=2.76(10) eV LPES p:8

Vertical Detachment Energy:3.01(10) eV.

++++++++++++++++++++++++++++++++

In5P5-

In5P5  mw:729.389 Anion CAS: Z-141582-53-8 fg:20 cnt:4646

----

99ASM/TAY2   Datum: EA=2.10(10) eV LPES p:8

Vertical Detachment Energy:2.27(10) eV. See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

PbIn5-

In5Pb  mw:782.497 Anion CAS: Z-1255941-46-8 fg:19 cnt:8001

----

10MEL/ONG    Datum: EA=2.15(5) eV LPES p:8

Vertical Detachment Energy:2.47(5) eV.

++++++++++++++++++++++++++++++++

Pb2In5-

In5Pb2  mw:990.473 Anion CAS: Z-1255941-53-7 fg:20 cnt:8008

----

10MEL/ONG    Datum: EA=2.25(5) eV LPES p:8

Vertical Detachment Energy:2.66(5) eV.

++++++++++++++++++++++++++++++++

In6-

In6  mw:689.424 Anion CAS: Z-147013-67-0 fg:2 cnt:4704

----

90GAU/GAN    Datum: EA=1.75(15) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.1/-0.2 eV.

++++++++++++++++++++++++++++++++

In6P5-

In6P5  mw:844.293 Anion CAS: Z-243867-74-5 fg:20 cnt:4647

----

99ASM/TAY2   Datum: EA=2.85(10) eV LPES p:8

Vertical Detachment Energy:3.20(10) eV.

++++++++++++++++++++++++++++++++

In6P6-

In6P6  mw:875.266 Anion CAS: Z-141582-54-9 fg:20 cnt:4648

----

99ASM/TAY2   Datum: EA=2.18(10) eV LPES p:8

Vertical Detachment Energy:2.49(10) eV. See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

PbIn6-

In6Pb  mw:897.400 Anion CAS: Z-1255941-47-9 fg:19 cnt:8002

----

10MEL/ONG    Datum: EA=1.99(5) eV LPES p:8

Vertical Detachment Energy:2.70(5) eV.

++++++++++++++++++++++++++++++++

Pb2In6-

In6Pb2  mw:1105.38 Anion CAS: Z-1255941-55-9 fg:20 cnt:8009

----

10MEL/ONG    Datum: EA=2.37(5) eV LPES p:8

Vertical Detachment Energy:2.89(5) eV.

++++++++++++++++++++++++++++++++

In7-

In7  mw:804.328 Anion CAS: Z-147013-68-1 fg:2 cnt:4705

----

90GAU/GAN    Datum: EA=2.10(20) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.15/-0.2 eV.

++++++++++++++++++++++++++++++++

In7P6-

In7P6  mw:990.170 Anion CAS: Z-243867-78-9 fg:20 cnt:4649

----

99ASM/TAY2   Datum: EA=2.81(15) eV LPES p:8

++++++++++++++++++++++++++++++++

In7P7-

In7P7  mw:1021.14 Anion CAS: Z-141582-55-0 fg:20 cnt:4650

----

99ASM/TAY2   Datum: EA=2.45(15) eV LPES p:8

Vertical Detachment Energy:2.62(15) eV. See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

PbIn7-

In7Pb  mw:1012.30 Anion CAS: Z-1255941-48-0 fg:19 cnt:8003

----

10MEL/ONG    Datum: EA=2.38(5) eV LPES p:8

Vertical Detachment Energy:2.82(5) eV.

++++++++++++++++++++++++++++++++

In8-

In8  mw:919.232 Anion CAS: Z-147013-69-2 fg:2 cnt:4706

----

07AKU/KOY    Datum: EA=1.98(4) eV LPES p:8

----

90GAU/GAN    Datum: EA=2.04(10) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.05/-0.1 eV.

++++++++++++++++++++++++++++++++

In8P7-

In8P7  mw:1136.05 Anion CAS: Z-243867-82-5 fg:20 cnt:4651

----

99ASM/TAY2   Datum: EA=2.86(15) eV LPES p:8

Vertical Detachment Energy:3.26(15) eV.

++++++++++++++++++++++++++++++++

In8P8-

In8P8  mw:1167.02 Anion CAS: Z-243867-84-7 fg:20 cnt:4652

----

99ASM/TAY2   Datum: EA=2.51(15) eV LPES p:8

Vertical Detachment Energy:2.87(15) eV. See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

In8Si-.

In8Si  mw:947.209 Anion CAS: Z-928040-05-5 fg:19 cnt:7238

----

07AKU/KOY    Datum: EA=2.07(7) eV LPES p:8

++++++++++++++++++++++++++++++++

In9-

In9  mw:1034.13 Anion CAS: Z-147013-70-5 fg:2 cnt:4707

----

07AKU/KOY    Datum: EA=2.56(6) eV LPES p:8

----

90GAU/GAN    Datum: EA=2.05(20) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

++++++++++++++++++++++++++++++++

In9P8-

In9P8  mw:1281.93 Anion CAS: Z-243867-86-9 fg:20 cnt:4653

----

99ASM/TAY2   Datum: EA=3.00(15) eV LPES p:8

++++++++++++++++++++++++++++++++

In9P9-

In9P9  mw:1312.90 Anion CAS: Z-243867-88-1 fg:20 cnt:4654

----

99ASM/TAY2   Datum: EA=2.65(15) eV LPES p:8

Vertical Detachment Energy:3.17(15) eV. See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

In9Si-.

In9Si  mw:1062.11 Anion CAS: Z-928040-06-6 fg:19 cnt:7239

----

07AKU/KOY    Datum: EA=2.46(4) eV LPES p:8

++++++++++++++++++++++++++++++++

In10-

In10  mw:1149.04 Anion CAS: Z-928139-99-5 fg:2 cnt:4708

----

07AKU/KOY    Datum: EA=2.40(4) eV LPES p:8

----

90GAU/GAN    Datum: EA=2.13(20) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

++++++++++++++++++++++++++++++++

In10P9-

In10P9  mw:1427.80 Anion CAS: Z-243867-90-5 fg:20 cnt:4655

----

99ASM/TAY2   Datum: EA=2.99(15) eV LPES p:8

++++++++++++++++++++++++++++++++

In10P10-

In10P10  mw:1458.78 Anion CAS: N-753024-98-5 fg:20 cnt:4656

----

99ASM/TAY2   Datum: EA=2.65(15) eV LPES p:8

Vertical Detachment Energy:3.59(15) eV. See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

In10Si-.

In10Si  mw:1177.02 Anion CAS: Z-928040-07-7 fg:19 cnt:7240

----

07AKU/KOY    Datum: EA=2.22(5) eV LPES p:8

++++++++++++++++++++++++++++++++

In11-

In11  mw:1263.94 Anion CAS: Z-166799-80-0 fg:2 cnt:4709

----

07AKU/KOY    Datum: EA=2.63(6) eV LPES p:8

----

90GAU/GAN    Datum: EA=2.34(20) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.15/-0.25 eV.

++++++++++++++++++++++++++++++++

In11P10-

In11P10  mw:1573.68 Anion CAS: Z-243867-94-9 fg:20 cnt:4657

----

99ASM/TAY2   Datum: EA=3.06(15) eV LPES p:8

++++++++++++++++++++++++++++++++

In11P11-

In11P11  mw:1604.65 Anion CAS: Z-1191385-43-9 fg:20 cnt:4658

----

99ASM/TAY2   Datum: EA=2.72(15) eV LPES p:8

Vertical Detachment Energy:3.68(15) eV. See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

In11Si-.

In11Si  mw:1291.92 Anion CAS: Z-928040-08-8 fg:19 cnt:7241

----

07AKU/KOY    Datum: EA=2.58(5) eV LPES p:8

++++++++++++++++++++++++++++++++

In12-

In12  mw:1378.85 Anion CAS: Z-147013-71-6 fg:2 cnt:4710

----

07AKU/KOY    Datum: EA=2.49(7) eV LPES p:8

----

90GAU/GAN    Datum: EA=2.28(20) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

++++++++++++++++++++++++++++++++

In12P11-

In12P11  mw:1719.56 Anion CAS: Z-243867-96-1 fg:20 cnt:4659

----

99ASM/TAY2   Datum: EA=3.08(15) eV LPES p:8

++++++++++++++++++++++++++++++++

In12P12-

In12P12  mw:1750.53 Anion CAS: Z-1191385-51-9 fg:20 cnt:4660

----

99ASM/TAY2   Datum: EA=2.80(15) eV LPES p:8

See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

In12Si-.

In12Si  mw:1406.82 Anion CAS: Z-928040-09-9 fg:19 cnt:7242

----

07AKU/KOY    Datum: EA=2.18(4) eV LPES p:8

++++++++++++++++++++++++++++++++

In13-

In13  mw:1493.75 Anion CAS: Z-928141-64-4 fg:2 cnt:7256

----

07AKU/KOY    Datum: EA=2.83(7) eV LPES p:8

++++++++++++++++++++++++++++++++

In13P12-

In13P12  mw:1865.44 Anion CAS: Z-243867-97-2 fg:20 cnt:4661

----

99ASM/TAY2   Datum: EA=2.99(15) eV LPES p:8

++++++++++++++++++++++++++++++++

In13P13-

In13P13  mw:1896.41 Anion CAS: Z-1191385-52-0 fg:20 cnt:4662

----

99ASM/TAY2   Datum: EA=2.87(15) eV LPES p:8

See also 04MEL/FER2.

++++++++++++++++++++++++++++++++

In13Si-.

In13Si  mw:1521.73 Anion CAS: Z-928040-10-2 fg:19 cnt:7243

----

07AKU/KOY    Datum: EA=2.63(5) eV LPES p:8

++++++++++++++++++++++++++++++++

In14-

In14  mw:1608.65 Anion CAS: Z-147013-73-8 fg:2 cnt:4711

----

07AKU/KOY    Datum: EA=2.34(5) eV LPES p:8

----

90GAU/GAN    Datum: EA=2.20(25) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.2/-0.3 eV.

++++++++++++++++++++++++++++++++

In14P13-

In14P13  mw:2011.31 Anion CAS: Z-243867-98-3 fg:20 cnt:4663

----

99ASM/TAY2   Datum: EA=3.03(15) eV LPES p:8

++++++++++++++++++++++++++++++++

In14Si-.

In14Si  mw:1636.63 Anion CAS: Z-928040-11-3 fg:19 cnt:7244

----

07AKU/KOY    Datum: EA=2.38(6) eV LPES p:8

++++++++++++++++++++++++++++++++

In15-

In15  mw:1723.56 Anion CAS: Z-147013-74-9 fg:2 cnt:4712

----

07AKU/KOY    Datum: EA=2.71(6) eV LPES p:8

----

90GAU/GAN    Datum: EA=2.21(25) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

++++++++++++++++++++++++++++++++

In15Si-.

In15Si  mw:1751.54 Anion CAS: Z-928040-12-4 fg:19 cnt:7245

----

07AKU/KOY    Datum: EA=2.56(8) eV LPES p:8

++++++++++++++++++++++++++++++++

In16-.

In16  mw:1838.46 Anion CAS: Z-928142-28-3 fg:2 cnt:7237

----

07AKU/KOY    Datum: EA=2.50(4) eV LPES p:8

++++++++++++++++++++++++++++++++

In16Si-.

In16Si  mw:1866.44 Anion CAS: Z-928040-13-5 fg:19 cnt:7246

----

07AKU/KOY    Datum: EA=2.63(8) eV LPES p:8

++++++++++++++++++++++++++++++++

Ir-

Ir  mw:192.963 Anion CAS: Z-76948-83-9 fg:1 cnt:44

HOF(A.)= 159.0/0.5  82WAG/EVA    | S(A-)=43.9/0.1 Stat |  S(AH)= | S(A.)=46.3  82WAG/EVA

----

20LU_/ZHA    Datum: EA=1.564057(11) eV SEVI [12614.97(9) cm-1] | HOF(A-)=122.9/0.5 R-EA p:9

Given: 1.564057(11) eV. For energetics of bound excited states, see 21KRI/SCH.

----

99BIL/SCH    Datum: EA=1.56436(15) eV LPD  p:8

Given: 1.56436(15) eV. Triple anion to quartet neutral.

----

81FEI/COR    Datum: EA=1.565(8) eV LPES p:8

Assigned transition is from Ir- 3F4 to Ir 4F9/2. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ir-t.za0]

M062X/Def2T|122.7  |     |     | 1.575|       |159.0  |    |     

++++++++++++++++++++++++++++++++

IrO2-

IrO2  mw:224.953 Anion CAS: Z-148184-86-5 fg:6 cnt:11404

----

21CIB/BUS    Datum: EA=3.64(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [iro2-s.za0]

M062X/Def2T|-11.3  |     |     | 3.169|       |61.8   |    |     

++++++++++++++++++++++++++++++++

Ir2O2-

Ir2O2  mw:417.916 Anion CAS: N-1402061-01-1 fg:7 cnt:11405

----

21CIB/BUS    Datum: EA=2.63(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

K-

K  mw:38.964 Anion CAS: Z-19128-96-2 fg:1 cnt:14

HOF(A.)=  21.3/0.1  82WAG/EVA    | BDE(A-H)= 42.1/0.1  91STW/ZEM     

HOF(AH)=  31.3/0.1 R-DH          |

DacidS=16.9/9.0 A-AH |  S(A-)=36.9/9.0  98JANAF |  S(AH)=46.0/0.1  82WAG/EVA | S(A.)=38.3/0.1  82WAG/EVA

----

00AND/SAN    Datum: EA=0.501459(12) eV LPD  | HOF(A-)=9.8/0.2 Acid p:9

DacidG(AH)= 339.0/0.6 H-TS| DacidH(AH)= 344.1/0.1 D-EA

Given: 0.501459(12) eV.

----

78SLA/REA    Datum: EA=0.50147(10) eV LPD  p:8

----

74KAI/HEI    Datum: EA=0.497(20) eV LPD  p:8

----

74KAS/LIN    Datum: EA=0.5102(5) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [k.zaf]

CBS-QB3    |8.3    |342.9|338.2| 0.564|31.2   |21.3   |15.8|42.3 

G3MP2B3    |4.6    |340.1|335.4| 0.728|31.7   |21.3   |15.7|41.8 

G3MP2B3+   |4.6    |340.1|335.4| 0.728|31.6   |21.3   |15.6|41.8 

M062X/Def2T|9.8    |341.4|336.8| 0.499|33.1   |21.3   |15.7|40.4 

B3/6-311++G|9.2    |345.2|340.6| 0.524|31.3   |21.3   |15.6|42.1 

++++++++++++++++++++++++++++++++

KMoO4-

KMoO4  mw:200.849

Core ion CAS: Z-92076-86-3 Solvent: 7440-09-7 fg:17 cnt:2157

HOF(AH)= -251.9/5.0  82WAG/EVA   |

HOF(solv)=  21.3/0.1 neut 82WAG/EVA

----

89RUD/VOV *  Datum: HOF(A-)=-253.0/3.6 TDEq p:8

DacidH(AH)= 327.1/8.6 A-AH

.DELTA.fH(A-) at 0 K.

++++++++++++++++++++++++++++++++

NaK-

KNa  mw:61.954 Anion CAS: Z-142923-56-6 fg:19 cnt:2320

----

92EAT/SAR    Datum: EA=0.465(30) eV LPES p:9

Vertical Detachment Energy:0.575(15) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nak.zzf]

CBS-QB3    |16.8   |     |     | 0.626|       |31.1   |    |     

G3MP2B3    |14.9   |     |     | 0.597|       |28.6   |    |     

G3MP2B3+   |14.9   |     |     | 0.596|       |28.6   |    |     

G4MP2      |15.4   |     |     | 0.729|       |32.2   |    |     

M062X/Def2T|17.2   |     |     | 0.499|       |28.6   |    |     

B3/6-311++G|20.8   |     |     | 0.501|       |32.3   |    |     

++++++++++++++++++++++++++++++++

NaK(SO4)2=

KNaO8S2  mw:253.858

Core ion CAS: Z-21343-68-0 Solvent: Z-90421-58-2 fg:21 cnt:10465

----

99WAN/DIN3   Datum: EA=1.5(1) eV LPES p:8

Vertical Detachment Energy:1.9(1) eV.

++++++++++++++++++++++++++++++++

Na2K-

KNa2  mw:84.944 Anion CAS: Z-142923-55-5 fg:19 cnt:2763

----

92EAT/SAR    Datum: EA=1.167(50) eV LPES p:8

Vertical Detachment Energy:1.264(15) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na2k#.zzf]

CBS-QB3    |21.3   |     |     | 1.350|       |52.5   |    |     

G3MP2B3    |16.2   |     |     | 1.427|       |49.2   |    |     

G3MP2B3+   |16.2   |     |     | 1.428|       |49.2   |    |     

G4MP2      |14.2   |     |     | 1.503|       |48.9   |    |     

M062X/Def2T|20.4   |     |     | 1.019|       |43.9   |    |     

B3/6-311++G|26.0   |     |     | 1.097|       |51.3   |    |     

++++++++++++++++++++++++++++++++

KO4-

KO4  mw:102.944 Anion CAS: Z-439863-82-8 fg:6 cnt:5962

----

02ZHA/YAN    Datum: EA=2.8(2) eV LPES p:8

Vertical Detachment Energy:3.21(8) eV.

++++++++++++++++++++++++++++++++

KSO4-

KO4S  mw:134.916 Anion CAS: Z-90421-58-2 fg:17 cnt:1345

----

99WAN/DIN3   Datum: EA=3.3(1) eV LPES p:8

Vertical Detachment Energy:3.7(1) eV.

----

85RUD/SID2*  Datum: HOF(A-)=-235.7/2.6 TDEq p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [kso4.zaf]

CBS-QB3    |-238.7 |     |     | 3.110|       |-166.7 |    |     

G3MP2B3    |-234.3 |     |     | 3.270|       |-158.6 |    |     

G3MP2B3+   |-233.8 |     |     | 3.258|       |-158.3 |    |     

G4MP2      |-238.2 |     |     | 3.178|       |-164.6 |    |     

M062X/Def2T|-233.8 |     |     | 3.212|       |-159.5 |    |     

B3/6-311++G|-169.5 |     |     | 3.081|       |-98.1  |    |     

++++++++++++++++++++++++++++++++

KWO4-

KO4W  mw:286.895 fg:17 cnt:2161

----

89RUD/VOV *  Datum: HOF(A-)=-278.1/4.3 TDEq p:8

.DELTA.fH(A-) at 0 K.

++++++++++++++++++++++++++++++++

KPb12-

KPb12  mw:2534.68 Anion CAS: Z-910041-25-7 fg:19 cnt:10442

----

06CUI/HUA    Datum: EA=2.71(3) eV LPES p:8

Vertical Detachment Energy:2.77(3) eV.

++++++++++++++++++++++++++++++++

KPtPb12-

KPb12Pt  mw:2729.65 fg:18 cnt:8127

----

11GRU/WAN    Datum: EA=2.80(10) eV LPES p:9

++++++++++++++++++++++++++++++++

KRb-

KRb  mw:123.876 Anion CAS: Z-142814-25-3 fg:19 cnt:2321

----

92EAT/SAR    Datum: EA=0.486(20) eV LPES p:9

Vertical Detachment Energy:0.579(15) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rbk-d.za0]

M062X/Def2T|11.1   |     |     | 0.579|       |24.4   |    |     

++++++++++++++++++++++++++++++++

KSn12-

KSn12  mw:1477.79 Anion CAS: Z-904734-58-3 fg:19 cnt:10443

----

06CUI/HUA2   Datum: EA=2.99(5) eV LPES p:8

Vertical Detachment Energy:3.08(3) eV.

++++++++++++++++++++++++++++++++

K2-

K2  mw:77.928 Anion CAS: Z-58915-58-5 fg:2 cnt:2317

HOF(A.)=  29.6/0.5  82WAG/EVA    |

----

92EAT/SAR    Datum: EA=0.497(12) eV LPES | HOF(A-)=18.1/0.6 R-EA p:9

DaffH(AH)=  13.0/0.6 A-IN

Vertical Detachment Energy:0.550(10) eV.

----

89MCH/EAT    Datum: EA=0.493(12) eV LPES p:8

Vertical Detachment Energy:0.550(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [k2.zzf]

CBS-QB3    |15.3   |     |     | 0.652|       |30.3   |    |     

G3MP2B3    |13.5   |     |     | 0.586|       |27.0   |    |     

G3MP2B3+   |13.5   |     |     | 0.587|       |27.0   |    |     

G4MP2      |14.3   |     |     | 0.723|       |31.0   |    |     

M062X/Def2T|13.7   |     |     | 0.542|       |26.2   |    |     

B3/6-311++G|19.1   |     |     | 0.512|       |30.8   |    |     

++++++++++++++++++++++++++++++++

(KSO4)2=

K2O8S2  mw:269.832 Anion CAS: Z-90421-58-2 fg:17 cnt:10464

----

99WAN/DIN3   Datum: EA=1.4(1) eV LPES p:8

Vertical Detachment Energy:1.75(8) eV.

++++++++++++++++++++++++++++++++

K3-

K3  mw:116.892 Anion CAS: Z-58915-59-6 fg:2 cnt:2325

----

89MCH/EAT    Datum: EA=0.956(50) eV LPES p:8

Vertical Detachment Energy:1.043(10) eV.

----

89ARN/EAT    Datum: EA=0.94 eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [k3#.zaf]

CBS-QB3    |23.3   |     |     | 0.932|       |44.5   |    |     

G3MP2B3    |16.1   |     |     | 1.176|       |42.9   |    |     

G3MP2B3+   |16.1   |     |     | 1.179|       |43.0   |    |     

G4MP2      |15.7   |     |     | 1.196|       |43.0   |    |     

M062X/Def2T|18.3   |     |     | 0.837|       |37.3   |    |     

B3/6-311++G|26.0   |     |     | 0.969|       |48.0   |    |     

++++++++++++++++++++++++++++++++

K4-

K4  mw:155.855 Anion CAS: Z-144274-39-5 fg:2 cnt:2443

----

89MCH/EAT    Datum: EA=0.83(12) eV LPES p:8

Vertical Detachment Energy:1.048(25) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [k4-l.zzf]

CBS-QB3    |29.7   |     |     | 1.010|       |52.6   |    |     

G3MP2B3    |27.7   |     |     | 0.822|       |46.3   |    |     

G4MP2      |28.0   |     |     | 0.771|       |45.4   |    |     

M062X/Def2T|23.7   |     |     | 0.906|       |44.3   |    |     

B3/6-311++G|37.8   |     |     | 0.918|       |58.7   |    |     

B3/6-311++G|40.6   |     |     | 0.786|       |58.7   |    |     

++++++++++++++++++++++++++++++++

K5-

K5  mw:194.819 Anion CAS: Z-144274-40-8 fg:2 cnt:2446

----

89MCH/EAT    Datum: EA=0.95(10) eV LPES p:8

Vertical Detachment Energy:1.045(22) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [k5.zaf]

CBS-QB3    |42.6   |     |     | 0.691|       |58.4   |    |     

G3MP2B3    |30.0   |     |     | 1.130|       |56.0   |    |     

G3MP2B3+   |30.2   |     |     | 1.123|       |56.0   |    |     

G4MP2      |29.3   |     |     | 1.158|       |56.0   |    |     

M062X/Def2T|29.9   |     |     | 0.868|       |49.9   |    |     

B3/6-311++G|48.6   |     |     | 0.934|       |70.1   |    |     

++++++++++++++++++++++++++++++++

K6-

K6  mw:233.783 Anion CAS: Z-144274-41-9 fg:2 cnt:2444

----

89MCH/EAT    Datum: EA=0.95(10) eV LPES p:8

Vertical Detachment Energy:1.091(20) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [k6.zzf]

CBS-QB3    |49.2   |     |     | 0.889|       |69.6   |    |     

G3MP2B3    |34.5   |     |     | 1.022|       |58.0   |    |     

G4MP2      |34.4   |     |     | 0.983|       |57.1   |    |     

M062X/Def2T|30.1   |     |     | 1.071|       |54.8   |    |     

++++++++++++++++++++++++++++++++

K7-

K7  mw:272.746 Anion CAS: Z-58916-31-7 fg:2 cnt:2445

----

89MCH/EAT    Datum: EA=1.05(10) eV LPES p:8

Vertical Detachment Energy:1.140(20) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [k7w.zzf]

CBS-QB3    |60.6   |     |     | 0.570|       |73.5   |    |     

G3MP2B3    |44.1   |     |     | 1.379|       |76.0   |    |     

G3MP2B3+   |44.2   |     |     | 1.377|       |76.0   |    |     

G4MP2      |43.2   |     |     | 1.521|       |78.3   |    |     

M062X/Def2T|43.0   | -7.1|-18.7| 0.384|51.6   |51.6   |38.8|-311.

B3/6-311++G|69.5   |     |     | 1.246|       |98.2   |    |     

++++++++++++++++++++++++++++++++

Kr-

Kr  mw:83.912 Anion CAS: Z-20205-93-0 fg:1 cnt:10998

HOF(A.)= 0.0 Defn            | S(A-)=38.3/0.1 Isoe 82WAG/EVA |  S(AH)= | S(A.)=39.2  82WAG/EVA

----

04AND/       Datum: EA=<0.0 eV Est4 p:5

There is no evidence that this anion is bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [kr-d.zzf]

G3MP2B3    |59.7   |     |     |-2.587|       |       |    |     

G3MP2B3+   |59.7   |     |     |-2.587|       |       |    |     

G4MP2      |45.7   |     |     |-1.980|       |       |    |     

M062X/Def2T|268.3  |     |     |-11.63|       |       |    |     

B3/6-311++G|41.2   |     |     |-1.787|       |       |    |     

++++++++++++++++++++++++++++++++

Kr..NO-

KrNO  mw:113.910

Core ion CAS: Z-14967-78-3 Solvent: 7439-90-9 fg:492 cnt:2170

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.125(3) eV LPES p:9

DaffH(AH)=  2.3/0.1 dEA

----

88BOW/EAT    Datum: EA=0.0059(8) eV LPES | HOF(A-)=21.7/0.5 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [krno.zcf]

G3MP2B3    |44.7   |  1.0| -3.6| 15.4|       |45.8   |-1.021

G3MP2B3+   |46.2   |     |     |     |       |45.6   |-1.078

M062X/Def2T|50.2   |  4.7| -0.4| 16.9|       |54.9   |-1.228

++++++++++++++++++++++++++++++++

KrO-

KrO  mw:99.907 Anion CAS: Z-123923-40-0 fg:5 cnt:7883

----

09GAR/BUC2   Datum: EA=1.5996(6) eV SEVI p:9

----

02DEC/HEN    Datum: EA=1.625(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [kro.zaf]

CBS-QB3    |21.5   |     |     | 1.586|       |58.3   |    |     

G3MP2B3    |23.5   |     |     | 1.414|       |56.2   |    |     

G3MP2B3+   |23.5   |     |     | 1.423|       |56.4   |    |     

G4MP2      |23.4   |     |     | 1.491|       |58.0   |    |     

M062X/Def2T|31.5   |     |     | 1.161|       |58.4   |    |     

B3/6-311++G|19.6   |     |     | 1.713|       |59.2   |    |     

++++++++++++++++++++++++++++++++

KrS-

KrS  mw:115.884 Anion CAS: Z-1322568-67-1 fg:19 cnt:8124

----

11GAR/NEU    Datum: EA=2.1343(6) eV SEVI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [krs.zaf]

CBS-QB3    |15.6   |     |     | 2.159|       |65.4   |    |     

G3MP2B3    |15.4   |     |     | 2.071|       |63.2   |    |     

G3MP2B3+   |15.2   |     |     | 2.070|       |62.9   |    |     

G4MP2      |16.5   |     |     | 2.082|       |64.6   |    |     

M062X/Def2T|21.7   |     |     | 1.869|       |64.8   |    |     

B3/6-311++G|14.7   |     |     | 2.221|       |65.9   |    |     

++++++++++++++++++++++++++++++++

La-

La  mw:138.907 Anion CAS: Z-54922-95-1 fg:1 cnt:4335

HOF(A.)= 103.8/0.7  10KON/BEN    | S(A-)=42.9/0.1 Stat |  S(AH)= | S(A.)=43.6  82WAG/EVA

----

20BLO/       Datum: EA=0.557546(20) eV SEVI | HOF(A-)=91.0/0.7 R-EA p:9

Given: 0.557546(20) eV. Reworking of 19LU_/TAN. See also 20WAL/GIB2 for bound states of the anion.

----

19LU_/TAN    Datum: EA=0.557553(25) eV SEVI p:8

Given: 0.557553(25) eV.

----

15IVA/ZHA    Datum: EA=0.490(35) eV LPES p:7

----

98COV/CAL    Datum: EA=0.47(2) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [la-t.za0]

M062X/Def2T|97.6   |     |     | 0.232|       |102.3  |    |     

++++++++++++++++++++++++++++++++

LaO-.

LaO  mw:154.902 Anion CAS: Z-64883-90-5 fg:5 cnt:5192

HOF(A.)= -28.4/1.9  14KON/BEN    |

----

11CHI/XIE2   Datum: EA=0.99(1) eV LPES p:9

----

99KLI/LUT    Datum: EA=0.97(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lao-s.za0]

M062X/Def2T|-22.2  |     |     | 1.114|       |3.5    |    |     

++++++++++++++++++++++++++++++++

LaO2-.

LaO2  mw:170.897 Anion CAS: Z-64883-91-6 fg:6 cnt:5193

----

99KLI/LUT    Datum: EA=0.79(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lao2-t.za0]

M062X/Def2T|-47.4  |     |     | 0.928|       |-26.1  |    |     

++++++++++++++++++++++++++++++++

LaO3-.

LaO3  mw:186.892 Anion CAS: N-1036351-02-6 fg:6 cnt:5194

----

99KLI/LUT    Datum: EA=0.30(5) eV LPES p:8

++++++++++++++++++++++++++++++++

LaO4-.

LaO4  mw:202.887 fg:6 cnt:5195

----

99KLI/LUT    Datum: EA=0.35(5) eV LPES p:8

++++++++++++++++++++++++++++++++

La3-

La3  mw:416.720 Anion CAS: Z-936946-74-6 fg:2 cnt:8797

----

15IVA/ZHA    Datum: EA=1.000(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity is estimated as ca. 0.3 eV lower.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [la3-k.za0]

M062X/Def2T|218.5  |     |     | 1.028|       |241.9  |    |     

++++++++++++++++++++++++++++++++

La4-

La4  mw:555.626 Anion CAS: Z-1821192-22-6 fg:2 cnt:8798

----

15IVA/ZHA    Datum: EA=1.280(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity is estimated as ca. 0.3 eV lower.

++++++++++++++++++++++++++++++++

La5-

La5  mw:694.532 Anion CAS: Z-1821192-24-8 fg:2 cnt:8799

----

15IVA/ZHA    Datum: EA=1.420(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity is estimated as ca. 0.3 eV lower.

++++++++++++++++++++++++++++++++

La6-

La6  mw:833.439 Anion CAS: Z-1821192-25-9 fg:2 cnt:8800

----

15IVA/ZHA    Datum: EA=1.550(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity is estimated as ca. 0.3 eV lower.

++++++++++++++++++++++++++++++++

La7-

La7  mw:972.345 Anion CAS: Z-1821192-27-1 fg:2 cnt:8801

----

15IVA/ZHA    Datum: EA=1.710(35) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Adiabatic electron affinity is estimated as ca. 0.3 eV lower.

++++++++++++++++++++++++++++++++

Li-

Li  mw:7.017 Anion CAS: Z-14808-04-9 fg:1 cnt:3

HOF(A.)=  38.1/0.1  82WAG/EVA    | BDE(A-H)= 56.7/0.1  84VID/STW     

HOF(AH)=  33.3/0.1  82WAG/EVA    |

DacidS=16.9/0.5 A-AH |  S(A-)=31.8  98JANAF |  S(AH)=40.9/0.5  82WAG/EVA | S(A.)=33.2/0.1  82WAG/EVA

----

96HAE/HAN    Datum: EA=0.618049(20) eV PDRI | HOF(A-)=23.6/0.5 Acid p:9

DacidG(AH)= 350.9/0.6 H-TS| DacidH(AH)= 356.0/0.5 D-EA

Given: 0.618049(20) eV.

----

92DEL/LIU    Datum: EA=0.61755(20) eV [4980.9(16) cm-1] p:8

Given: 4980.9(1.6) cm-1.

----

74PAT/HOT    Datum: EA=0.620(7) eV LPES p:8

----

74KAI/HEI    Datum: EA=0.611(20) eV LPD  p:8

----

15ZEN/LIU    Datum: EA=0.57(4) eV LPES p:7

----

76FEL/       Datum: EA=0.6182(5) eV LPD  p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [li.zaf]

W1U        |23.8   |356.5|351.4| 0.619|33.2   |38.1   |17.0|57.0 

CBS-QB3    |22.8   |354.9|349.8| 0.664|33.6   |38.1   |16.9|56.6 

G3MP2B3    |16.0   |349.9|344.9| 0.956|33.3   |38.1   |17.0|56.9 

G3MP2B3+   |16.0   |349.9|344.9| 0.956|33.3   |38.1   |17.0|56.9 

M062X/Def2T|31.0   |360.4|355.4| 0.308|35.2   |38.1   |17.0|55.0 

B3/6-311++G|25.2   |359.4|354.3| 0.558|33.1   |38.1   |17.0|57.1 

++++++++++++++++++++++++++++++++

LiO-

LiO  mw:23.011 Anion CAS: Z-64538-53-0 fg:5 cnt:7030

HOF(A.)=  18.1/5.0  82WAG/EVA    | BDE(A-H)= 127.1/5.2 R-AH          

HOF(AH)= -56.9/1.5  82WAG/EVA    |

----

08TIA/CHA    Datum: EA=0.22(22) eV [5.1(51) kcal] | HOF(A-)=13.0/6.2 Acid p:8

DacidH(AH)= 435.6/6.0 D-EA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lio-t.zaf]

W1U        |2.5    |426.2|418.6| 0.429|-57.9  |12.3   |25.7|122.4

CBS-QB3    |4.6    |427.0|419.2| 0.429|-56.7  |14.4   |26.2|123.2

G3MP2B3    |0.0    |423.4|416.1| 0.564|-56.2  |13.0   |24.6|121.3

G3MP2B3+   |-0.1   |423.4|415.8| 0.563|-56.2  |12.9   |25.5|121.2

G4MP2      |1.8    |425.3|417.7| 0.508|-56.3  |13.5   |25.5|122.0

M062X/Def2T|12.6   |430.9|423.1| 0.067|-53.6  |14.1   |26.2|119.8

B3/6-311++G|-0.3   |421.0|413.4| 0.564|-54.1  |12.7   |25.5|118.8

++++++++++++++++++++++++++++++++

LiO4-

LiO4  mw:70.996 Anion CAS: Z-439863-80-6 fg:6 cnt:5960

----

02ZHA/YAN    Datum: EA=3.3(2) eV LPES p:8

Vertical Detachment Energy:3.90(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [lio4-t.zcf]

W1U        |-93.2  |     |     | 3.160|       |-19.9  |    |     

CBS-QB3    |-93.1  |     |     | 3.157|       |-19.8  |    |     

G3MP2B3    |-91.7  |     |     | 3.370|       |-13.5  |    |     

G3MP2B3+   |-91.9  |     |     | 3.356|       |-14.2  |    |     

G4MP2      |-89.6  |     |     | 3.255|       |-14.1  |    |     

M062X/Def2T|-90.9  |     |     | 2.793|       |-26.0  |    |     

B3/6-311++G|-93.0  |     |     | 3.000|       |-23.5  |    |     

++++++++++++++++++++++++++++++++

LiSO4-.

LiO4S  mw:102.968 Anion CAS: Z-84566-99-4 fg:17 cnt:2152

----

89RUD/VOV *  Datum: HOF(A-)=-247.3/2.9 TDEq p:8

.DELTA.fH(A-) at 0 K.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [liso4.zaf]

CBS-QB3    |-249.9 |332.3|325.9| 3.890|-216.5 |-159.9 |21.6|108.7

G3MP2B3    |-242.2 |332.8|326.5| 3.924|-207.7 |-151.4 |21.0|108.5

G3MP2B3+   |-242.1 |332.8|326.6| 3.924|-207.7 |-151.3 |20.7|108.4

G4MP2      |-246.6 |333.1|326.9| 3.851|-212.5 |-157.5 |20.5|107.1

M062X/Def2T|-242.3 |     |     | 3.911|       |-151.8 |    |     

B3/6-311++G|-181.8 |328.4|322.2| 3.861|-143.0 |-92.5  |21.0|102.6

++++++++++++++++++++++++++++++++

Li2-

Li2  mw:14.033 Anion CAS: Z-11062-41-2 fg:2 cnt:9576

HOF(A.)=  51.6/0.5  82WAG/EVA    |

----

94SAR/ARN    Datum: EA=0.437(9) eV LPES | HOF(A-)=41.5/0.7 R-EA p:8

DaffH(AH)=  20.2/0.7 A-IN

For 7Li2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [li2.zzf]

W1U        |40.0   |     |     | 0.509|       |51.7   |    |     

CBS-QB3    |38.7   |     |     | 0.561|       |51.5   |    |     

G3MP2B3    |36.1   |     |     | 0.547|       |48.6   |    |     

G3MP2B3+   |36.1   |     |     | 0.547|       |48.6   |    |     

G4MP2      |37.2   |     |     | 0.696|       |53.2   |    |     

M062X/Def2T|49.2   |     |     | 0.137|       |52.3   |    |     

B3/6-311++G|45.0   |     |     | 0.447|       |55.2   |    |     

++++++++++++++++++++++++++++++++

Li2SO4-

Li2O4S  mw:109.984 Anion CAS: N-10377-48-7 fg:17 cnt:11278

HOF(A.)= -249.0  98JANAF         |

----

15FEN/HOU    Datum: EA=0.49(8) eV LPES | HOF(A-)=-260.3/1.8 R-EA p:8

Vertical Detachment Energy:0.75(8) eV. There is an isomer with electron affinity = 0.13 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [li2so4.zzf]

W1U        |-258.2 |     |     | 0.088|       |-256.3 |    |     

CBS-QB3    |-256.8 |     |     | 0.087|       |-255.0 |    |     

G3MP2B3    |-251.0 |     |     | 0.237|       |-245.7 |    |     

G3MP2B3+   |-250.9 |     |     | 0.232|       |-245.7 |    |     

G4MP2      |-257.2 |     |     | 0.329|       |-249.8 |    |     

M062X/Def2T|-242.5 |     |     |-0.251|       |-248.5 |    |     

B3/6-311++G|-188.5 |     |     | 0.427|       |-178.8 |    |     

++++++++++++++++++++++++++++++++

Li3O-

Li3O  mw:37.043 Anion CAS: Z-92562-64-6 fg:7 cnt:8149

----

11WAN/GRA    Datum: EA=0.60(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [li3o.zzf]

W1U        |-63.4  |     |     | 0.655|       |-47.8  |    |     

CBS-QB3    |-59.0  |     |     | 0.654|       |-43.9  |    |     

G3MP2B3    |-64.6  |     |     | 0.834|       |-45.5  |    |     

G3MP2B3+   |-64.5  |     |     | 0.828|       |-45.4  |    |     

G4MP2      |-65.1  |     |     | 0.845|       |-45.2  |    |     

M062X/Def2T|-52.5  |     |     | 0.275|       |-46.0  |    |     

B3/6-311++G|-56.4  |     |     | 0.555|       |-43.6  |    |     

++++++++++++++++++++++++++++++++

Li4-

Li4  mw:28.065 Anion CAS: Z-155463-30-2 fg:2 cnt:3188

----

95SAR/ARN    Datum: EA=0.5(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [li4-rh.zzf]

G3MP2B3    |62.0   |     |     | 0.715|       |78.3   |    |     

G3MP2B3+   |62.0   |     |     | 0.715|       |78.3   |    |     

M062X/Def2T|78.5   |     |     | 0.462|       |88.9   |    |     

B3/6-311++G|80.2   |     |     | 0.624|       |94.4   |    |     

++++++++++++++++++++++++++++++++

Lu-

Lu  mw:174.941 Anion CAS: Z-89366-93-8 fg:1 cnt:5250

HOF(A.)= 102.3/0.7  10KON/BEN    | S(A-)=41.4/0.1 Stat |  S(AH)= | S(A.)=44.2  82WAG/EVA

----

19FU_/TAN    Datum: EA=0.23882(62) eV SEVI | HOF(A-)=96.8/0.7 R-EA p:9

Given: 0.23882(62) eV.

----

01DAV/THO    Datum: EA=0.34(1) eV LPES p:8

Singlet anion to doublet neutral.

++++++++++++++++++++++++++++++++

LuO-

LuO  mw:190.936 Anion CAS: Z-119890-67-4 fg:5 cnt:8519

HOF(A.)=  -0.8/2.4  14KON/BEN    |

----

14LIU/XIE    Datum: EA=1.624(2) eV PVMI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [luo-s.za0]

M062X/Def2T|-22.8  |     |     | 1.626|       |14.7   |    |     

++++++++++++++++++++++++++++++++

Si6Lu-

LuSi6  mw:342.803 Anion CAS: Z-1111945-42-6 fg:19 cnt:7778

----

08KOY/ATO    Datum: EA=2.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si7Lu-

LuSi7  mw:370.780 Anion CAS: Z-1111945-43-7 fg:19 cnt:7779

----

08KOY/ATO    Datum: EA=2.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si8Lu-

LuSi8  mw:398.757 Anion CAS: Z-1111945-44-8 fg:19 cnt:7780

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si9Lu-

LuSi9  mw:426.734 Anion CAS: Z-1111945-45-9 fg:19 cnt:7781

----

08KOY/ATO    Datum: EA=2.80(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si10Lu-

LuSi10  mw:454.711 Anion CAS: Z-1111945-46-0 fg:19 cnt:7782

----

08KOY/ATO    Datum: EA=3.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si11Lu-

LuSi11  mw:482.688 Anion CAS: Z-1111945-47-1 fg:19 cnt:7783

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si12Lu-

LuSi12  mw:510.664 Anion CAS: Z-1111945-48-2 fg:19 cnt:7784

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si13Lu-

LuSi13  mw:538.641 Anion CAS: Z-1111945-49-3 fg:19 cnt:7785

----

08KOY/ATO    Datum: EA=3.00(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si14Lu-

LuSi14  mw:566.618 Anion CAS: Z-1111945-50-6 fg:19 cnt:7786

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si15Lu-

LuSi15  mw:594.595 Anion CAS: Z-1111945-51-7 fg:19 cnt:7787

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

LuSi16-

LuSi16  mw:622.572 Anion CAS: Z-1111945-52-8 fg:19 cnt:7327

----

07KOY/ATO    Datum: EA=3.34(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.30(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si17Lu-

LuSi17  mw:650.549 Anion CAS: Z-1111945-53-9 fg:19 cnt:7788

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si18Lu-

LuSi18  mw:678.526 Anion CAS: Z-1111945-54-0 fg:19 cnt:7789

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si19Lu-

LuSi19  mw:706.503 Anion CAS: Z-1111945-55-1 fg:19 cnt:7790

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si20Lu-

LuSi20  mw:734.480 Anion CAS: Z-1111945-56-2 fg:19 cnt:7791

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Mg-

Mg  mw:23.986 Anion CAS: Z-16468-86-3 fg:1 cnt:11002

HOF(A.)=  35.2/0.2  96GUR/VEY    | BDE(A-H)= 32.3/14.6 R-AH          

HOF(AH)=  54.9/14.6  96GUR/VEY   | S(A-)=36.9/0.1 Stat |  S(AH)= | S(A.)=35.5  82WAG/EVA

----

03SUL/BUR    Datum: EA=-2.7(1) eV ETS  p:7

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

99AND/HAU    Datum: EA=<0.0000() eV [<0.0 eV] p:5

There is no evidence that this anion is bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mg-d.zzf]

W1U        |40.6   |349.6|344.6|-0.236|56.9   |35.2   |16.7|30.4 

CBS-QB3    |42.7   |352.2|347.3|-0.325|56.2   |35.2   |16.7|31.1 

G3MP2B3    |41.2   |351.4|346.4|-0.262|57.0   |35.2   |16.8|30.3 

G3MP2B3+   |41.2   |351.4|346.4|-0.262|57.0   |35.2   |16.8|30.3 

G4MP2      |33.3   |345.7|340.7| 0.079|54.8   |35.2   |16.8|32.4 

M062X/Def2T|61.9   |368.8|363.8|-1.160|57.8   |35.2   |16.8|29.5 

B3/6-311++G|40.3   |352.1|347.1|-0.224|55.5   |35.2   |16.7|31.8 

++++++++++++++++++++++++++++++++

MgO-.

MgO  mw:39.981 Anion CAS: Z-65015-27-2 fg:5 cnt:5109

HOF(A.)=  36.0/5.0  89OPE/TEW    |

HOF(AH)= -39.4/9.0  02BIN/MIL    |

----

01KIM/LI     Datum: EA=1.630(25) eV LPES | HOF(A-)=-1.6/5.0 R-EA p:9

See 10VAS/FEL for support of 89OPE/TEW rather than 89GUR/VEY for neutral .DELTA.fH(MgO).

----

13CHE/BER    Datum: EA=1.61(3) eV PVMI p:8

Vertical Detachment Energy:1.61(3) eV.

----

00GUT/SKU    Datum: EA=1.622(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mgo.zzf]

W1U        |-3.3   |392.2|386.1| 1.622|-29.6  |34.1   |20.6|115.9

CBS-QB3    |0.6    |396.6|390.8| 1.381|-30.3  |32.4   |19.6|114.8

G3MP2B3    |-0.7   |394.7|388.5| 1.397|-28.2  |31.5   |20.7|111.8

G3MP2B3+   |-1.0   |394.8|388.6| 1.388|-28.5  |31.0   |20.9|111.7

G4MP2      |-4.0   |394.5|388.4| 1.467|-31.3  |29.8   |20.5|113.2

M062X/Def2T|8.7    |398.2|392.0| 1.883|-24.8  |52.1   |20.7|129.0

B3/6-311++G|0.6    |390.6|384.4| 1.991|-22.7  |46.5   |20.8|121.3

++++++++++++++++++++++++++++++++

MgO2-.

MgO2  mw:55.975 Anion CAS: Z-1442687-42-4 fg:6 cnt:8510

----

13CHE/BER    Datum: EA=1.91(4) eV PVMI p:8

Vertical Detachment Energy:2.26(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [omgo.zaf]

W1U        |-39.3  |     |     | 1.422|       |-6.4   |    |     

CBS-QB3    |-38.1  |     |     | 1.133|       |-11.7  |    |     

G3MP2B3    |-29.7  |     |     | 1.271|       |-0.2   |    |     

G3MP2B3+   |-30.6  |     |     | 1.286|       |-0.6   |    |     

G4MP2      |-31.4  |     |     | 0.617|       |-17.0  |    |     

M062X/Def2T|-26.1  |     |     | 1.814|       |15.7   |    |     

B3/6-311++G|-36.7  |     |     | 4.898|       |76.5   |    |     

++++++++++++++++++++++++++++++++

MgO3-.

MgO3  mw:71.970 Anion CAS: Z-1442687-43-5 fg:6 cnt:8511

----

13CHE/BER    Datum: EA=1.98(9) eV PVMI p:8

Vertical Detachment Energy:2.26(7) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mgoo2.zaf]

W1U        |-64.7  |     |     | 2.091|       |-16.5  |    |     

CBS-QB3    |-67.6  |     |     | 2.111|       |-19.0  |    |     

G3MP2B3    |-66.3  |     |     | 2.212|       |-15.4  |    |     

G3MP2B3+   |-66.7  |     |     | 2.210|       |-15.8  |    |     

G4MP2      |-68.3  |     |     | 2.206|       |-17.4  |    |     

M062X/Def2T|-52.7  |     |     | 1.781|       |-11.6  |    |     

B3/6-311++G|-54.1  |     |     | 2.103|       |-5.7   |    |     

++++++++++++++++++++++++++++++++

MgO4-.

MgO4  mw:87.965 Anion CAS: Z-1442687-44-6 fg:6 cnt:8512

----

13CHE/BER    Datum: EA=1.62(7) eV PVMI p:8

Vertical Detachment Energy:2.02(16) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mgo4-q.zzf]

W1U        |-79.4  |     |     | 1.518|       |-44.8  |    |     

CBS-QB3    |-81.2  |     |     | 1.447|       |-48.1  |    |     

G3MP2B3    |-79.6  |     |     | 1.622|       |-42.4  |    |     

G4MP2      |-81.7  |     |     | 1.579|       |-45.1  |    |     

M062X/Def2T|-76.3  |     |     | 1.346|       |-38.8  |    |     

B3/6-311++G|-71.8  |     |     | 1.901|       |-28.4  |    |     

++++++++++++++++++++++++++++++++

(MgO)2-.

Mg2O2  mw:79.960 Anion CAS: N-108204-24-6 fg:7 cnt:5142

----

00GUT/SKU    Datum: EA=1.11(8) eV LPES p:9

Vertical Detachment Energy:1.25(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mg2o2.zzf]

W1U        |-88.8  |     |     | 1.185|       |-61.6  |    |     

CBS-QB3    |-89.4  |     |     | 1.130|       |-63.5  |    |     

G3MP2B3    |-92.4  |     |     | 1.462|       |-58.8  |    |     

G3MP2B3+   |-93.1  |     |     | 1.489|       |-58.9  |    |     

G4MP2      |-97.5  |     |     | 1.463|       |-63.9  |    |     

M062X/Def2T|-77.2  |     |     | 1.232|       |-49.0  |    |     

B3/6-311++G|-71.2  |     |     | 1.442|       |-38.1  |    |     

++++++++++++++++++++++++++++++++

Mg3-

Mg3  mw:71.956 Anion CAS: Z-123455-54-9 fg:2 cnt:10136

----

02THO/ZHE    Datum: EA=0.47(5) eV LPES p:8

Vertical Detachment Energy:0.89(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mg3-d.zzf]

W1U        |81.2   |     |     | 0.763|       |99.0   |    |     

CBS-QB3    |80.8   |     |     | 0.792|       |99.3   |    |     

G3MP2B3    |78.9   |     |     | 0.918|       |100.2  |    |     

G3MP2B3+   |78.9   |     |     | 0.917|       |100.2  |    |     

G4MP2      |66.0   |     |     | 0.851|       |85.8   |    |     

M062X/Def2T|89.5   |     |     | 0.395|       |98.8   |    |     

B3/6-311++G|88.7   |     |     | 0.585|       |102.3  |    |     

++++++++++++++++++++++++++++++++

(MgO)3-.

Mg3O3  mw:119.940 Anion CAS: N-188528-71-4 fg:7 cnt:5143

----

00GUT/SKU    Datum: EA=0.72(6) eV LPES p:9

Vertical Detachment Energy:0.79(3) eV.

++++++++++++++++++++++++++++++++

Mg4-

Mg4  mw:95.941 Anion CAS: Z-73767-49-4 fg:2 cnt:10137

----

02THO/ZHE    Datum: EA=0.92(5) eV LPES p:8

Vertical Detachment Energy:0.99(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mg4.zzf]

W1U        |91.7   |     |     | 1.053|       |115.9  |    |     

CBS-QB3    |89.7   |     |     | 1.144|       |116.1  |    |     

G3MP2B3    |93.9   |     |     | 1.058|       |118.3  |    |     

G3MP2B3+   |93.9   |     |     | 1.057|       |118.3  |    |     

G4MP2      |77.0   |     |     | 0.943|       |98.7   |    |     

M062X/Def2T|104.9  |     |     | 0.596|       |118.6  |    |     

B3/6-311++G|108.1  |     |     | 0.846|       |127.6  |    |     

++++++++++++++++++++++++++++++++

(MgO)4-.

Mg4O4  mw:159.920 Anion CAS: N-188528-73-6 fg:7 cnt:5144

----

00GUT/SKU    Datum: EA=0.70(6) eV LPES p:9

Vertical Detachment Energy:0.80(5) eV.

++++++++++++++++++++++++++++++++

Mg5-

Mg5  mw:119.926 Anion CAS: Z-123455-55-0 fg:2 cnt:10138

----

02THO/ZHE    Datum: EA=0.94(5) eV LPES p:8

Vertical Detachment Energy:1.19(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mg5.zzf]

W1U        |118.9  |     |     | 1.122|       |144.8  |    |     

CBS-QB3    |117.4  |     |     | 1.195|       |144.9  |    |     

G3MP2B3    |120.0  |     |     | 1.204|       |147.7  |    |     

G3MP2B3+   |120.0  |     |     | 1.202|       |147.7  |    |     

G4MP2      |97.0   |     |     | 1.112|       |122.6  |    |     

M062X/Def2T|130.5  |     |     | 0.713|       |146.8  |    |     

B3/6-311++G|139.3  |     |     | 0.926|       |160.6  |    |     

++++++++++++++++++++++++++++++++

(MgO)5-.

Mg5O5  mw:199.900 Anion CAS: N-188528-74-7 fg:7 cnt:5145

----

00GUT/SKU    Datum: EA=0.98(6) eV LPES p:9

Vertical Detachment Energy:1.18(5) eV.

++++++++++++++++++++++++++++++++

Mg6-

Mg6  mw:143.911 Anion CAS: Z-123455-56-1 fg:2 cnt:10139

----

02THO/ZHE    Datum: EA=1.14(5) eV LPES p:8

Vertical Detachment Energy:1.34(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mg6.zzf]

G3MP2B3    |143.8  |     |     | 1.381|       |175.8  |    |     

B3/6-311++G|168.4  |     |     | 1.036|       |192.5  |    |     

++++++++++++++++++++++++++++++++

Mg7-

Mg7  mw:167.896 Anion CAS: Z-129060-18-0 fg:2 cnt:10140

----

02THO/ZHE    Datum: EA=1.34(5) eV LPES p:8

Vertical Detachment Energy:1.49(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mg7.zzf]

G3MP2B3    |167.0  |     |     | 1.404|       |199.4  |    |     

B3/6-311++G|193.2  |     |     | 1.203|       |221.0  |    |     

++++++++++++++++++++++++++++++++

Mg8-

Mg8  mw:191.881 Anion CAS: Z-478021-60-2 fg:2 cnt:10141

----

02THO/ZHE    Datum: EA=1.59(5) eV LPES p:8

Vertical Detachment Energy:1.79(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mg8.zzf]

G3MP2B3    |181.9  |     |     | 1.667|       |220.6  |    |     

B3/6-311++G|216.9  |     |     | 1.570|       |253.3  |    |     

++++++++++++++++++++++++++++++++

Mg9-

Mg9  mw:215.866 Anion CAS: Z-478021-61-3 fg:2 cnt:10142

----

02THO/ZHE    Datum: EA=1.74(5) eV LPES p:8

Vertical Detachment Energy:1.88(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mg9.zzf]

G3MP2B3    |179.7  |     |     | 1.881|       |223.2  |    |     

B3/6-311++G|230.9  |     |     | 1.680|       |269.7  |    |     

++++++++++++++++++++++++++++++++

Mg10-

Mg10  mw:239.851 Anion CAS: Z-478021-62-4 fg:2 cnt:10143

----

02THO/ZHE    Datum: EA=1.59(5) eV LPES p:8

Vertical Detachment Energy:1.69(5) eV.

++++++++++++++++++++++++++++++++

Mg11-

Mg11  mw:263.836 Anion CAS: Z-478021-63-5 fg:2 cnt:10144

----

02THO/ZHE    Datum: EA=1.69(5) eV LPES p:8

Vertical Detachment Energy:1.88(5) eV.

++++++++++++++++++++++++++++++++

Mg12-

Mg12  mw:287.821 Anion CAS: Z-478021-64-6 fg:2 cnt:10145

----

02THO/ZHE    Datum: EA=1.74(5) eV LPES p:8

Vertical Detachment Energy:1.93(5) eV.

++++++++++++++++++++++++++++++++

Mg13-

Mg13  mw:311.806 Anion CAS: Z-478021-65-7 fg:2 cnt:10146

----

02THO/ZHE    Datum: EA=1.79(5) eV LPES p:8

Vertical Detachment Energy:1.93(5) eV.

++++++++++++++++++++++++++++++++

Mg14-

Mg14  mw:335.791 Anion CAS: Z-478021-66-8 fg:2 cnt:10147

----

02THO/ZHE    Datum: EA=1.88(5) eV LPES p:8

Vertical Detachment Energy:2.03(5) eV.

++++++++++++++++++++++++++++++++

Mg15-

Mg15  mw:359.776 Anion CAS: Z-478021-67-9 fg:2 cnt:10148

----

02THO/ZHE    Datum: EA=1.87(5) eV LPES p:8

Vertical Detachment Energy:2.03(5) eV.

++++++++++++++++++++++++++++++++

Mg16-

Mg16  mw:383.761 Anion CAS: Z-478021-68-0 fg:2 cnt:10149

----

02THO/ZHE    Datum: EA=1.99(5) eV LPES p:8

Vertical Detachment Energy:2.23(5) eV.

++++++++++++++++++++++++++++++++

Mg17-

Mg17  mw:407.746 Anion CAS: Z-478021-69-1 fg:2 cnt:10150

----

02THO/ZHE    Datum: EA=1.99(5) eV LPES p:8

Vertical Detachment Energy:2.19(5) eV.

++++++++++++++++++++++++++++++++

Mg18-

Mg18  mw:431.731 Anion CAS: Z-478021-70-4 fg:2 cnt:10151

----

02THO/ZHE    Datum: EA=2.11(5) eV LPES p:8

Vertical Detachment Energy:2.26(5) eV.

++++++++++++++++++++++++++++++++

Mg19-

Mg19  mw:455.716 Anion CAS: Z-478021-71-5 fg:2 cnt:10152

----

02THO/ZHE    Datum: EA=2.18(5) eV LPES p:8

Vertical Detachment Energy:2.38(5) eV.

++++++++++++++++++++++++++++++++

Mg20-

Mg20  mw:479.701 Anion CAS: Z-478021-72-6 fg:2 cnt:10153

----

02THO/ZHE    Datum: EA=1.79(5) eV LPES p:8

Vertical Detachment Energy:1.93(5) eV.

++++++++++++++++++++++++++++++++

Mg21-

Mg21  mw:503.686 Anion CAS: Z-478021-73-7 fg:2 cnt:10154

----

02THO/ZHE    Datum: EA=2.13(5) eV LPES p:8

Vertical Detachment Energy:2.58(5) eV.

++++++++++++++++++++++++++++++++

Mg22-

Mg22  mw:527.671 Anion CAS: Z-478021-74-8 fg:2 cnt:10155

----

02THO/ZHE    Datum: EA=2.23(5) eV LPES p:8

Vertical Detachment Energy:2.58(5) eV.

++++++++++++++++++++++++++++++++

Mg23-

Mg23  mw:551.657 Anion CAS: N-344361-34-8 fg:2 cnt:10156

----

02THO/ZHE    Datum: EA=2.28(5) eV LPES p:8

Vertical Detachment Energy:2.63(5) eV.

++++++++++++++++++++++++++++++++

Mg24-

Mg24  mw:575.642 Anion CAS: N-1301644-99-4 fg:2 cnt:10157

----

02THO/ZHE    Datum: EA=2.28(5) eV LPES p:8

Vertical Detachment Energy:2.63(5) eV.

++++++++++++++++++++++++++++++++

Mg25-

Mg25  mw:599.627 Anion CAS: N-139380-95-3 fg:2 cnt:10158

----

02THO/ZHE    Datum: EA=2.13(5) eV LPES p:8

Vertical Detachment Energy:2.28(5) eV.

++++++++++++++++++++++++++++++++

Mg26-

Mg26  mw:623.612 Anion CAS: N-344361-41-7 fg:2 cnt:10159

----

02THO/ZHE    Datum: EA=2.18(5) eV LPES p:8

Vertical Detachment Energy:2.73(5) eV.

++++++++++++++++++++++++++++++++

Mg27-

Mg27  mw:647.597 Anion CAS: N-1301645-00-0 fg:2 cnt:10160

----

02THO/ZHE    Datum: EA=2.18(5) eV LPES p:8

Vertical Detachment Energy:2.78(5) eV.

++++++++++++++++++++++++++++++++

Mg28-

Mg28  mw:671.582 Anion CAS: N-1301645-10-2 fg:2 cnt:10161

----

02THO/ZHE    Datum: EA=2.13(5) eV LPES p:8

Vertical Detachment Energy:2.58(5) eV.

++++++++++++++++++++++++++++++++

Mg29-

Mg29  mw:695.567 Anion CAS: N-443127-70-6 fg:2 cnt:10162

----

02THO/ZHE    Datum: EA=2.23(5) eV LPES p:8

Vertical Detachment Energy:2.73(5) eV.

++++++++++++++++++++++++++++++++

Mg30-

Mg30  mw:719.552 Anion CAS: N-443127-77-3 fg:2 cnt:10163

----

02THO/ZHE    Datum: EA=2.23(5) eV LPES p:8

Vertical Detachment Energy:2.48(5) eV.

++++++++++++++++++++++++++++++++

Mg31-

Mg31  mw:743.537 Anion CAS: N-1344999-51-4 fg:2 cnt:10164

----

02THO/ZHE    Datum: EA=2.38(5) eV LPES p:8

Vertical Detachment Energy:2.58(5) eV.

++++++++++++++++++++++++++++++++

Mg32-

Mg32  mw:767.522 Anion CAS: N-1301645-23-7 fg:2 cnt:10165

----

02THO/ZHE    Datum: EA=2.30(5) eV LPES p:8

Vertical Detachment Energy:2.58(5) eV.

++++++++++++++++++++++++++++++++

Mg33-

Mg33  mw:791.507 Anion CAS: N-1344999-55-8 fg:2 cnt:10166

----

02THO/ZHE    Datum: EA=2.38(5) eV LPES p:8

Vertical Detachment Energy:2.66(5) eV.

++++++++++++++++++++++++++++++++

Mg34-

Mg34  mw:815.492 Anion CAS: N-1344999-60-5 fg:2 cnt:10167

----

02THO/ZHE    Datum: EA=2.38(5) eV LPES p:8

Vertical Detachment Energy:2.70(5) eV.

++++++++++++++++++++++++++++++++

Mg35-

Mg35  mw:839.477 Anion CAS: N-443127-81-9 fg:2 cnt:10168

----

02THO/ZHE    Datum: EA=2.19(5) eV LPES p:8

Vertical Detachment Energy:2.30(5) eV.

++++++++++++++++++++++++++++++++

Mn-

Mn  mw:54.939 Anion CAS: Z-22325-60-6 fg:1 cnt:11696

HOF(A.)=  67.1  82WAG/EVA        | S(A-)=41.2/0.1 Stat |  S(AH)=

----

99AND/HAU    Datum: EA=<<0.0 eV Est4 p:9

There is no evidence that this anion is bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mn-k.za0]

CBS-QB3    |96.7   |380.0|374.9|-2.320|82.4   |43.2   |17.1|12.9 

M062X/Def2T|43.7   |346.9|341.8| 1.013|61.5   |67.1   |17.0|57.7 

B3/6-311++G|83.3   |352.9|347.8| 1.305|97.6   |113.4  |17.1|67.8 

++++++++++++++++++++++++++++++++

MnO-

MnO  mw:70.934 Anion CAS: Z-64911-51-9 fg:5 cnt:4876

HOF(A.)=  29.7/0.1  82WAG/EVA    |

----

00GUT/RAO    Datum: EA=1.375(10) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mno-k.za0]

CBS-QB3    |9.9    |     |     | 3.108|       |81.6   |    |     

M062X/Def2T|-26.9  |     |     | 1.384|       |5.0    |    |     

B3/6-311++G|2.5    |     |     | 3.003|       |71.7   |    |     

++++++++++++++++++++++++++++++++

MnO2-.

MnO2  mw:86.928 Anion CAS: Z-85759-28-0 fg:6 cnt:2708

HOF(A.)=   6.2/4.8  93RUD/KAI    |

----

00GUT/RAO    Datum: EA=2.060(30) eV LPES | HOF(A-)=-41.3/4.8 R-EA p:9

Quintet anion (triplet up 0.15 eV) to quartet neutral.

----

93RUD/KAI *  Datum: HOF(A-)=-62.1/3.1 TDEq p:7

EA(eV)= 3.026

Data at 0 K.
###### the following are "below the line": evaluated as not accurate ####

----

91FOK/GRE    Datum: EA=<0.73(41) eV IMRB p:4

Electron affinity: < MnO3-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mno2-k.za0]

CBS-QB3    |-53.8  |     |     | 2.448|       |2.6    |    |     

M062X/Def2T|-71.9  |     |     | 2.189|       |-21.4  |    |     

B3/6-311++G|-56.5  |     |     | 2.546|       |2.2    |    |     

++++++++++++++++++++++++++++++++

MnO3-.

MnO3  mw:102.923 Anion CAS: Z-74918-41-5 fg:6 cnt:2707

----

00GUT/RAO    Datum: EA=3.335(10) eV LPES p:9

----

23GIB/REP    Datum: EA=3.37(5) eV LPEI p:8

----

93RUD/KAI *  Datum: HOF(A-)=-127.1/3.4 TDEq p:7

Data at 0 K.

----

91FOK/GRE    Datum: EA=0.73(41) eV IMRB p:6

Electron affinity: between C6F5COMe and C6F6.

++++++++++++++++++++++++++++++++

MnO4-

MnO4  mw:118.918 Anion CAS: Z-14333-13-2 fg:6 cnt:2769

DacidS=23.2/2.0 Stat | 

----

15ZHA/SUN    Datum: EA=4.90(2) eV LPES p:9

----

99GUT/RAO    Datum: EA=4.8(1) eV LPES p:8

Vertical Detachment Energy:4.91(3) eV.

----

93RUD/KAI *  Datum: HOF(A-)=-158.4/4.1 TDEq p:7

Data at 0 K.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mno4-s.za0]

CBS-QB3    |-142.9 |311.9|305.1| 4.825|-89.0  |-31.3  |22.7|109.8

M062X/Def2T|-76.9  |327.5|321.9| 4.289|-39.7  |22.8   |18.9|114.6

B3/6-311++G|-130.1 |282.7|277.8| 5.393|-45.5  |-5.8   |16.3|91.8 

++++++++++++++++++++++++++++++++

Mn5O-

MnO5  mw:134.913 Anion CAS: N-828252-69-3 fg:6 cnt:10053

----

04JON/KHA    Datum: EA=1.75(5) eV LPES p:8

Vertical Detachment Energy:1.9(1) eV.

++++++++++++++++++++++++++++++++

MnS-.

MnS  mw:86.911 Anion CAS: Z-131955-56-1 fg:19 cnt:7345

HOF(A.)=  63.3/2.0  17FAN/VAS    |

----

96ZHA/KAW    Datum: EA=1.77(18) eV LPES p:8

Vertical Detachment Energy:2.03(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mns-k.za0]

CBS-QB3    |20.5   |     |     | 3.911|       |110.7  |    |     

M062X/Def2T|33.0   |     |     | 1.352|       |64.2   |    |     

M062X/Def2T|-18.9  |     |     | 1.618|       |18.4   |    |     

B3/6-311++G|24.7   |     |     | 2.632|       |85.5   |    |     

++++++++++++++++++++++++++++++++

MnS2-.

MnS2  mw:118.883 Anion CAS: Z-173290-00-1 fg:19 cnt:7346

----

96ZHA/KAW    Datum: EA=1.32(24) eV LPES p:8

Vertical Detachment Energy:2.46(32) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mns2-k.za0]

CBS-QB3    |-13.8  |     |     | 3.164|       |59.1   |    |     

M062X/Def2T|-51.9  |     |     | 3.503|       |28.9   |    |     

B3/6-311++G|-9.2   |     |     | 3.251|       |65.7   |    |     

++++++++++++++++++++++++++++++++

MnS3-.

MnS3  mw:150.855 Anion CAS: Z-173290-08-9 fg:19 cnt:7350

----

96ZHA/KAW    Datum: EA=1.56(15) eV LPES p:8

Vertical Detachment Energy:2.18(11) eV.

++++++++++++++++++++++++++++++++

Mn2-

Mn2  mw:109.877 Anion CAS: Z-224949-77-3 fg:2 cnt:8766

----

15GUT/WEA    Datum: EA=0.48(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mn2-10.za0]

CBS-QB3    |125.9  |     |     | 0.341|       |133.9  |    |     

M062X/Def2T|31.6   |     |     |-0.723|       |15.1   |    |     

B3/6-311++G|117.8  |     |     | 0.861|       |137.6  |    |     

++++++++++++++++++++++++++++++++

Mn2O-

Mn2O  mw:125.872 Anion CAS: Z-224637-19-8 fg:7 cnt:10055

----

04KHA/JEN    Datum: EA=1.3(1) eV LPES p:8

Vertical Detachment Energy:1.56(5) eV. Most stable spin state of the anion was calculated to be s=12.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mn2o-12.za0]

M062X/Def2T|-80.5  |     |     | 1.594|       |-43.7  |    |     

++++++++++++++++++++++++++++++++

Mn2S2-.

Mn2S2  mw:173.821 Anion CAS: Z-173401-60-0 fg:20 cnt:7347

----

96ZHA/KAW    Datum: EA=1.66(11) eV LPES p:8

Vertical Detachment Energy:1.89(6) eV.

++++++++++++++++++++++++++++++++

Mn2S3-.

Mn2S3  mw:205.793 Anion CAS: Z-173290-01-2 fg:20 cnt:7351

----

96ZHA/KAW    Datum: EA=1.68(18) eV LPES p:8

Vertical Detachment Energy:2.18(11) eV.

++++++++++++++++++++++++++++++++

Mn2S4-.

Mn2S4  mw:237.765 fg:20 cnt:7354

----

96ZHA/KAW    Datum: EA=1.77(15) eV LPES p:8

Vertical Detachment Energy:2.03(20) eV.

++++++++++++++++++++++++++++++++

Mn3-

Mn3  mw:164.815 Anion CAS: Z-224961-35-7 fg:2 cnt:8767

----

15GUT/WEA    Datum: EA=1.13(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

06JEL/ACI    Datum: EA=1.05(10) eV LPES p:8

Vertical Detachment Energy:1.2(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mn3-15.za0]

M062X/Def2T|24.2   |     |     |-0.316|       |16.9   |    |     

B3/6-311++G|163.6  |     |     | 1.078|       |188.5  |    |     

++++++++++++++++++++++++++++++++

Mn3O-

Mn3O  mw:180.810 Anion CAS: Z-224637-22-3 fg:7 cnt:9531

----

12WIL/HOO    Datum: EA=1.56(5) eV LPES p:8

Vertical Detachment Energy:1.68(5) eV.

++++++++++++++++++++++++++++++++

Mn3O2-

Mn3O2  mw:196.805 Anion CAS: N-2271414-97-0 fg:7 cnt:9532

----

12WIL/HOO    Datum: EA=1.22(5) eV LPES p:8

Vertical Detachment Energy:1.65(5) eV.

++++++++++++++++++++++++++++++++

Mn3S2-.

Mn3S2  mw:228.759 Anion CAS: Z-173290-02-3 fg:20 cnt:7348

----

96ZHA/KAW    Datum: EA=1.84(8) eV LPES p:8

Vertical Detachment Energy:2.03(6) eV.

++++++++++++++++++++++++++++++++

Mn3S3-.

Mn3S3  mw:260.731 Anion CAS: Z-173401-61-1 fg:20 cnt:7352

----

96ZHA/KAW    Datum: EA=2.64(17) eV LPES p:8

Vertical Detachment Energy:3.19(9) eV.

++++++++++++++++++++++++++++++++

Mn3S4-.

Mn3S4  mw:292.703 Anion CAS: Z-173290-03-4 fg:20 cnt:7355

----

96ZHA/KAW    Datum: EA=1.83(34) eV LPES p:8

Vertical Detachment Energy:2.19(6) eV.

++++++++++++++++++++++++++++++++

Mn4-

Mn4  mw:219.753 Anion CAS: Z-224961-36-8 fg:2 cnt:8768

----

15GUT/WEA    Datum: EA=1.49(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

06JEL/ACI    Datum: EA=1.4(1) eV LPES p:8

Vertical Detachment Energy:1.6(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mn4-20.za0]

M062X/Def2T|-17.7  |     |     | 0.981|       |5.0    |    |     

++++++++++++++++++++++++++++++++

Mn4O-

Mn4O  mw:235.748 fg:7 cnt:9533

----

12WIL/HOO    Datum: EA=1.42(5) eV LPES p:8

Vertical Detachment Energy:2.05(5) eV.

++++++++++++++++++++++++++++++++

Mn4O2-

Mn4O2  mw:251.743 fg:7 cnt:9534

----

12WIL/HOO    Datum: EA=1.56(5) eV LPES p:8

Vertical Detachment Energy:1.97(5) eV.

++++++++++++++++++++++++++++++++

Mn4S2-.

Mn4S2  mw:283.697 Anion CAS: Z-173356-86-0 fg:20 cnt:7349

----

96ZHA/KAW    Datum: EA=1.90(16) eV LPES p:8

Vertical Detachment Energy:2.16(8) eV.

++++++++++++++++++++++++++++++++

Mn4S3-.

Mn4S3  mw:315.669 Anion CAS: Z-173290-09-0 fg:20 cnt:7353

----

96ZHA/KAW    Datum: EA=2.45(20) eV LPES p:8

Vertical Detachment Energy:3.10(10) eV.

++++++++++++++++++++++++++++++++

Mn4S4-.

Mn4S4  mw:347.641 Anion CAS: Z-173401-62-2 fg:20 cnt:7356

----

96ZHA/KAW    Datum: EA=1.53(12) eV LPES p:8

Vertical Detachment Energy:2.15(11) eV.

++++++++++++++++++++++++++++++++

Mn4S5-.

Mn4S5  mw:379.613 Anion CAS: Z-173290-04-5 fg:20 cnt:7358

----

96ZHA/KAW    Datum: EA=1.66(16) eV LPES p:8

Vertical Detachment Energy:2.15(11) eV.

++++++++++++++++++++++++++++++++

Mn5-

Mn5  mw:274.691 Anion CAS: Z-224961-37-9 fg:2 cnt:8769

----

15GUT/WEA    Datum: EA=1.48(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

06JEL/ACI    Datum: EA=1.4(1) eV LPES p:8

Vertical Detachment Energy:1.6(1) eV.

++++++++++++++++++++++++++++++++

Mn5S4-.

Mn5S4  mw:402.579 Anion CAS: Z-173290-10-3 fg:20 cnt:7357

----

96ZHA/KAW    Datum: EA=2.07(24) eV LPES p:8

Vertical Detachment Energy:2.40(9) eV.

++++++++++++++++++++++++++++++++

Mn5S5-.

Mn5S5  mw:434.551 Anion CAS: Z-173401-63-3 fg:20 cnt:7359

----

96ZHA/KAW    Datum: EA=1.78(14) eV LPES p:8

Vertical Detachment Energy:2.35(12) eV.

++++++++++++++++++++++++++++++++

Mn6-

Mn6  mw:329.629 Anion CAS: Z-909398-26-1 fg:2 cnt:8770

----

15GUT/WEA    Datum: EA=1.73(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

06JEL/ACI    Datum: EA=1.6(1) eV LPES p:8

Vertical Detachment Energy:1.75(10) eV.

++++++++++++++++++++++++++++++++

Mn6O-

Mn6O  mw:345.624 Anion CAS: N-828252-70-6 fg:7 cnt:10054

----

04JON/KHA    Datum: EA=1.45(5) eV LPES p:8

Vertical Detachment Energy:1.6(1) eV.

++++++++++++++++++++++++++++++++

Mn6S6-.

Mn6S6  mw:521.461 Anion CAS: Z-173401-64-4 fg:20 cnt:7360

----

96ZHA/KAW    Datum: EA=1.87(12) eV LPES p:8

Vertical Detachment Energy:3.13(10) eV.

++++++++++++++++++++++++++++++++

Mn7-

Mn7  mw:384.567 Anion CAS: Z-909398-27-2 fg:2 cnt:8771

----

15GUT/WEA    Datum: EA=1.75(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

06JEL/ACI    Datum: EA=1.5(1) eV LPES p:8

Vertical Detachment Energy:1.8(1) eV.

++++++++++++++++++++++++++++++++

Mn8-

Mn8  mw:439.505 Anion CAS: Z-909398-31-8 fg:2 cnt:8772

----

15GUT/WEA    Datum: EA=1.75(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

06JEL/ACI    Datum: EA=1.69(10) eV LPES p:8

Vertical Detachment Energy:1.9(1) eV.

++++++++++++++++++++++++++++++++

Mn9-

Mn9  mw:494.443 Anion CAS: Z-909398-35-2 fg:2 cnt:8773

----

15GUT/WEA    Datum: EA=1.80(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Mn10-

Mn10  mw:549.381 Anion CAS: Z-909399-27-5 fg:2 cnt:8774

----

15GUT/WEA    Datum: EA=1.85(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Mn11-

Mn11  mw:604.319 Anion CAS: Z-1801913-50-7 fg:2 cnt:8775

----

15GUT/WEA    Datum: EA=1.90(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Mn12-

Mn12  mw:659.257 Anion CAS: Z-1432036-13-9 fg:2 cnt:8776

----

15GUT/WEA    Datum: EA=1.90(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Mn13-

Mn13  mw:714.195 Anion CAS: Z-1052689-21-0 fg:2 cnt:8777

----

15GUT/WEA    Datum: EA=1.90(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

08GUT/MOC    Datum: EA=1.9(1) eV LPES p:8

Vertical Detachment Energy:2.2(1) eV.

++++++++++++++++++++++++++++++++

Mn14-

Mn14  mw:769.133 Anion CAS: Z-1801913-54-1 fg:2 cnt:8778

----

15GUT/WEA    Datum: EA=1.95(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Mn15-

Mn15  mw:824.071 Anion CAS: Z-1801913-67-6 fg:2 cnt:8779

----

15GUT/WEA    Datum: EA=1.98(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Mn16-

Mn16  mw:879.009 Anion CAS: Z-1801914-83-9 fg:2 cnt:8780

----

15GUT/WEA    Datum: EA=2.00(8) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Mo-

Mo  mw:97.906 Anion CAS: Z-54604-28-3 fg:1 cnt:32

HOF(A.)= 157.3/0.5  82WAG/EVA    | BDE(A-H)= 49.5/4.5  92ARM/SUN     

HOF(AH)= 159.9/4.6 R-DH          | S(A-)=43.2/0.1 Stat |  S(AH)= | S(A.)=43.5  82WAG/EVA

----

22NIN/LU     Datum: EA=0.74723(8) eV SEVI | HOF(A-)=140.1/0.5 R-EA p:9

DacidH(AH)= 345.8/3.0 D-EA

Given: 0.74723(8) eV.

----

98BIL/SCH    Datum: EA=0.7473(2) eV [6027.(2) cm-1] p:9

Given: 6027(2) cm-1. Sextet anion to septet neutral.

----

85SAL/LAN    Datum: DacidG= 335.0/3.0 IMRB | HOF(A-)=134.3/5.5 Acid p:8

DacidH(AH)= 340.1/3.1 G+TS

----

96GUN/DIX    Datum: EA=0.748(2) eV LPES p:7

----

92BEN/CAS    Datum: EA=0.747(4) eV LPES p:7

----

81FEI/COR    Datum: EA=0.746(10) eV LPES p:7

Assigned transition is Mo- 6S5/2 to Mo 7S3. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [mo-6.za0]

M062X/Def2T|132.4  |351.8|346.8| 1.061|145.3  |156.9  |16.9|63.7 

++++++++++++++++++++++++++++++++

NaMoO4-

MoNaO4  mw:184.875 Anion CAS: N-2803140-59-0 fg:17 cnt:2156

HOF(solv)=  25.7/0.1 neut 82WAG/EVA

----

89RUD/VOV *  Datum: HOF(A-)=-246.3/4.1 TDEq p:8

.DELTA.fH(A-) at 0 K.

++++++++++++++++++++++++++++++++

NbMo-

MoNb  mw:190.812 Anion CAS: N-68777-39-9 fg:19 cnt:11472

HOF(A.)= 222.7/6.0  21BAU/BOO    |

----

21BAU/BOO    Datum: EA=1.130(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbmo.zz0]

M062X/Def2T|240.2  |     |     | 0.535|       |252.6  |    |     

++++++++++++++++++++++++++++++++

MoNbO2-

MoNbO2  mw:222.802 Anion CAS: Z-1400681-98-2 fg:17 cnt:8410

----

12WAL/MAN    Datum: EA=1.76(6) eV LPES p:9

Vertical Detachment Energy:1.92(2) eV.

++++++++++++++++++++++++++++++++

MoNbO3-

MoNbO3  mw:238.797 Anion CAS: Z-1400681-99-3 fg:17 cnt:8411

----

12WAL/MAN    Datum: EA=1.80(10) eV LPES p:9

Vertical Detachment Energy:2.52(3) eV. Adiabatic: the stated EA is the lower limit; it may be up to 2.15 eV.

++++++++++++++++++++++++++++++++

MoNbO4-

MoNbO4  mw:254.792 Anion CAS: Z-1400682-00-9 fg:17 cnt:8412

----

12WAL/MAN    Datum: EA=2.01(1) eV LPES p:9

Vertical Detachment Energy:2.16(2) eV.

++++++++++++++++++++++++++++++++

MoNbO5-

MoNbO5  mw:270.787 Anion CAS: Z-1400682-01-0 fg:17 cnt:8413

----

12WAL/MAN    Datum: EA=3.09(10) eV LPES p:9

Vertical Detachment Energy:3.60(2) eV.

++++++++++++++++++++++++++++++++

MoO-.

MoO  mw:113.901 Anion CAS: Z-64883-79-0 fg:5 cnt:4108

HOF(A.)=  90.8/1.0  20SOR/TIE    |

----

96GUN/DIX    Datum: EA=1.290(6) eV LPES | HOF(A-)=61.1/1.0 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [moo-q.za0]

M062X/Def2T|62.2   |     |     | 1.318|       |92.6   |    |     

++++++++++++++++++++++++++++++++

MoVO2-.

MoO2V  mw:180.840 Anion CAS: Z-1246341-99-0 fg:17 cnt:7942

----

10MAN/ROT    Datum: EA=1.60(3) eV LPES p:8

Vertical Detachment Energy:1.90(3) eV.

++++++++++++++++++++++++++++++++

MoWO2-

MoO2W  mw:313.847 Anion CAS: Z-1142180-76-4 fg:17 cnt:9363

----

09MAY/ROT    Datum: EA=2.75(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MoO3-.

MoO3  mw:145.891 Anion CAS: Z-34365-89-4 fg:6 cnt:304

HOF(A.)= -85.1/4.0  78ATH/BUR    |

----

05YOD/MAZ    Datum: EA=3.17(2) eV LPES | HOF(A-)=-158.2/4.0 R-EA p:9

----

04ZHA/KIR3   Datum: EA=3.135(15) eV LPES p:8

Vertical Detachment Energy:3.33(5) eV. See also 10ZHA/WAN.

----

79MIL/       Datum: HOF(A-)=-156.5/9.6 TDEq p:7

EA(eV)= 3.096

H + HMoO4- <=> H2O + MoO3-.

----

89RUD/VOV *  Datum: HOF(A-)=-150.7/2.6 TDEq p:6

EA(eV)= 2.847

Multi-parameter fit to many ion-molecule and ion-ion Equlibria. .DELTA.fH(A-) at 0 K.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [moo3-d.za0]

M062X/Def2T|-134.7 |     |     | 3.467|       |-54.9  |    |     

++++++++++++++++++++++++++++++++

MoVO3-.

MoO3V  mw:196.835 Anion CAS: Z-1246342-00-6 fg:17 cnt:7943

----

10MAN/ROT    Datum: EA=1.70(3) eV LPES p:8

Vertical Detachment Energy:1.95(3) eV.

++++++++++++++++++++++++++++++++

MoO4-.

MoO4  mw:161.886 Anion CAS: Z-92076-86-3 fg:6 cnt:2155

----

04ZHA/KIR3   Datum: EA=5.20(7) eV LPES p:8

Vertical Detachment Energy:5.45(5) eV. See also 10ZHA/WAN.

----

89RUD/VOV *  Datum: HOF(A-)=-189.7/16.7 TDEq p:8

DaffH(X..Y-)= 130.5/16.7 A-IN

.DELTA.fH(A-) at 0 K.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [moo4-d.za0]

M062X/Def2T|-168.6 |     |     | 4.786|       |-58.3  |    |     

++++++++++++++++++++++++++++++++

MoVO4-.

MoO4V  mw:212.830 Anion CAS: Z-1246342-01-7 fg:17 cnt:7944

----

10MAN/ROT    Datum: EA=2.66(3) eV LPES p:8

Vertical Detachment Energy:2.74(3) eV.

++++++++++++++++++++++++++++++++

MoWO4-

MoO4W  mw:345.837 Anion CAS: Z-1142180-82-2 fg:17 cnt:9364

----

09MAY/ROT    Datum: EA=3.02(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MoO5-

MoO5  mw:177.881 Anion CAS: Z-824956-72-1 fg:6 cnt:10359

----

04ZHA/KIR3   Datum: EA=5.10(7) eV LPES p:8

Vertical Detachment Energy:5.40(5) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

MoVO5-.

MoO5V  mw:228.824 Anion CAS: Z-1246342-02-8 fg:17 cnt:7945

----

10MAN/ROT    Datum: EA=3.25(3) eV LPES p:8

++++++++++++++++++++++++++++++++

MoWO5-

MoO5W  mw:361.831 Anion CAS: Z-1142180-86-6 fg:17 cnt:9365

----

09MAY/ROT    Datum: EA=3.4(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

MoW2O6-

MoO6W2  mw:561.777 Anion CAS: Z-1224597-57-2 fg:17 cnt:9359

----

09ROT/HOS    Datum: EA=1.37(10) eV LPES p:8

Vertical Detachment Energy:3.0(1) eV.

++++++++++++++++++++++++++++++++

MoWO7=

MoO7W  mw:393.822 Anion CAS: Z-791535-03-0 fg:17 cnt:6683

----

05ZHA/HUA2   Datum: EA=1.92(8) eV LPES p:9

Vertical Detachment Energy:2.40(5) eV.

++++++++++++++++++++++++++++++++

MoSi8-

MoSi8  mw:321.721 Anion CAS: Z-550379-62-9 fg:19 cnt:7295

----

03OHA/KOY    Datum: EA=1.98(15) eV LPES p:8

++++++++++++++++++++++++++++++++

MoSi9-

MoSi9  mw:349.698 Anion CAS: Z-550379-63-0 fg:19 cnt:7296

----

03OHA/KOY    Datum: EA=2.68(10) eV LPES p:8

++++++++++++++++++++++++++++++++

MoSi10-

MoSi10  mw:377.675 Anion CAS: Z-550379-64-1 fg:19 cnt:7297

----

03OHA/KOY    Datum: EA=3.20(18) eV LPES p:8

++++++++++++++++++++++++++++++++

MoSi11-

MoSi11  mw:405.652 Anion CAS: Z-550379-65-2 fg:19 cnt:7298

----

03OHA/KOY    Datum: EA=2.68(20) eV LPES p:8

++++++++++++++++++++++++++++++++

MoSi12-

MoSi12  mw:433.629 Anion CAS: Z-550379-66-3 fg:19 cnt:7299

----

03OHA/KOY    Datum: EA=2.50(18) eV LPES p:8

++++++++++++++++++++++++++++++++

MoSi13-

MoSi13  mw:461.606 Anion CAS: Z-550379-67-4 fg:19 cnt:7300

----

03OHA/KOY    Datum: EA=2.99(19) eV LPES p:8

++++++++++++++++++++++++++++++++

MoSi14-

MoSi14  mw:489.583 Anion CAS: Z-550379-68-5 fg:19 cnt:7301

----

03OHA/KOY    Datum: EA=2.50(13) eV LPES p:8

++++++++++++++++++++++++++++++++

MoSi15-

MoSi15  mw:517.560 Anion CAS: Z-550379-69-6 fg:19 cnt:7302

----

03OHA/KOY    Datum: EA=2.38(13) eV LPES p:8

++++++++++++++++++++++++++++++++

MoSi16-

MoSi16  mw:545.537 Anion CAS: Z-550379-70-9 fg:19 cnt:7303

----

03OHA/KOY    Datum: EA=2.33(10) eV LPES p:8

++++++++++++++++++++++++++++++++

MoSi17-

MoSi17  mw:573.514 Anion CAS: Z-550379-71-0 fg:19 cnt:7304

----

03OHA/KOY    Datum: EA=2.57(12) eV LPES p:8

++++++++++++++++++++++++++++++++

Mo2O2-.

Mo2O2  mw:227.801 Anion CAS: Z-851033-41-5 fg:7 cnt:6554

----

05YOD/MAZ    Datum: EA=2.42(2) eV LPES p:9

++++++++++++++++++++++++++++++++

Mo2O3-.

Mo2O3  mw:243.796 Anion CAS: Z-851033-44-8 fg:7 cnt:6555

----

05YOD/MAZ    Datum: EA=2.33(7) eV LPES p:9

++++++++++++++++++++++++++++++++

Mo2O4-.

Mo2O4  mw:259.791 Anion CAS: Z-749166-46-9 fg:7 cnt:6556

----

05YOD/MAZ    Datum: EA=2.14(4) eV LPES p:9

++++++++++++++++++++++++++++++++

Mo2WO6-

Mo2O6W  mw:475.732 Anion CAS: Z-1224597-50-5 fg:20 cnt:9358

----

09ROT/HOS    Datum: EA=2.00(10) eV LPES p:8

Vertical Detachment Energy:2.95(5) eV.

++++++++++++++++++++++++++++++++

Mo2O7=

Mo2O7  mw:307.776 Anion CAS: Z-19282-23-6 fg:7 cnt:6680

----

05ZHA/HUA2   Datum: EA=1.88(7) eV LPES p:9

Vertical Detachment Energy:2.2(1) eV.

++++++++++++++++++++++++++++++++

Mo2O7-

Mo2O7  mw:307.776 Anion CAS: Z-1374149-62-8 fg:7 cnt:6685

----

05ZHA/HUA2   Datum: EA=6.3(2) eV LPES p:9

Vertical Detachment Energy:6.5(1) eV.

++++++++++++++++++++++++++++++++

Mo3O3-

Mo3O3  mw:341.702 Anion CAS: Z-915223-10-8 fg:7 cnt:9320

----

11ROT/MAN    Datum: EA=1.81(3) eV LPES p:8

Vertical Detachment Energy:1.9(1) eV.

++++++++++++++++++++++++++++++++

Mo3O4-

Mo3O4  mw:357.696 Anion CAS: Z-1224597-42-5 fg:7 cnt:9322

----

11ROT/MAN    Datum: EA=1.77(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Mo3O5-

Mo3O5  mw:373.691 Anion CAS: Z-1224597-43-6 fg:7 cnt:9324

----

11ROT/MAN    Datum: EA=2.72(3) eV LPES p:8

Vertical Detachment Energy:2.95(2) eV.

++++++++++++++++++++++++++++++++

Mo3O6-

Mo3O6  mw:389.686 Anion CAS: Z-1224597-44-7 fg:7 cnt:9357

----

09ROT/HOS    Datum: EA=2.73(1) eV LPES p:8

Vertical Detachment Energy:2.90(5) eV.

++++++++++++++++++++++++++++++++

Mo3O9-

Mo3O9  mw:437.671 Anion CAS: Z-784133-17-1 fg:7 cnt:10378

----

05HUA/ZHA    Datum: EA=3.5(1) eV LPES p:8

Vertical Detachment Energy:4.0(1) eV.

++++++++++++++++++++++++++++++++

Mo6O19=

Mo6O19  mw:891.337 Anion CAS: Z-11132-40-4 fg:7 cnt:6541

----

04YAN/WAT    Datum: EA=3.4(1) eV LPES p:8

++++++++++++++++++++++++++++++++

PMo12O40(-3)

Mo12O40P  mw:1845.64 Anion CAS: Z-12379-13-4 fg:17 cnt:6811

----

06WAT/HUA    Datum: EA=1.7(1) eV LPES p:9

Vertical Detachment Energy:1.94(5) eV.

++++++++++++++++++++++++++++++++

N-

N  mw:14.004 Anion CAS: Z-17778-87-9 fg:1 cnt:11001

HOF(A.)= 113.0/0.1  82WAG/EVA    | BDE(A-H)= 81.1/1.0 R-AH           

HOF(AH)=  84.0/1.0  82WAG/EVA    |

DacidS=21.3/0.1 A-AH |  S(A-)=36.6/0.1  98JANAF |  S(AH)=41.3  82WAG/EVA | S(A.)=36.6  82WAG/EVA

----

99AND/HAU    Datum: EA=<0.0 eV Est4 p:5

There is no evidence that this anion is bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [n-t.zzf]

W1U        |117.5  |397.6|392.1|-0.195|85.7   |113.0  |18.7|79.4 

CBS-QB3    |119.2  |398.7|393.1|-0.271|86.2   |112.9  |18.8|78.8 

G3MP2B3    |122.7  |406.4|400.8|-0.426|83.5   |112.9  |18.8|81.5 

G3MP2B3+   |122.7  |406.4|400.8|-0.426|83.5   |112.9  |18.8|81.5 

G4MP2      |118.2  |400.2|394.6|-0.230|85.2   |112.9  |18.8|79.8 

M062X/Def2T|128.3  |406.6|401.0|-0.666|86.3   |112.9  |18.8|78.7 

++++++++++++++++++++++++++++++++

NbN-

NNb  mw:106.910 Anion CAS: Z-64883-73-4 fg:19 cnt:8646

----

15LIU/HU 2   Datum: EA=1.450(3) eV PVMI p:9

----

16BER/GUN    Datum: EA=1.42(2) eV SEVI p:8

----

14BER/CHE    Datum: EA=1.42(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbn-d.za0]

M062X/Def2T|113.0  |     |     | 1.253|       |141.9  |    |     

++++++++++++++++++++++++++++++++

NO-

NO  mw:29.999 Anion CAS: Z-14967-78-3 fg:5 cnt:74

HOF(A.)=  21.8/0.1  89GUR/VEY    | BDE(A-H)= 48.3/0.1 R-AH           

HOF(AH)=  25.6/0.1  96DIX/       |

DacidS=22.0/1.0 Stat |  S(A-)=48.8/0.5 Isoe |  S(AH)=52.8/0.1  89GUR/VEY | S(A.)=50.4/0.1  82WAG/EVA

----

25JIE/CHE    Datum: EA=0.029(5) eV [235.8(40) cm-1] | HOF(A-)=21.1/0.5 Acid p:9

DacidG(AH)= 354.7/0.4 H-TS| DacidH(AH)= 361.2/0.5 D-EA

----

89TRA/COW    Datum: EA=0.026(5) eV LPES p:9

Ground state triplet anion.

----

10GRU/PIC    Datum: EA=0.49(1) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

07VEL/HAB    Datum: EA=0.04(1) eV PVMI p:8

----

72SIE/CEL    Datum: EA=0.024(10) eV LPES p:8

----

78TIE/WU     Datum: DaffH= 115.3/2.3 CIDT | HOF(A-)=22.5/2.3 AfIN p:6

EA(eV)= 0.020

The 0K affinity is for NO- -> N + O-.

----

74BUR/       Datum: EA=0.025(7) eV ETS  p:6
###### the following are "below the line": evaluated as not accurate ####

----

77DUR/PAR    Datum: EA==0.0 eV NBIE p:4

----

73HUG/LIF    Datum: EA=0.015(100) eV Endo p:4

----

72PAR/SUG    Datum: EA=0.026(20) eV Kine p:4

----

70LAC/HER    Datum: EA==0.0(2) eV NBIE p:4

----

83CHE/WEN    Datum: EA=0.10(10) eV ECD  p:3

----

73NAL/COM    Datum: EA=>0.1(1) eV NBIE p:3

----

71CHA/       Datum: EA=>0.06(10) eV Endo p:3

----

71BER/CHU    Datum: EA=>0.09 eV Endo p:3

----

76REF/   2   Datum: EA=0.68(20) eV Endo p:2

----

69STO/COM    Datum: EA=>0.65(10) eV EIAE p:2

From NO2.

----

68WIL/HAM    Datum: EA=0.85(10) eV EIAE p:2

From EtONO, nBuONO.

----

69PAG/GOO    Datum: EA=0.828 eV SI   [19.1 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

----

64FAR/PAG    Datum: EA=0.911 eV SI   [21.0 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [no-t.zaf]

W1U        |21.1   |361.4|354.4| 0.040|25.6   |22.1   |23.5|48.6 

CBS-QB3    |20.4   |361.6|354.7| 0.011|24.5   |20.7   |23.4|48.3 

G3MP2B3    |21.9   |363.7|356.7|-0.018|25.3   |21.5   |23.5|48.2 

G3MP2B3+   |21.8   |363.6|356.6|-0.016|25.4   |21.4   |23.5|48.2 

G4MP2      |22.5   |364.7|357.7|-0.057|24.9   |21.2   |23.5|48.4 

M062X/Def2T|23.9   |360.0|353.0|-0.059|28.6   |22.6   |23.5|46.1 

B3/6-311++G|13.7   |352.6|345.5| 0.406|28.4   |23.1   |23.5|46.7 

++++++++++++++++++++++++++++++++

NSO-

NOS  mw:61.971 Anion CAS: Z-73439-98-2 fg:17 cnt:704 BDE(A-H)=<103.8/5.1 D-EA          

DacidS=25.4/3.0 Stat | 

----

17LEH/LIN    Datum: EA=3.113(1) eV LPES p:9

----

84BIE/GRA    Datum: DacidG=<338.0/5.0 IMRB p:6

DacidH(AH)=<345.6/5.1 G+TS

NH2- + SO2 ->. Composite computational methods(18BAR/) agree.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nso.zaf]

W1U        |-31.8  |342.8|335.3| 3.130|-8.7   |40.5   |25.3|101.4

CBS-QB3    |-32.7  |341.6|334.0| 3.100|-8.5   |38.9   |25.5|99.5 

G3MP2B3    |-32.7  |341.5|334.0| 3.306|-7.0   |43.7   |25.3|102.8

G3MP2B3+   |-32.7  |341.4|333.9| 3.288|-7.0   |43.2   |25.4|102.3

G4MP2      |-34.1  |341.8|334.2| 3.190|-8.7   |39.6   |25.3|100.4

M062X/Def2T|-19.4  |347.1|339.5| 2.910|-1.8   |47.8   |25.3|101.7

B3/6-311++G|-6.3   |341.1|333.6| 3.081|19.8   |64.8   |25.4|97.1 

++++++++++++++++++++++++++++++++

SNO-

NOS  mw:61.971 Anion CAS: Z-84103-49-1 fg:17 cnt:8994

----

17LEH/LIN    Datum: EA=2.16(5) eV LPES p:9

Vertical Detachment Energy:2.7 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sno.zaf]

W1U        |-6.5   |332.4|325.4| 2.178|27.0   |43.7   |23.6|68.9 

CBS-QB3    |-8.8   |332.4|325.4| 2.143|24.5   |40.5   |23.6|68.1 

G3MP2B3    |-7.9   |334.0|327.0| 2.189|25.3   |42.5   |23.5|69.4 

G3MP2B3+   |-8.2   |333.8|326.8| 2.199|25.2   |42.5   |23.6|69.4 

G4MP2      |-7.5   |334.5|327.5| 2.143|25.2   |41.9   |23.5|68.8 

M062X/Def2T|-1.3   |335.3|328.4| 1.984|28.1   |44.5   |23.3|68.5 

B3/6-311++G|-5.3   |331.6|324.6| 2.214|30.3   |45.7   |23.6|67.5 

++++++++++++++++++++++++++++++++

Xe..NO-

NOXe  mw:161.903

Core ion CAS: Z-14967-78-3 Solvent: 7440-63-3 fg:492 cnt:2171

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.193(3) eV LPES p:9

DaffH(AH)=  3.9/0.1 dEA

----

88BOW/EAT    Datum: EA=0.0088(10) eV LPES | HOF(A-)=21.6/0.5 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [xeno.zc0]

M062X/Def2T|49.6   |     |     |     |       |       |-1.195

++++++++++++++++++++++++++++++++

(Xe)2..NO-

NOXe2  mw:293.807 fg:492 cnt:5899

HOF(A.)=   4.5/0.1               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.363(3) eV LPES | HOF(A-)=-3.9/0.1 AfIN p:9

DaffH(AH)=  3.9/0.1 dEA

++++++++++++++++++++++++++++++++

(Xe)3..NO-

NOXe3  mw:425.711 fg:492 cnt:5900

HOF(A.)=   4.5/0.2               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.513(3) eV LPES | HOF(A-)=-7.4/0.1 AfIN p:9

DaffH(AH)=  3.5/0.1 dEA

++++++++++++++++++++++++++++++++

(Xe)4..NO-

NOXe4  mw:557.615 fg:492 cnt:5901

HOF(A.)=   4.4/0.2               |

HOF(solv)=0.0 Defn

----

02HEN/DEC    Datum: EA=0.630(3) eV LPES | HOF(A-)=-10.1/0.2 AfIN p:9

DaffH(AH)=  2.7/0.1 dEA

++++++++++++++++++++++++++++++++

NO2-

NO2  mw:45.993 Anion CAS: Z-14797-65-0 fg:6 cnt:81

HOF(A.)=   8.2/0.1  89GUR/VEY    | BDE(A-H)= 79.1/0.2 R-AH           

HOF(AH)= -18.7/0.1  89GUR/VEY    |

DacidS=21.8/0.1 A-AH |  S(A-)=56.5/0.1 Isoe 89GUR/VEY |  S(AH)=60.7/0.1  89GUR/VEY

----

88ERV/HO     Datum: EA=2.273(5) eV LPES | HOF(A-)=-44.2/0.3 R-EA p:9

DacidG(AH)= 333.8/0.1 H-TS| DacidH(AH)= 340.2/0.6 D-EA

DaffG(AH)=  82.1/0.6 O-A| DaffH(AH)= 91.9/0.3 A-IN DaffS(AH)= 31.6/0.5 A-IN

----

86CHO/HEI    Datum: EA=2.30(9) eV IMRE [53.0(20) kcal] p:8

.DELTA.eaG(423 K) = -52.6 kcal/mol; .DELTA.eaS(estimated) = -0.82 eu.

----

81WOO/HEL    Datum: EA=2.275(25) eV LPD  p:8

----

74HER/PAT    Datum: EA=2.36(10) eV LPES p:8

----

79SMI/LEE2   Datum: EA=2.35(10) eV LPD  p:7

----

78TIE/WU  #  Datum: DaffH= 92.2/2.3 CIDT | HOF(A-)=-44.6/2.3 AfIN p:6

EA(eV)= 2.288

The 0K affinity is for NO2- -> NO + O-. Reworked with modern thermochemistry.

----

73HUG/LIF    Datum: EA=2.28(10) eV IMRB p:6

----

72DUN/FEH    Datum: EA=2.38(6) eV IMRB p:6

----

70LIF/HUG    Datum: EA=2.30(15) eV Endo p:6

----

76MAT/ROT2   Datum: HOF(A-)=-40.9/11.5 NBAE p:5
###### the following are "below the line": evaluated as not accurate ####

----

83CHE/WEN    Datum: EA=2.11(20) eV ECD  p:4

----

74RIC/STE    Datum: EA=1.80(5) eV LPD  p:4

----

72FER/DUN    Datum: EA=<2.6 eV IMRB p:4

----

70ADA/BOH    Datum: HOF(A-)=<2.1/7.0 IMRE p:4

DaffH(X..Y-)=>45.6/7.0 A-IN

CO3- + NO -> {isomer?}.

----

77DUR/PAR    Datum: EA=1.8(2) eV NBIE p:3

----

76REF/   2   Datum: EA=2.10 eV Endo p:3

----

73NAL/COM    Datum: EA=>2.50(10) eV NBIE p:3

----

73LEF/JAC    Datum: EA=2.50(5) eV NBIE p:3

----

72BAE/       Datum: EA=2.50(10) eV NBIE p:3

----

71BER/CHU    Datum: EA=2.04 eV Endo p:3

----

69VOG/       Datum: EA=2.07(24) eV IMRB [47.8(56) kcal] p:3

----

69WAR/       Datum: EA=3.10(5) eV PD   p:2

----

62CUR/       Datum: EA=>3.82 eV IMRB p:2

----

64TSU/HAM    Datum: EA=3.9(2) eV EIAE p:1

From MeNO2, EtNO2.

----

64FAR/PAG    Datum: EA=3.99 eV SI   [92.0 kcal] p:1

The Magnetron method, lacking mass analysis, is not considered reliable.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [no2.zaf]

W1U        |-44.2  |340.4|333.4| 2.290|-18.8  |8.6    |23.4|79.5 

CBS-QB3    |-46.5  |339.5|332.5| 2.273|-20.2  |5.9    |23.3|78.3 

G3MP2B3    |-44.4  |341.5|334.5| 2.286|-18.7  |8.3    |23.3|79.1 

G3MP2B3+   |-44.6  |341.4|334.4| 2.292|-18.8  |8.2    |23.3|79.1 

G4MP2      |-45.0  |341.0|334.0| 2.285|-18.8  |7.7    |23.4|78.6 

M062X/Def2T|-37.6  |342.4|335.5| 2.104|-15.4  |10.9   |23.4|78.4 

B3/6-311++G|-44.3  |336.9|330.0| 2.321|-14.0  |9.2    |23.3|75.3 

++++++++++++++++++++++++++++++++

NOO-

NO2  mw:45.993 Anion CAS: Z-2138470-14-9 fg:6 cnt:9016

----

17LAW/CAV    Datum: EA=0.0415(37) eV PVMI p:9
###### the following are "below the line": evaluated as not accurate ####

----

74RIC/STE    Datum: EA=2.80(5) eV LPD  p:4

See also 74PEA/SCH. 17LAW/CAV argue that this is from the O- LPES tail.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [noo.zaf]

W1U        |40.4   |416.8|408.4| 2.282|-10.5  |93.2   |27.9|155.7

CBS-QB3    |37.3   |     |     | 2.357|       |91.8   |    |     

G3MP2B3    |37.6   |382.1|375.3| 2.603|22.7   |97.7   |22.8|127.1

G3MP2B3+   |36.2   |     |     | 2.665|       |97.8   |    |     

G4MP2      |39.0   |383.7|376.9| 2.462|22.4   |95.8   |22.7|125.5

M062X/Def2T|52.8   |     |     | 1.886|       |96.4   |    |     

B3/6-311++G|40.3   |     |     | 2.290|       |93.1   |    |     

++++++++++++++++++++++++++++++++

NSO2-

NO2S  mw:77.966 Anion CAS: Z-83125-14-8 fg:17 cnt:3180

DacidS=24.0/2.0 Calc |  S(A-)=63.6/1.0 Isoe 82WAG/EVA |  S(AH)=

----

95MOR/LIN    Datum: DacidG= 323.9/7.5 IMRB p:7

DacidH(AH)= 331.1/7.5 G+TS

Between MeCHClCO2H,CF3CO2H. Composite computational methods(18BAR/) indicate the conjugate acid = HNSO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nso2.zaf]

W1U        |-67.8  |334.6|327.4| 3.682|-36.5  |17.3   |24.1|105.9

CBS-QB3    |-67.9  |333.5|326.4| 3.655|-35.7  |16.5   |23.9|104.3

G3MP2B3    |-64.7  |333.9|326.8| 3.636|-31.4  |19.3   |23.9|102.8

G3MP2B3+   |-64.6  |333.9|326.8| 3.631|-31.4  |19.2   |24.0|102.7

G4MP2      |-67.7  |334.4|327.3| 3.618|-34.9  |15.9   |23.9|102.9

M062X/Def2T|-59.2  |334.7|327.6| 3.667|-29.3  |25.5   |23.9|106.8

B3/6-311++G|-23.4  |330.3|323.1| 3.715|13.6   |62.4   |24.0|100.9

++++++++++++++++++++++++++++++++

NUO2-

NO2U  mw:284.044 Anion CAS: N-190194-27-5 fg:17 cnt:11586

----

23HON/HAN    Datum: EA=2.602(28) eV LPES p:8

Vertical Detachment Energy:2.707(28) eV.

++++++++++++++++++++++++++++++++

NO3-

NO3  mw:61.988 Anion CAS: Z-14797-55-8 fg:6 cnt:90

HOF(A.)=  17.5/0.3 D+AH          | BDE(A-H)= 101.5/0.2 D-EA          

HOF(AH)= -32.1/0.1  03DOR/IOR    |

DacidS=24.4/0.1 TDEq |  S(A-)=62.2/0.1 Acid |  S(AH)=63.8  89GUR/VEY

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25LAU/DEW    Datum: EA=4() eV SEVI [31680(9) cm-1] | HOF(A-)=-73.3/0.4 Acid p:9

DacidG(AH)= 317.3/0.4 H-TS| DacidH(AH)= 324.5/0.3 D-EA

DaffH(AH)=  107.3/0.4 A-IN

Cryogenically cooled.

----

20BAB/DEV    Datum: EA=3.9289(14) eV SEVI p:9

Cryogenically cooled.

----

77DAV/FEH    Datum: DacidH(AH)= 324.5/0.2 TDEq | HOF(A-)=-73.3/0.3 Acid p:9

DacidG(AH)= 317.8/0.2 TDEq  EA(eV)= 3.937 DaffH(X..Y-)= 107.4/0.3 A-IN

Relative to HBr, reevaluated with current HBr acidity. Excited state at 3.0 eV, 81WU_/TIE.

----

02WAN/YAN    Datum: EA=3.92(3) eV LPES p:8

----

91WEA/ARN    Datum: EA=3.937(14) eV LPES p:8

----

72FER/DUN    Datum: DacidH(AH)= 324.5/0.5 TDEq p:7

----

76REF/FRA3   Datum: DacidH(AH)= 329.1/5.8 Endo p:6

I- + HNO3 -> NO3- + HI.

----

76MAT/ROT2   Datum: DacidH(AH)= 329.9/4.8 NBAE p:6

From HNO3.
###### the following are "below the line": evaluated as not accurate ####

----

79SMI/LEE2   Datum: DaffH=<46.1 PDis p:2

Isomer: O4- + NO ->.

----

78SMI/LEE    Datum: DaffH= 66.0/5.0 PDis p:2

----

71BER/CHU    Datum: DacidH(AH)= 356.3 Endo p:2

----

70ADA/BOH    Datum: HOF(A-)=<-2.4/2.4 IMRB p:2

DaffH(X..Y-)=>36.5/2.4 A-IN

O4- + NO -> NO3- + O2; isomer?.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [no3.zaf]

W1U        |-73.7  |324.8|318.5| 3.993|-32.7  |18.9   |21.2|103.7

CBS-QB3    |-77.5  |323.4|317.1| 3.944|-35.2  |13.9   |21.1|101.3

G3MP2B3    |-72.8  |325.5|318.8| 3.995|-31.1  |19.9   |22.5|103.1

G3MP2B3+   |-73.0  |325.4|319.1| 4.009|-31.2  |19.9   |21.1|103.3

G4MP2      |-73.2  |325.2|318.9| 3.966|-31.2  |18.9   |21.2|102.2

M062X/Def2T|-71.8  |323.7|317.3| 4.194|-30.7  |25.1   |21.2|108.0

B3/6-311++G|-72.1  |320.7|314.4| 3.953|-25.5  |19.5   |21.1|97.2 

++++++++++++++++++++++++++++++++

SO2..NO2-

NO4S  mw:109.955 Anion CAS: Z-85884-11-3 fg:488 cnt:1478

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

80KEE/LEE    Datum: DaffG= 14.9/0.3 TDAs | HOF(A-)=-141.1/0.3 AfIN p:8

DaffH(X..Y-)= 25.9/0.2 TDAs

----

84BOH/FAH    Datum: DaffG= 14.9/1.0 TDEq p:6

DaffH(X..Y-)= 24.3/1.0 TDEq

Relative to HOH.bullet..bullet.NO2-, 80KEE/LEE.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [o2sono.zcf]

CBS-QB3    |-142.4 | 24.8| 15.7| 30.5|-71.1  |-46.5  

G3MP2B3    |-137.0 | 24.2| 15.0| 30.8|-68.3  |-44.4  

G3MP2B3+   |-137.3 | 24.4| 13.4| 36.7|-68.3  |-44.6  

G4MP2      |-139.6 | 24.3| 14.8| 31.9|-70.3  |-45.0  

M062X/Def2T|-131.3 | 30.1| 20.0| 34.0|-63.5  |-37.6  

B3/6-311++G|-103.6 |     |     |     |       |       

++++++++++++++++++++++++++++++++

SO2..NO3-

NO5S  mw:125.950 Anion CAS: Z-85884-10-2 fg:489 cnt:1474

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

84BOH/FAH    Datum: DaffG= 9.6/2.0 TDEq | HOF(A-)=-161.4/2.0 AfIN p:8

DaffH(X..Y-)= 17.2/2.0 TDEq

Relative to HOH.bullet..bullet.NO3-, 80KEE/LEE.

----

78LUC/WLO2   Datum: DaffH= 18.2/1.2 TDAs p:8

DaffG(X..Y-)= 8.8/0.9 NO3-

----

85BAN/IRI    Datum: DaffG= 10.0/0.1 IMRE p:7

----

83WLO/LUC    Datum: DaffG= 8.8/0.9 TDAs p:6

DaffH(X..Y-)= 18.2/1.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so2no3.zcf]

CBS-QB3    |-164.5 | 15.9|  7.8| 26.9|-71.1  |-77.5  

G3MP2B3    |-159.0 | 17.9|  9.6| 27.9|-68.3  |-72.8  

G3MP2B3+   |-156.3 | 14.9|  7.3| 25.6|-68.3  |-73.0  

G4MP2      |-158.5 | 15.0|  6.8| 27.4|-70.3  |-73.2  

M062X/Def2T|-153.2 | 17.9|  9.5| 28.2|-63.5  |-71.8  

B3/6-311++G|-124.6 | 18.8| 10.7| 27.4|-33.7  |-72.1  

++++++++++++++++++++++++++++++++

(SO2)2..NO2-

NO6S2  mw:173.917 fg:488 cnt:3883

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

80KEE/LEE    Datum: DaffG= 4.0/0.4 TDAs | HOF(A-)=-221.0/0.3 AfIN p:8

DaffH(X..Y-)= 9.0/0.2 TDAs

----

78LUC/WLO2   Datum: DaffH= 9.8/0.3 TDAs p:8

DaffG(X..Y-)= 3.4/0.1 NO2-

++++++++++++++++++++++++++++++++

(SO2)2..NO3-

mw:189.912 fg:489 cnt:12014

----

78LUC/WLO2   Datum: DaffH= 8.8/1.5 TDAs p:8

DaffG(X..Y-)= 4.6/0.5 NO3-

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so22no3.zcf]

G3MP2B3    |-239.8 | 12.4|  4.7| 25.7|-68.3  |-159.0 

++++++++++++++++++++++++++++++++

(SO2)3..NO2-

NO8S3  mw:237.879 fg:488 cnt:3885

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

80KEE/LEE    Datum: DaffG= 2.6/0.8 TDAs | HOF(A-)=-298.5/0.4 AfIN p:8

DaffH(X..Y-)= 6.6/0.2 TDAs

++++++++++++++++++++++++++++++++

PtN-.

NPt  mw:208.968 Anion CAS: Z-39312-60-2 fg:19 cnt:2314

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

73HOT/LIN    Datum: EA=2() eV LPD  [16440(15) cm-1] p:8

----

88LYK/MUR    Datum: EA=< 2.0333(124) eV LPD  [16400.(100) cm-1] p:5

May be considerably above electron affinity. See also 73HOT/LIN and 87MUR/LYK.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ptn-t.za0]

M062X/Def2T|139.4  |     |     | 2.001|       |185.6  |    |     

++++++++++++++++++++++++++++++++

RhN-

NRh  mw:116.909 Anion CAS: Z-214402-43-4 fg:19 cnt:4968

----

98LI_/WAN    Datum: EA=1.51(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rhn-q.za0]

M062X/Def2T|151.6  |     |     | 1.354|       |182.8  |    |     

++++++++++++++++++++++++++++++++

NS-

NS  mw:45.976 Anion CAS: Z-37376-53-7 fg:56 cnt:82

HOF(A.)=  63.9/12.0  89GUR/VEY   |

----

82BUR/FEI    Datum: EA=1.194(11) eV LPES | HOF(A-)=36.4/12.0 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ns-t.zaf]

W1U        |38.6   |348.9|341.8| 1.217|55.6   |66.6   |23.8|63.2 

CBS-QB3    |38.1   |349.1|342.1| 1.162|54.7   |64.8   |23.6|62.2 

G3MP2B3    |38.8   |351.5|344.5| 1.100|54.4   |64.1   |23.6|61.8 

G3MP2B3+   |38.3   |351.1|344.1| 1.115|54.4   |64.0   |23.6|61.7 

G4MP2      |39.9   |353.0|345.9| 1.033|54.1   |63.7   |23.6|61.7 

M062X/Def2T|43.0   |348.5|341.5| 1.159|59.2   |69.7   |23.6|62.6 

B3/6-311++G|38.4   |342.2|335.2| 1.507|63.5   |73.2   |23.6|61.8 

++++++++++++++++++++++++++++++++

SiN-

NSi  mw:41.981 Anion CAS: Z-89803-83-8 fg:19 cnt:6540

HOF(A.)=  96.5/8.6  91GUR/VEY    |

----

04MEL/SHE    Datum: EA=2.949(8) eV LPES | HOF(A-)=28.5/8.6 R-EA p:9

Acid HNSi is more stable than HSiN by ca. 65 kcal/mol, by Composite computational methods(18BAR/). All computational methods say .DELTA.fH(SiN.) = ca. 112 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sin.zaf]

W1U        |45.6   |371.6|364.3| 2.945|39.9   |113.6  |24.5|125.7

CBS-QB3    |45.0   |371.7|364.3| 2.902|39.0   |111.9  |24.7|125.0

G3MP2B3    |42.2   |370.8|363.5| 3.004|38.6   |111.5  |24.6|125.0

G3MP2B3+   |42.2   |370.8|363.5| 3.006|38.5   |111.5  |24.6|125.0

G4MP2      |43.1   |371.1|363.8| 3.034|39.2   |113.1  |24.7|126.0

M062X/Def2T|54.4   |378.5|371.1| 2.693|40.6   |116.5  |24.7|128.0

B3/6-311++G|51.0   |373.2|365.9| 2.919|45.1   |118.3  |24.6|125.3

++++++++++++++++++++++++++++++++

TaN-

NTa  mw:194.952 Anion CAS: Z-64883-93-8 fg:19 cnt:11726

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

24CHE/YAN    Datum: EA=2() eV SEVI [12677(40) cm-1] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tan-d.za0]

M062X/Def2T|134.7  |     |     | 1.475|       |168.8  |    |     

++++++++++++++++++++++++++++++++

N2O-.

N2O  mw:44.002 Anion CAS: Z-12274-12-3 fg:7 cnt:240

HOF(A.)=  19.5/0.1  89GUR/VEY    |

----

76HOP/WAH    Datum: DaffH= 9.9/2.3 CIDT | HOF(A-)=15.7/2.3 AfIN p:5

EA(eV)= 0.207

The affinity is at 0K, for N2O- -> N2 + O-. Composite computational methods(18BAR/) indicate electron affinity ca. -0.13 to -0.18 eV, anion unbound.
###### the following are "below the line": evaluated as not accurate ####

----

20SAW/MIL    Datum: EA=-0.29(20) eV Endo p:4

----

73NAL/COM    Datum: EA=>-0.15(10) eV NBIE p:4

----

86COE/SNO    Datum: EA=<0.76(10) eV LPES p:3

Vertical Detachment Energy:ca. 1.5 eV. Anion bent, with little Franck-Condon overlap. Composite computational methods(18BAR/) give a Vertical Detachment Energy of 1.51 eV.

----

71WEN/CHE    Datum: EA=0.27(17) eV [6.2(40) kcal] p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [n2o.zzf]

W1U        |23.5   |     |     |-0.140|       |20.1   |    |     

CBS-QB3    |21.7   |     |     |-0.143|       |18.2   |    |     

G3MP2B3    |24.2   |     |     |-0.215|       |19.2   |    |     

G3MP2B3+   |23.9   |     |     |-0.171|       |19.8   |    |     

G4MP2      |23.2   |     |     |-0.137|       |19.9   |    |     

M062X/Def2T|28.6   |     |     |-0.355|       |20.5   |    |     

B3/6-311++G|17.4   |     |     | 0.214|       |22.1   |    |     

++++++++++++++++++++++++++++++++

N2..O-

N2O  mw:44.002

Core ion CAS: Z-14337-01-0 Solvent: 7727-37-9 fg:201 cnt:10170

HOF(solv)=0.0 Defn

----

02DEC/HEN    Datum: EA=1.666(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [n2o.zcf]

W1U        |82.7   |-56.1|-62.4| 21.3|0.5    |26.1   

M062X/Def2T|28.6   | 10.2|  3.5| 22.5|1.5    |37.4   

B3/6-311++G|79.3   |-53.2|-59.6| 21.5|3.7    |22.3   

++++++++++++++++++++++++++++++++

N2..O2-.

N2O2  mw:59.997

Core ion CAS: Z-11062-77-4 Solvent: 7727-37-9 fg:491 cnt:1715

HOF(solv)=0.0 Defn

----

88POS/JOH    Datum: EA=0.69(3) eV LPES p:8

DaffH(AH)=  5.6/0.7 dEA
###### the following are "below the line": evaluated as not accurate ####

----

70ADA/BOH    Datum: DaffH=<13.6 IMRB | HOF(A-)=>-23.9/1.7 AfIN p:4

N2.bullet..bullet.O2- + O2 -> O4-.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [n2o2-c.zcf]

W1U        |-13.2  |  3.7| -2.9| 22.2|0.5    |-10.0  | 0.568

CBS-QB3    |-13.9  |  3.3| -3.5| 22.8|0.7    |-11.2  | 0.561

G3MP2B3    |-10.1  |  3.0| -3.8| 23.0|0.5    |-7.5   | 0.439

G3MP2B3+   |-11.0  |  3.9| -2.4| 20.9|0.5    |-7.6   | 0.491

G4MP2      |-12.3  |  3.5| -3.4| 23.2|-0.4   |-8.4   |      

M062X/Def2T|-10.1  |  7.0|  0.8| 21.0|1.5    |-4.5   | 0.400

B3/6-311++G|-16.0  |  6.4|  0.1| 20.8|3.7    |-13.4  | 0.874

++++++++++++++++++++++++++++++++

NNO2-

N2O2  mw:59.997 Anion CAS: Z-12533-50-5 fg:50 cnt:3985

----

95ARN/NEU    Datum: EA=3.351(10) eV LPES p:9

Anion: C2V NNO2-. Neutral: triplet. There are lower dissociation limits to O- + N2O.

----

08PIC/GRU    Datum: EA=3.67(2) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

02LI_/CON    Datum: DaffH= 23.1/1.2 PEPI | HOF(A-)=22.3/1.2 AfIN p:8

----

96OSB/LEA    Datum: DaffH= 32.3/0.7 PDis p:7

Affinity at 0 K.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nno2.zaf]

W1U        |12.3   |322.8|316.8| 3.540|55.3   |94.0   |20.3|90.8 

CBS-QB3    |8.9    |321.2|314.8| 3.595|53.5   |91.9   |21.5|90.6 

G3MP2B3    |14.6   |325.9|319.4| 3.380|55.9   |92.7   |22.0|88.9 

G3MP2B3+   |14.4   |325.8|319.3| 3.389|55.8   |92.6   |21.7|89.0 

G4MP2      |13.6   |326.3|320.0| 3.424|54.4   |92.7   |21.1|90.4 

M062X/Def2T|16.1   |322.8|316.7| 3.401|58.0   |94.7   |20.3|88.8 

B3/6-311++G|7.4    |320.0|313.6| 3.681|54.7   |92.4   |21.7|89.9 

++++++++++++++++++++++++++++++++

(NO)2-.

N2O2  mw:59.997 Anion CAS: Z-12533-50-5 fg:7 cnt:4365

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

02LI_/CON    Datum: DaffH= 39.2/1.2 PEPI | HOF(A-)=3.7/1.3 AfIN p:9

----

88POS/JOH    Datum: EA=<1.19 eV LPES p:8

The stated EA is onset of dissocation and electron detachment; upper limit.

----

98TSU/SAE    Datum: EA=2.93(5) eV LPES p:7

DaffH(AH)=  67.0/1.2 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [onno-e.zzf]

W1U        |4.8    | 38.4| 27.9| 35.4|22.1   |21.1   | 1.706

CBS-QB3    |0.8    | 40.3| 29.7| 35.5|20.7   |20.4   | 1.710

G3MP2B3    |5.8    | 42.1| 38.1| 13.9|19.2   |28.7   | 1.562

G3MP2B3+   |5.7    | 43.0| 35.7| 24.4|19.8   |28.9   | 1.573

G4MP2      |4.3    | 39.3| 28.7| 35.7|21.2   |22.5   | 1.606

M062X/Def2T|6.6    | 39.9| 29.3| 35.7|22.6   |23.9   | 1.988

B3/6-311++G|-0.8   | 37.5| 26.9| 35.4|23.1   |13.7   | 2.200

++++++++++++++++++++++++++++++++

N2O..O2-.

N2O3  mw:75.991

Core ion CAS: Z-11062-77-4 Solvent: 10024-97-2 fg:491 cnt:1717

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

70ADA/BOH    Datum: DaffH=<13.6 IMRB | HOF(A-)=>-4.4/1.7 AfIN p:6

N2O.bullet..bullet.O2- + O2 -> O4- + N2O.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [n2oo2.zcf]

G3MP2B3    |20.3   | -8.6|-10.5|  6.9|19.2   |-7.5   

G3MP2B3+   |5.2    |  7.1| -0.3| 24.8|19.8   |-7.6   

M062X/Def2T|8.8    |  7.7|  2.1| 18.9|21.1   |-4.5   

++++++++++++++++++++++++++++++++

N2..O3-.

N2O3  mw:75.991

Core ion CAS: Z-12596-80-4 Solvent: 7727-37-9 fg:7 cnt:1819

HOF(solv)=0.0 Defn

----

88HIR/       Datum: DaffG= -2.8/0.5 TDAs | HOF(A-)=-17.1/0.5 AfIN p:7

DaffH(X..Y-)= 2.7/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [n2o3.zcf]

W1U        |-14.2  |  1.0| -3.3| 14.5|0.5    |-13.7  

CBS-QB3    |-16.8  |  0.3| -3.6| 13.2|0.7    |-17.2  

G3MP2B3    |-11.1  | -0.6| -5.9| 17.7|0.5    |-12.2  

G3MP2B3+   |-13.6  |  1.7| -1.8| 11.8|0.5    |-12.3  

G4MP2      |-14.2  |  0.6| -4.7| 17.7|-0.4   |-13.2  

M062X/Def2T|-8.5   |  2.1| -2.4| 15.1|1.5    |-7.9   

++++++++++++++++++++++++++++++++

NO..NO2-

N2O3  mw:75.991 Anion CAS: Z-194856-62-7 fg:488 cnt:5992

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

02LUO/CLE    Datum: DaffH= 5.3/1.2 PEPI | HOF(A-)=-27.7/1.2 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [onono.zaf]

W1U        |-24.6  |  2.5| -4.9| 24.8|22.1   |-44.2  

CBS-QB3    |-27.8  |  2.0| -5.6| 25.4|20.7   |-46.5  

G3MP2B3    |-24.4  |  1.4| -6.1| 25.2|21.5   |-44.4  

G3MP2B3+   |-25.3  |  2.1| -5.2| 24.3|21.4   |-44.6  

G4MP2      |-26.8  |  3.0| -4.4| 24.9|21.2   |-45.0  

M062X/Def2T|-20.5  |  5.4| -0.9| 20.9|22.6   |-37.6  

B3/6-311++G|-28.2  |  7.0| -0.3| 24.3|23.1   |-44.3  

++++++++++++++++++++++++++++++++

N2..{O2}..O2-.

N2O4  mw:91.986 fg:491 cnt:1821

HOF(solv)=0.0 Defn

----

88HIR/       Datum: DaffG= -2.1/0.5 TDAs p:7

DaffH(X..Y-)= 2.9/0.2 TDAs

++++++++++++++++++++++++++++++++

Pt2(N2)-

N2Pt2  mw:417.936 Anion CAS: Z-445467-08-3 fg:20 cnt:6649

----

05NEE/STA    Datum: EA=2.8(2) eV LPES p:8

++++++++++++++++++++++++++++++++

N3-

N3  mw:42.010 Anion CAS: Z-14343-69-2 fg:2 cnt:78

HOF(A.)= 112.2/2.1 D+AH          | BDE(A-H)= 89.7/0.1 PDis 99COO/LAN 

HOF(AH)=  70.3/0.5  89GUR/VEY    |

DacidS=20.0/0.2 Stat |  S(A-)=51.1/0.1 Isoe |  S(AH)=57.1/0.1  82WAG/EVA

----

04YAN/KIR    Datum: EA=2.68(3) eV LPES | HOF(A-)=46.2/1.0 Acid p:9

DacidG(AH)= 335.5/0.7 H-TS| DacidH(AH)= 341.5/0.9 D-EA

----

85ILL/COM    Datum: EA=2.76(4) eV LPD  p:9

----

81PEL/JAC    Datum: DacidG= 338.0/2.9 IMRB p:8

DacidH(AH)= 344.0/2.9 G+TS

Acidity near HCO2H.

----

81JAC/PEL    Datum: EA=2.69(12) eV LPD  [62.1(28) kcal] p:8

----

76ENG/LIN    Datum: EA=>2.54 eV LPES p:7
###### the following are "below the line": evaluated as not accurate ####

----

58FRA/DIB #  Datum: HOF(A-)=43.0/4.6 EIAE p:4

DacidH(AH)= 338.5/5.0 A-AH  EA(eV)= 3.002

From MeN3 and HN3. Reworked with modern neutral thermochemistry.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [n3.zaf]

W1U        |46.0   |341.9|336.0| 2.640|70.0   |107.2  |19.8|89.3 

CBS-QB3    |45.3   |341.5|335.6| 2.668|69.5   |107.0  |19.8|89.5 

G3MP2B3    |45.2   |342.1|336.3| 2.718|70.3   |108.0  |19.6|89.8 

G3MP2B3+   |45.0   |341.9|336.1| 2.726|70.2   |107.9  |19.7|89.8 

G4MP2      |44.6   |342.2|336.4| 2.687|69.5   |106.8  |19.6|89.4 

M062X/Def2T|49.3   |343.9|338.0| 2.564|70.2   |108.6  |19.6|90.6 

B3/6-311++G|39.8   |340.1|334.2| 2.691|67.0   |101.9  |19.7|87.1 

++++++++++++++++++++++++++++++++

N2O..NO-

N3O2  mw:74.000

Core ion CAS: Z-14967-78-3 Solvent: 10024-97-2 fg:492 cnt:1448

HOF(A.)=  41.5/0.5               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

02HEN/DEC    Datum: EA=0.247(3) eV LPES | HOF(A-)=35.5/0.6 AfIN p:9

DaffH(AH)=  5.1/0.1 dEA

----

10GRU/PIC    Datum: EA=0.1(1) eV PVMI p:8

Vertical Detachment Energy:0.78(1) eV.

----

87COE/SNO    Datum: EA=0.258(9) eV LPES p:8

DaffH(AH)=  5.4/0.2 dEA

Ion-dipole complex; see 98RES/ZEN.

----

98RES/ZEN    Datum: DaffH= 46.1/4.6 PDis p:6

Covalently bound species; the ion-dipole complex electron affinity of 87COE/SNO is also observed.
###### the following are "below the line": evaluated as not accurate ####

----

99TOR/SUL    Datum: DaffH= 17.5/2.3 CIDT | HOF(A-)=23.1/2.4 AfIN p:4

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [o2nn2.zcf]

G3MP2B3    |-44.4  |  0.4| -6.2| 22.3|0.5    |-44.4  | 2.290

G3MP2B3+   |-45.5  |  1.3| -3.2| 15.2|0.5    |-44.6  |      

M062X/Def2T|-38.7  |  2.6| -2.4| 16.6|1.5    |-37.6  |      

B3/6-311++G|-41.5  |  0.8| -3.7| 15.1|3.7    |-44.3  |      

++++++++++++++++++++++++++++++++

(NO)3-.

N3O3  mw:89.995 Anion CAS: Z-12533-51-6 fg:7 cnt:4366

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

98TSU/SAE    Datum: EA=3.70(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy. Probably covalent -ON(NO)2.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [n3o3-c.zaf]

G3MP2B3    |1.4    |     |     |     |       |       | 3.736

B3/6-311++G|-6.0   |     |     |     |       |       | 1.295

++++++++++++++++++++++++++++++++

(O2N)2N-

N3O4  mw:105.989 Anion CAS: Z-134757-80-5 fg:50 cnt:2837

DacidS=23.1/3.0 Calc | 

----

92SCH/KRE #  Datum: DacidG= 300.5/7.0 IMRB p:7

DacidH(AH)= 307.4/7.1 G+TS

Given: .DELTA.acidG: 297/7 kcal/mol. Acidity between H2SO4, HNO3.bullet..bullet.NO3-. Readjusted to newer acidities - JEB.

----

92SCH/KRE    Datum: EA=>2.55 eV IMRB p:5

No electron transfer to Cl2. Composite computational methods(18BAR/) indicate an electron affinity ca. 103-105 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o2n2n.zaf]

W1U        |-28.8  |310.2|304.0| 4.525|26.8   |76.1   |21.1|101.3

CBS-QB3    |-34.9  |308.4|301.5| 4.563|22.4   |70.8   |23.0|100.5

G3MP2B3    |-27.3  |310.8|303.9| 4.438|29.1   |75.6   |23.2|98.6 

G3MP2B3+   |-27.5  |310.6|304.0| 4.447|29.1   |75.5   |22.4|98.5 

G4MP2      |-27.9  |310.7|303.8| 4.348|28.6   |72.9   |23.0|96.4 

M062X/Def2T|-28.2  |307.4|300.9| 4.684|29.0   |80.2   |21.9|103.2

B3/6-311++G|-26.4  |306.4|299.8| 4.589|34.5   |79.9   |22.0|97.5 

++++++++++++++++++++++++++++++++

(NO)2..NO2-

N3O4  mw:105.989 fg:488 cnt:5993

HOF(solv)=  21.8/0.1 neut 89GUR/VEY

----

02LUO/CLE    Datum: DaffH= 3.5/1.2 PEPI | HOF(A-)=-9.4/1.7 AfIN p:8

++++++++++++++++++++++++++++++++

diphosphatriazolide-

N3P2  mw:103.957 Anion CAS: Z-1797448-58-8 fg:20 cnt:8874

----

16HOU/CHE    Datum: EA=3.765(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [p2n3.zaf]

W1U        |32.1   |330.0|322.5| 3.792|67.9   |119.7  |25.4|103.9

CBS-QB3    |28.0   |328.3|320.8| 3.816|65.4   |116.2  |25.3|102.9

G3MP2B3    |31.6   |329.1|321.5| 3.892|69.8   |121.6  |25.3|103.9

G3MP2B3+   |31.5   |329.1|321.5| 3.892|69.7   |121.5  |25.4|103.9

G4MP2      |30.4   |329.7|322.2| 3.801|67.8   |118.2  |25.4|102.5

M062X/Def2T|30.9   |332.5|325.0| 3.575|63.1   |113.5  |25.4|102.5

B3/6-311++G|41.8   |331.1|323.5| 3.714|78.0   |127.6  |25.3|101.7

++++++++++++++++++++++++++++++++

(N2O)2-.

N4O2  mw:88.003 Anion CAS: Z-101550-34-9 fg:7 cnt:1104

HOF(A.)=  51.7/2.3               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

86COE/SNO    Datum: EA=0.95(10) eV LPES | HOF(A-)=29.8/0.1 AfIN p:8

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [n2on2o.zzf]

G3MP2B3    |6.3    |     |     |     |       |       | 1.742

M062X/Def2T|6.1    |     |     |     |       |       | 1.573

B3/6-311++G|2.3    |     |     |     |       |       | 2.403

++++++++++++++++++++++++++++++++

(N2O)2..O-.

N4O3  mw:103.998 fg:487 cnt:3557

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

94HIR/FUJ    Datum: DaffG= -0.3/1.0 TDAs | HOF(A-)=17.8/1.3 AfIN p:8

DaffH(X..Y-)= 5.4/0.2 TDAs

++++++++++++++++++++++++++++++++

N2O..NNO2-.

N4O3  mw:103.998 fg:7 cnt:9643

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

08PIC/GRU    Datum: EA=3.87(2) eV PVMI p:8

DaffH(AH)=  12.0/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2O)2..O2-.

N4O4  mw:119.993 fg:491 cnt:3546

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

94HIR/FUJ    Datum: DaffG= 0.6/1.0 TDAs | HOF(A-)=6.4/1.7 AfIN p:8

DaffH(X..Y-)= 8.7/0.2 TDAs

++++++++++++++++++++++++++++++++

(NO)4-

N4O4  mw:119.993 Anion CAS: Z-215790-46-8 fg:7 cnt:9950

----

98TSU/SAE    Datum: EA=3.80(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [no4.zzf]

CBS-QB3    |29.4   |     |     | 2.271|       |82.5   |    |     

G3MP2B3    |36.0   |     |     | 2.120|       |85.8   |    |     

G3MP2B3+   |35.0   |     |     | 2.140|       |85.1   |    |     

G4MP2      |32.3   |     |     | 2.230|       |84.6   |    |     

M062X/Def2T|37.4   |     |     | 3.051|       |107.7  |    |     

B3/6-311++G|33.5   |     |     | 2.861|       |100.3  |    |     

++++++++++++++++++++++++++++++++

(N2O)2..NO-

N5O3  mw:118.001 fg:492 cnt:1449

HOF(A.)=  61.3/0.5               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

02HEN/DEC    Datum: EA=0.502(3) eV LPES | HOF(A-)=49.2/0.6 AfIN p:9

DaffH(AH)=  5.9/0.1 dEA

----

10GRU/PIC    Datum: EA=0.3(1) eV PVMI p:8

DaffH(AH)=  1.2/2.3 dEA

Vertical Detachment Energy:1.00(1) eV.

----

94HIR/FUJ    Datum: DaffG= -1.0/1.0 TDAs | HOF(A-)=49.4/0.6 AfIN p:8

DaffH(X..Y-)= 5.6/0.2 TDAs

----

87COE/SNO    Datum: EA=0.513(22) eV LPES p:8

DaffH(AH)=  6.1/0.5 dEA
###### the following are "below the line": evaluated as not accurate ####

----

07VEL/HAB    Datum: EA=0.24(1) eV LPES p:4

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [n2o2no.zcf]

G3MP2B3    |35.9   | -3.3| -7.1| 13.2|19.2   |13.4   

++++++++++++++++++++++++++++++++

(NO)5-

N5O5  mw:149.990 Anion CAS: Z-160551-34-8 fg:7 cnt:9951

----

98TSU/SAE    Datum: EA=3.87(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2O)3..O-.

N6O4  mw:147.999 fg:487 cnt:3558

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

08PIC/GRU    Datum: EA=2.47(2) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

94HIR/FUJ    Datum: DaffG= -0.9/1.0 TDAs | HOF(A-)=31.9/1.4 AfIN p:8

DaffH(X..Y-)= 5.4/0.2 TDAs

++++++++++++++++++++++++++++++++

(N2O)2..NNO2-.

N6O4  mw:147.999 fg:7 cnt:9644

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

08PIC/GRU    Datum: EA=4.01(2) eV PVMI p:8

DaffH(AH)=  3.2/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2O)3..O2-.

N6O5  mw:163.994 fg:491 cnt:3547

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

94HIR/FUJ    Datum: DaffG= -0.8/1.0 TDAs | HOF(A-)=19.5/1.7 AfIN p:8

DaffH(X..Y-)= 6.4/0.2 TDAs

++++++++++++++++++++++++++++++++

(NO)6-

N6O6  mw:179.988 Anion CAS: Z-215790-47-9 fg:7 cnt:9952

----

98TSU/SAE    Datum: EA=3.97(7) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2O)3..NO-

N7O4  mw:162.002 fg:492 cnt:3552

HOF(A.)=  81.0/0.5               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

02HEN/DEC    Datum: EA=0.729(3) eV LPES | HOF(A-)=63.4/0.6 AfIN p:9

DaffH(AH)=  5.2/0.1 dEA

----

10GRU/PIC    Datum: EA=0.5(1) eV PVMI p:8

Vertical Detachment Energy:1.21(1) eV.

----

94HIR/FUJ    Datum: DaffG= -1.2/1.0 TDAs | HOF(A-)=63.6/0.6 AfIN p:8

DaffH(X..Y-)= 5.1/0.2 TDAs

----

07VEL/HAB    Datum: EA=0.44(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(NO)7-

N7O7  mw:209.986 Anion CAS: Z-215790-49-1 fg:7 cnt:9953

----

98TSU/SAE    Datum: EA=4.04(2) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2O)4..O-.

N8O5  mw:192.000 fg:487 cnt:3559

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

08PIC/GRU    Datum: EA=2.72(1) eV PVMI p:8

DaffH(AH)=  5.8/0.5 dEA

The stated EA is the Vertical Detachment Energy.

----

94HIR/FUJ    Datum: DaffG= -2.0/1.0 TDAs | HOF(A-)=14.3/0.2 AfIN p:8

DaffH(X..Y-)= 5.2/0.2 TDAs

++++++++++++++++++++++++++++++++

(N2O)4..O2-.

N8O6  mw:207.995 fg:491 cnt:3548

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

94HIR/FUJ    Datum: DaffG= -1.5/1.0 TDAs | HOF(A-)=33.3/1.7 AfIN p:8

DaffH(X..Y-)= 5.7/0.2 TDAs

++++++++++++++++++++++++++++++++

(N2O)4..NO-

N9O5  mw:206.003 fg:492 cnt:3553

HOF(A.)= 100.8/0.5               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

02HEN/DEC    Datum: EA=0.946(3) eV LPES | HOF(A-)=77.9/0.6 AfIN p:9

DaffH(AH)=  5.0/0.1 dEA

----

10GRU/PIC    Datum: EA=0.7(1) eV PVMI p:8

Vertical Detachment Energy:1.41(1) eV.

----

94HIR/FUJ    Datum: DaffG= -1.2/1.0 TDAs | HOF(A-)=78.4/0.7 AfIN p:8

DaffH(X..Y-)= 4.5/0.2 TDAs

----

07VEL/HAB    Datum: EA=0.64(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2O)5..O-.

N10O6  mw:236.001 fg:487 cnt:3560

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

08PIC/GRU    Datum: EA=2.91(2) eV PVMI p:8

DaffH(AH)=  4.4/0.5 dEA

The stated EA is the Vertical Detachment Energy.

----

94HIR/FUJ    Datum: DaffG= -2.3/1.0 TDAs | HOF(A-)=14.3/0.2 AfIN p:8

DaffH(X..Y-)= 5.2/0.2 TDAs

++++++++++++++++++++++++++++++++

(N2O)5..O2-.

N10O7  mw:251.996 fg:491 cnt:3549

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

94HIR/FUJ    Datum: DaffG= -1.9/1.0 TDAs | HOF(A-)=47.5/1.7 AfIN p:8

DaffH(X..Y-)= 5.3/0.2 TDAs

++++++++++++++++++++++++++++++++

WN10-

N10W  mw:323.982 fg:19 cnt:11719

----

24LIU/LI     Datum: EA=1.582(30) eV LPES p:8

The stated EA is both the adiabatic EA, and the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [wn10.zz0]

M062X/Def2T|110.7  |     |     |     |       |       | 1.234

++++++++++++++++++++++++++++++++

(N2O)5..NO-

N11O6  mw:250.004 fg:492 cnt:3554

HOF(A.)= 120.5/0.6               |

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

02HEN/DEC    Datum: EA=1.128(3) eV LPES | HOF(A-)=93.2/0.7 AfIN p:9

DaffH(AH)=  4.2/0.1 dEA

----

94HIR/FUJ    Datum: DaffG= -1.5/1.0 TDAs | HOF(A-)=92.9/0.7 AfIN p:8

DaffH(X..Y-)= 4.5/0.2 TDAs

----

07VEL/HAB    Datum: EA=0.84(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2O)6..O-.

N12O7  mw:280.002 fg:487 cnt:3561

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

08PIC/GRU    Datum: EA=3.12(2) eV PVMI p:8

DaffH(AH)=  4.8/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

94HIR/FUJ    Datum: DaffG= -2.7/1.0 TDAs | HOF(A-)=14.4/0.2 AfIN p:8

DaffH(X..Y-)= 5.1/0.2 TDAs

++++++++++++++++++++++++++++++++

(N2O)6..O2-.

N12O8  mw:295.997 fg:491 cnt:3550

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

94HIR/FUJ    Datum: DaffG= -2.2/1.0 TDAs | HOF(A-)=62.0/1.8 AfIN p:8

DaffH(X..Y-)= 5.0/0.2 TDAs

++++++++++++++++++++++++++++++++

(N2O)6..NO-

N13O7  mw:294.005 fg:492 cnt:3555

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

94HIR/FUJ    Datum: DaffG= -1.9/1.0 TDAs | HOF(A-)=108.3/0.7 AfIN p:8

DaffH(X..Y-)= 4.4/0.2 TDAs

----

07VEL/HAB    Datum: EA=1.04(1) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2O)7..O-.

N14O8  mw:324.003 fg:487 cnt:3562

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

08PIC/GRU    Datum: EA=3.22(1) eV PVMI p:8

DaffH(AH)=  2.3/0.5 dEA

The stated EA is the Vertical Detachment Energy.

----

94HIR/FUJ    Datum: DaffG= -3.3/1.0 TDAs | HOF(A-)=14.4/0.2 AfIN p:8

DaffH(X..Y-)= 5.1/0.2 TDAs

++++++++++++++++++++++++++++++++

(N2O)7..NO-

N15O8  mw:338.006 fg:492 cnt:3556

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

94HIR/FUJ    Datum: DaffG= -2.7/1.0 TDAs | HOF(A-)=123.6/0.8 AfIN p:8

DaffH(X..Y-)= 4.2/0.3 TDAs

----

07VEL/HAB    Datum: EA=1.24(1) eV LPES p:7

DaffH(AH)=  4.6/0.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2O)8..O-.

N16O9  mw:368.004 fg:487 cnt:9641

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

08PIC/GRU    Datum: EA=3.25(2) eV PVMI p:8

DaffH(AH)=  0.7/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(N2O)9..O-.

N18O10  mw:412.005 fg:487 cnt:9642

HOF(solv)=  19.5/0.1 neut 89GUR/VEY

----

08PIC/GRU    Datum: EA=3.29(1) eV PVMI p:8

DaffH(AH)=  0.9/0.5 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Na-

Na  mw:22.990 Anion CAS: Z-19181-13-6 fg:1 cnt:8

HOF(A.)=  25.7/0.1  82WAG/EVA    | BDE(A-H)= 45.2/0.1  15WAL/SEN     

HOF(AH)=  32.6/0.1 R-DH          |

DacidS=16.4/0.1 A-AH |  S(A-)=35.4/0.1  98JANAF |  S(AH)=45.0/0.1  82WAG/EVA | S(A.)=36.7/0.1  82WAG/EVA

----

85HOT/LIN    Datum: EA=0.547926(25) eV LPD  | HOF(A-)=13.0/0.2 Acid p:9

DacidG(AH)= 341.2/0.1 H-TS| DacidH(AH)= 346.1/0.1 D-EA

Given: 0.547926(25) eV. Apparently not published save for this review.

----

74PAT/HOT    Datum: EA=0.548(4) eV LPES p:8

----

74KAI/HEI    Datum: EA=0.539(20) eV LPD  p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na.zaf]

W1U        |13.0   |344.9|340.0| 0.550|34.0   |25.7   |16.4|43.8 

CBS-QB3    |11.0   |343.1|338.2| 0.637|33.6   |25.7   |16.4|44.2 

G3MP2B3    |6.1    |341.3|336.4| 0.846|32.0   |25.7   |16.4|45.7 

G3MP2B3+   |6.1    |341.3|336.4| 0.846|32.0   |25.7   |16.4|45.7 

M062X/Def2T|14.4   |345.1|340.2| 0.487|34.1   |25.7   |16.4|43.7 

B3/6-311++G|12.2   |346.0|341.1| 0.585|33.5   |25.7   |16.4|44.3 

++++++++++++++++++++++++++++++++

NaSO3-

NaO3S  mw:102.947 Anion CAS: Z-1402069-35-5 fg:17 cnt:5965

----

02ZHA/YAN    Datum: EA=2.3(2) eV LPES p:8

Vertical Detachment Energy:2.72(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naso3.zaf]

W1U        |-172.2 |     |     | 1.943|       |-127.3 |    |     

CBS-QB3    |-172.3 |     |     | 1.940|       |-127.5 |    |     

G3MP2B3    |-170.3 |     |     | 2.033|       |-123.3 |    |     

G3MP2B3+   |-170.1 |     |     | 2.023|       |-123.4 |    |     

G4MP2      |-173.4 |     |     | 1.964|       |-128.1 |    |     

M062X/Def2T|-167.6 |     |     | 1.926|       |-123.1 |    |     

B3/6-311++G|-99.3  |     |     | 1.063|       |-75.0  |    |     

++++++++++++++++++++++++++++++++

NaO4-

NaO4  mw:86.970 Anion CAS: Z-439863-81-7 fg:6 cnt:5961

----

02ZHA/YAN    Datum: EA=3.1(2) eV LPES p:8

DaffH(AH)=  35.3/4.7 dEA

Vertical Detachment Energy:3.60(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nao4-t.zcf]

B3/6-311++G|-76.1  |     |     | 3.948|       |15.1   |    |     

++++++++++++++++++++++++++++++++

NaSO4-

NaO4S  mw:118.942 Anion CAS: Z-21343-68-0 fg:17 cnt:1910

----

99WAN/DIN3   Datum: EA=3.5(1) eV LPES p:8

Vertical Detachment Energy:3.9(1) eV.

----

87VOV/RUD *  Datum: HOF(A-)=-230.8/2.9 TDEq p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [naso4.zaf]

CBS-QB3    |-232.6 |     |     | 3.432|       |-153.2 |    |     

G3MP2B3    |-227.3 |     |     | 3.383|       |-149.0 |    |     

G3MP2B3+   |-227.3 |     |     | 3.372|       |-149.2 |    |     

G4MP2      |-232.3 |     |     | 3.276|       |-156.5 |    |     

M062X/Def2T|-227.6 |     |     | 3.349|       |-150.0 |    |     

B3/6-311++G|-163.6 |     |     | 3.294|       |-87.4  |    |     

++++++++++++++++++++++++++++++++

NaWO4-

NaO4W  mw:270.921 Anion CAS: Z-121484-04-6 fg:17 cnt:2160

----

89RUD/VOV *  Datum: HOF(A-)=-270.7/3.6 TDEq p:8

.DELTA.fH(A-) at 0 K.

++++++++++++++++++++++++++++++++

NaO5-

NaO5  mw:102.965 Anion CAS: Z-439863-85-1 fg:6 cnt:5964

----

02ZHA/YAN    Datum: EA=3.2(2) eV LPES p:8

Vertical Detachment Energy:3.53(8) eV.

++++++++++++++++++++++++++++++++

NaP4-

NaP4  mw:146.885 Anion CAS: Z-478549-83-6 fg:19 cnt:10229

----

02KUZ/ZHA    Datum: EA=2.2(1) eV LPES p:8

Vertical Detachment Energy:2.52(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nap4.zzf]

W1U        |-7.7   |     |     | 1.799|       |33.9   |    |     

G3MP2B3    |-12.4  |     |     | 1.883|       |31.1   |    |     

B3/6-311++G|18.7   |     |     | 1.928|       |63.3   |    |     

++++++++++++++++++++++++++++++++

NaS5-

NaS5  mw:182.851 Anion CAS: N-2937420-93-2 fg:19 cnt:9935

----

19LI_/HU     Datum: EA=3.27(5) eV LPES p:8

Vertical Detachment Energy:3.43(2) eV.

++++++++++++++++++++++++++++++++

NaS6-

NaS6  mw:214.823 Anion CAS: N-2937420-94-3 fg:19 cnt:9936

----

19LI_/HU     Datum: EA=3.44(5) eV LPES p:8

Vertical Detachment Energy:3.57(2) eV.

++++++++++++++++++++++++++++++++

NaS7-

NaS7  mw:246.795 Anion CAS: Z-3050903-45-9 fg:19 cnt:9937

----

19LI_/HU     Datum: EA=3.65(5) eV LPES p:8

Vertical Detachment Energy:3.82(3) eV.

++++++++++++++++++++++++++++++++

NaS8-

NaS8  mw:278.767 Anion CAS: Z-3050903-46-0 fg:19 cnt:9938

----

19LI_/HU     Datum: EA=3.75(5) eV LPES p:8

Vertical Detachment Energy:3.86(2) eV.

++++++++++++++++++++++++++++++++

NaS9-

NaS9  mw:310.739 Anion CAS: N-2418531-39-0 fg:19 cnt:9939

----

19LI_/HU     Datum: EA=3.93(5) eV LPES p:8

Vertical Detachment Energy:4.00(2) eV.

++++++++++++++++++++++++++++++++

NaSb4-

NaSb4  mw:506.606 Anion CAS: Z-478549-85-8 fg:19 cnt:10231

----

02KUZ/ZHA    Datum: EA=2.3(1) eV LPES p:8

Vertical Detachment Energy:2.48(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nasb4-r.za0]

M062X/Def2T|101.1  |     |     | 1.698|       |140.3  |    |     

++++++++++++++++++++++++++++++++

Si4Na-.

NaSi4  mw:134.898 Anion CAS: Z-164231-07-6 fg:19 cnt:4165

----

04ZHA/KUZ    Datum: EA=1.49(4) eV LPES p:8

Vertical Detachment Energy:1.52(3) eV.

----

97KIS/KAW    Datum: EA=1.30(5) eV LPES p:8

Vertical Detachment Energy:1.55(2) eV.

----

96KAY/NAK    Datum: EA=1.2(1) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si4na.zzf]

W1U        |107.9  |     |     | 1.745|       |148.1  |    |     

G3MP2B3    |99.9   |     |     | 1.977|       |145.5  |    |     

B3/6-311++G|144.3  |     |     | 1.763|       |185.0  |    |     

++++++++++++++++++++++++++++++++

Si5Na-.

NaSi5  mw:162.875 Anion CAS: Z-164231-08-7 fg:19 cnt:4166

----

97KIS/KAW    Datum: EA=2.45(5) eV LPES p:8

Vertical Detachment Energy:2.81(1) eV.

----

05ZUB/BOL    Datum: EA=2.55(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

96KAY/NAK    Datum: EA=2.1(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Si6Na-.

NaSi6  mw:190.852 Anion CAS: Z-164231-09-8 fg:19 cnt:4169

----

06ZUB/ALE    Datum: EA=1.80(5) eV LPES p:8

Vertical Detachment Energy:1.96(5) eV.

----

97KIS/KAW    Datum: EA=1.90(6) eV LPES p:8

Vertical Detachment Energy:2.10(4) eV.

----

96KAY/NAK    Datum: EA=1.6(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Si7Na-.

NaSi7  mw:218.829 Anion CAS: Z-164231-10-1 fg:19 cnt:4172

----

97KIS/KAW    Datum: EA=1.94(4) eV LPES p:8

----

96KAY/NAK    Datum: EA=2.0(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Si8Na-.

NaSi8  mw:246.806 Anion CAS: Z-643027-42-3 fg:19 cnt:4175

----

97KIS/KAW    Datum: EA=2.44(13) eV LPES p:8

----

96KAY/NAK    Datum: EA=2.1(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Si9Na-.

NaSi9  mw:274.783 Anion CAS: Z-201862-31-9 fg:19 cnt:4178

----

97KIS/KAW    Datum: EA=2.66(8) eV LPES p:8

----

96KAY/NAK    Datum: EA=2.1(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Si10Na-.

NaSi10  mw:302.760 Anion CAS: Z-201862-34-2 fg:19 cnt:4181

----

97KIS/KAW    Datum: EA=2.57(22) eV LPES p:8

----

96KAY/NAK    Datum: EA=2.1(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Si11Na-.

NaSi11  mw:330.737 Anion CAS: Z-201862-36-4 fg:19 cnt:4184

----

97KIS/KAW    Datum: EA=2.59(25) eV LPES p:8

----

96KAY/NAK    Datum: EA=1.5(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Si12Na-

NaSi12  mw:358.713 Anion CAS: N-152379-86-7 fg:20 cnt:11853

----

96KAY/NAK    Datum: EA=1.7(1) eV LPES p:8

++++++++++++++++++++++++++++++++

Si13Na-

NaSi13  mw:386.690 Anion CAS: N-152379-87-8 fg:20 cnt:11854

----

96KAY/NAK    Datum: EA=1.7(1) eV LPES p:8

++++++++++++++++++++++++++++++++

NaSn4-

NaSn4  mw:502.599 Anion CAS: Z-1315571-02-8 fg:19 cnt:8077

----

11ZHE/THO    Datum: EA=2.10(10) eV LPES p:7

Vertical Detachment Energy:2.17(5) eV.

++++++++++++++++++++++++++++++++

NaSn5-

NaSn5  mw:622.501 Anion CAS: Z-1315571-06-2 fg:19 cnt:8081

----

11ZHE/THO    Datum: EA=2.42(10) eV LPES p:7

Vertical Detachment Energy:2.65(5) eV.

++++++++++++++++++++++++++++++++

NaSn6-

NaSn6  mw:742.403 Anion CAS: Z-1257092-90-2 fg:19 cnt:8082

----

11ZHE/THO    Datum: EA=2.12(10) eV LPES p:7

Vertical Detachment Energy:2.20(5) eV.

++++++++++++++++++++++++++++++++

NaSn7-

NaSn7  mw:862.306 Anion CAS: Z-1315571-07-3 fg:19 cnt:8083

----

11ZHE/THO    Datum: EA=2.05(10) eV LPES p:7

Vertical Detachment Energy:2.18(5) eV.

++++++++++++++++++++++++++++++++

Na2-

Na2  mw:45.980 Anion CAS: Z-58799-98-7 fg:2 cnt:2316

HOF(A.)=  34.0/0.1  82WAG/EVA    |

----

89MCH/EAT    Datum: EA=0.430(15) eV LPES | HOF(A-)=24.0/0.4 R-EA p:8

DaffH(AH)=  14.6/0.4 A-IN

Vertical Detachment Energy:0.543(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na2-d.zzf]

W1U        |22.3   |     |     | 0.512|       |34.0   |    |     

CBS-QB3    |19.3   |     |     | 0.629|       |33.8   |    |     

G3MP2B3    |17.4   |     |     | 0.583|       |30.8   |    |     

G3MP2B3+   |17.5   |     |     | 0.581|       |30.8   |    |     

G4MP2      |18.0   |     |     | 0.695|       |33.9   |    |     

M062X/Def2T|21.4   |     |     | 0.404|       |30.6   |    |     

B3/6-311++G|23.3   |     |     | 0.469|       |34.1   |    |     

++++++++++++++++++++++++++++++++

(NaSO4)2=

Na2O8S2  mw:237.884 Anion CAS: Z-950181-30-3 fg:17 cnt:10463

----

99WAN/DIN3   Datum: EA=1.6(1) eV LPES p:8

Vertical Detachment Energy:1.96(8) eV.

++++++++++++++++++++++++++++++++

Si5Na2-.

Na2Si5  mw:185.865 Anion CAS: Z-201862-28-4 fg:20 cnt:4167

----

97KIS/KAW    Datum: EA=1.35(5) eV LPES p:7

Vertical Detachment Energy:1.69(4) eV.

++++++++++++++++++++++++++++++++

Si6Na2-.

Na2Si6  mw:213.842 Anion CAS: Z-202017-88-7 fg:20 cnt:4170

----

97KIS/KAW    Datum: EA=1.46(3) eV LPES p:7

Vertical Detachment Energy:2.42(9) eV.

++++++++++++++++++++++++++++++++

Si7Na2-.

Na2Si7  mw:241.819 Anion CAS: Z-181715-27-5 fg:20 cnt:4173

----

97KIS/KAW    Datum: EA=1.61(9) eV LPES p:8

----

96KAY/NAK    Datum: EA=0.9(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Si8Na2-.

Na2Si8  mw:269.796 Anion CAS: Z-202017-91-2 fg:20 cnt:4176

----

97KIS/KAW    Datum: EA=1.06(4) eV LPES p:7

Vertical Detachment Energy:1.28(2) eV.

++++++++++++++++++++++++++++++++

Si9Na2-.

Na2Si9  mw:297.772 Anion CAS: Z-201862-33-1 fg:20 cnt:4179

----

97KIS/KAW    Datum: EA=1.85(5) eV LPES p:7

Vertical Detachment Energy:2.20(4) eV.

++++++++++++++++++++++++++++++++

Si10Na2-.

Na2Si10  mw:325.749 Anion CAS: Z-1350306-41-0 fg:20 cnt:4182

----

97KIS/KAW    Datum: EA=1.78(2) eV LPES p:7

Vertical Detachment Energy:2.21(8) eV.

++++++++++++++++++++++++++++++++

Na2Sn4-

Na2Sn4  mw:525.589 Anion CAS: Z-1315571-03-9 fg:20 cnt:8078

----

11ZHE/THO    Datum: EA=1.55(10) eV LPES p:7

Vertical Detachment Energy:1.67(5) eV.

++++++++++++++++++++++++++++++++

Na3-

Na3  mw:68.970 Anion CAS: Z-120806-37-3 fg:2 cnt:2324

----

89MCH/EAT    Datum: EA=1.019(60) eV LPES p:8

Vertical Detachment Energy:1.158(10) eV.

----

89ARN/EAT    Datum: EA=1.02 eV LPES p:7

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na3#.zaf]

W1U        |28.4   |     |     | 1.076|       |52.9   |    |     

CBS-QB3    |30.8   |     |     | 0.928|       |52.0   |    |     

G3MP2B3    |19.3   |     |     | 1.294|       |48.9   |    |     

G3MP2B3+   |19.3   |     |     | 1.293|       |48.9   |    |     

G4MP2      |16.9   |     |     | 1.352|       |47.8   |    |     

M062X/Def2T|24.5   |     |     | 0.928|       |45.7   |    |     

B3/6-311++G|29.2   |     |     | 1.090|       |54.1   |    |     

++++++++++++++++++++++++++++++++

Na3O-

Na3O  mw:84.965 Anion CAS: Z-1349083-00-6 fg:7 cnt:8150

----

11WAN/GRA    Datum: EA=0.65(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na3o.zzf]

W1U        |-29.2  |     |     | 0.621|       |-15.0  |    |     

CBS-QB3    |-32.7  |     |     | 0.757|       |-15.4  |    |     

G3MP2B3    |-37.9  |     |     | 0.734|       |-21.1  |    |     

G3MP2B3+   |-37.9  |     |     | 0.729|       |-21.1  |    |     

G4MP2      |-36.0  |     |     | 0.762|       |-18.5  |    |     

B3/6-311++G|-23.8  |     |     | 0.615|       |-9.7   |    |     

++++++++++++++++++++++++++++++++

Si5Na3-.

Na3Si5  mw:208.854 Anion CAS: Z-201862-29-5 fg:20 cnt:4168

----

97KIS/KAW    Datum: EA=2.20(4) eV LPES p:7

Vertical Detachment Energy:2.46(8) eV.

++++++++++++++++++++++++++++++++

Si6Na3-.

Na3Si6  mw:236.831 Anion CAS: Z-202017-90-1 fg:20 cnt:4171

----

97KIS/KAW    Datum: EA=1.51(5) eV LPES p:7

Vertical Detachment Energy:2.03(6) eV.

++++++++++++++++++++++++++++++++

Si7Na3-.

Na3Si7  mw:264.808 Anion CAS: Z-201862-30-8 fg:20 cnt:4174

----

97KIS/KAW    Datum: EA=2.41(31) eV LPES p:8

----

96KAY/NAK    Datum: EA=1.7(1) eV LPES p:7

++++++++++++++++++++++++++++++++

Si8Na3-.

Na3Si8  mw:292.785 Anion CAS: Z-201862-32-0 fg:20 cnt:4177

----

97KIS/KAW    Datum: EA=2.02(27) eV LPES p:7

++++++++++++++++++++++++++++++++

Si9Na3-.

Na3Si9  mw:320.762 Anion CAS: Z-202017-92-3 fg:20 cnt:4180

----

97KIS/KAW    Datum: EA=2.02(14) eV LPES p:7

Vertical Detachment Energy:2.67(5) eV.

++++++++++++++++++++++++++++++++

Si10Na3-.

Na3Si10  mw:348.739 Anion CAS: Z-201862-35-3 fg:20 cnt:4183

----

97KIS/KAW    Datum: EA=1.95(13) eV LPES p:7

++++++++++++++++++++++++++++++++

Na3Sn4-

Na3Sn4  mw:548.579 Anion CAS: Z-1315571-04-0 fg:20 cnt:8079

----

11ZHE/THO    Datum: EA=1.38(10) eV LPES p:7

Vertical Detachment Energy:1.51(5) eV.

++++++++++++++++++++++++++++++++

Na4-

Na4  mw:91.960 Anion CAS: Z-148710-11-6 fg:2 cnt:2441

----

89MCH/EAT    Datum: EA=0.91(15) eV LPES p:8

Vertical Detachment Energy:1.145(27) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na4.zzf]

CBS-QB3    |39.2   |     |     | 0.888|       |59.3   |    |     

G3MP2B3    |33.4   |     |     | 0.880|       |53.3   |    |     

G3MP2B3+   |33.5   |     |     | 0.879|       |53.3   |    |     

G4MP2      |31.4   |     |     | 0.827|       |50.1   |    |     

M062X/Def2T|33.8   |     |     | 0.880|       |53.7   |    |     

B3/6-311++G|42.3   |     |     | 0.964|       |64.2   |    |     

++++++++++++++++++++++++++++++++

Na4Sn4-

Na4Sn4  mw:571.568 Anion CAS: Z-1315571-05-1 fg:20 cnt:8080

----

11ZHE/THO    Datum: EA=0.90(10) eV LPES p:7

Vertical Detachment Energy:0.99(5) eV.

++++++++++++++++++++++++++++++++

Na5-

Na5  mw:114.949 Anion CAS: Z-148710-12-7 fg:2 cnt:2442

----

89MCH/EAT    Datum: EA=1.10(10) eV LPES p:8

Vertical Detachment Energy:1.200(50) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [na5.zaf]

W1U        |47.5   |     |     | 0.920|       |68.6   |    |     

CBS-QB3    |46.3   |     |     | 0.925|       |67.5   |    |     

G3MP2B3    |36.1   |     |     | 1.199|       |63.7   |    |     

G3MP2B3+   |36.1   |     |     | 1.202|       |63.7   |    |     

G4MP2      |30.8   |     |     | 1.277|       |60.2   |    |     

M062X/Def2T|39.8   |     |     | 0.943|       |61.4   |    |     

B3/6-311++G|52.9   |     |     | 1.020|       |76.3   |    |     

++++++++++++++++++++++++++++++++

VNa6-

Na6V  mw:188.883 Anion CAS: Z-1427161-18-9 fg:19 cnt:9520

----

13ZHA/WAN2   Datum: EA=0.9(1) eV LPES p:8

Vertical Detachment Energy:1.00(5) eV.

++++++++++++++++++++++++++++++++

V2Na6-

Na6V2  mw:239.827 Anion CAS: Z-1427161-26-9 fg:20 cnt:9524

----

13ZHA/WAN2   Datum: EA=1.0(1) eV LPES p:8

Vertical Detachment Energy:1.20(5) eV.

++++++++++++++++++++++++++++++++

VNa7-

Na7V  mw:211.873 Anion CAS: Z-1427161-19-0 fg:19 cnt:9521

----

13ZHA/WAN2   Datum: EA=0.9(1) eV LPES p:8

Vertical Detachment Energy:1.00(5) eV.

++++++++++++++++++++++++++++++++

VNa8-

Na8V  mw:234.863 Anion CAS: Z-1427161-20-3 fg:19 cnt:9522

----

13ZHA/WAN2   Datum: EA=0.8(1) eV LPES p:8

Vertical Detachment Energy:0.94(5) eV.

++++++++++++++++++++++++++++++++

VNa9-

Na9V  mw:257.852 Anion CAS: Z-1427161-21-4 fg:19 cnt:9523

----

13ZHA/WAN2   Datum: EA=0.8(1) eV LPES p:8

Vertical Detachment Energy:0.95(5) eV.

++++++++++++++++++++++++++++++++

V2Na13-

Na13V2  mw:400.755 Anion CAS: Z-1427161-33-8 fg:20 cnt:9525

----

13ZHA/WAN2   Datum: EA=1.2(1) eV LPES p:8

Vertical Detachment Energy:1.28(5) eV.

++++++++++++++++++++++++++++++++

V2Na14-

Na14V2  mw:423.745 Anion CAS: Z-1427161-34-9 fg:20 cnt:9526

----

13ZHA/WAN2   Datum: EA=1.3(1) eV LPES p:8

Vertical Detachment Energy:1.40(5) eV.

++++++++++++++++++++++++++++++++

V2Na15-

Na15V2  mw:446.735 Anion CAS: Z-1427161-35-0 fg:20 cnt:9527

----

13ZHA/WAN2   Datum: EA=1.3(1) eV LPES p:8

Vertical Detachment Energy:1.40(5) eV.

++++++++++++++++++++++++++++++++

V2Na16-

Na16V2  mw:469.725 Anion CAS: Z-1427161-36-1 fg:20 cnt:9528

----

13ZHA/WAN2   Datum: EA=1.3(1) eV LPES p:8

Vertical Detachment Energy:1.50(5) eV.

++++++++++++++++++++++++++++++++

Nb-

Nb  mw:92.907 Anion CAS: Z-54604-27-2 fg:1 cnt:31

HOF(A.)= 173.5/0.5  82WAG/EVA    | S(A-)=44.5/0.1  98JANAF |  S(AH)= | S(A.)=44.5  82WAG/EVA

----

16LUO/CHE    Datum: EA=0.91740(6) eV SEVI | HOF(A-)=152.3/0.5 R-EA p:9

Given: 0.91740(6) eV.

----

81FEI/COR    Datum: EA=0.893(25) eV LPES p:8

Assigned transition is Nb- 5D to Nb 6D. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nb-k.za0]

M062X/Def2T|147.6  |356.2|351.2| 0.998|156.1  |170.6  |16.7|66.6 

++++++++++++++++++++++++++++++++

NbO-

NbO  mw:108.901 Anion CAS: Z-64883-74-5 fg:5 cnt:11866

----

21ZHA/CHE    Datum: EA=1.128(30) eV PVMI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbo-t.za0]

M062X/Def2T|27.6   |     |     | 1.256|       |56.5   |    |     

++++++++++++++++++++++++++++++++

NbO2-

NbO2  mw:124.897 Anion CAS: Z-64883-75-6 fg:6 cnt:11243

HOF(A.)= -47.8/5.0  02BIN/MIL    |

----

20ZHA/CHE    Datum: EA=1.901(10) eV PVMI | HOF(A-)=-91.6/5.0 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbo2-s.za0]

M062X/Def2T|-66.1  |     |     | 1.633|       |-28.5  |    |     

++++++++++++++++++++++++++++++++

NbO3-

NbO3  mw:140.892 Anion CAS: Z-21563-95-1 fg:6 cnt:4826

----

00JAC/FIS    Datum: DacidG= 358.0/15.0 IMRB p:5

Between EtOH, H2S.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nbo3-s.za0]

M062X/Def2T|-156.9 |338.1|330.9| 4.093|-130.3 |-62.5  |24.1|120.0

++++++++++++++++++++++++++++++++

NbSi3-.

NbSi3  mw:176.838 Anion CAS: Z-1846598-64-8 fg:19 cnt:9191

----

16LU_/CAO    Datum: EA=1.94(8) eV LPES p:8

Vertical Detachment Energy:2.28(8) eV.

++++++++++++++++++++++++++++++++

NbSi4-.

NbSi4  mw:204.815 Anion CAS: Z-1846598-65-9 fg:19 cnt:9192

----

16LU_/CAO    Datum: EA=2.12(8) eV LPES p:8

Vertical Detachment Energy:2.41(8) eV.

++++++++++++++++++++++++++++++++

NbSi5-.

NbSi5  mw:232.792 Anion CAS: Z-1846598-66-0 fg:19 cnt:9193

----

16LU_/CAO    Datum: EA=2.50(8) eV LPES p:8

Vertical Detachment Energy:2.74(8) eV.

++++++++++++++++++++++++++++++++

Si6Nb-

NbSi6  mw:260.768 Anion CAS: Z-1111945-92-6 fg:19 cnt:7682

----

16LU_/CAO    Datum: EA=2.72(8) eV LPES p:8

Vertical Detachment Energy:2.92(8) eV.

----

08KOY/ATO    Datum: EA=2.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si7Nb-

NbSi7  mw:288.745 Anion CAS: Z-1111945-93-7 fg:19 cnt:7683

----

16LU_/CAO    Datum: EA=2.99(8) eV LPES p:8

Vertical Detachment Energy:3.19(8) eV.

----

08KOY/ATO    Datum: EA=2.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si8Nb-

NbSi8  mw:316.722 Anion CAS: Z-1111945-94-8 fg:19 cnt:7684

----

16LU_/CAO    Datum: EA=2.79(8) eV LPES p:8

Vertical Detachment Energy:3.08(8) eV.

----

08KOY/ATO    Datum: EA=2.50(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si9Nb-

NbSi9  mw:344.699 Anion CAS: Z-1111945-95-9 fg:19 cnt:7685

----

16LU_/CAO    Datum: EA=3.14(8) eV LPES p:8

Vertical Detachment Energy:3.32(8) eV.

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si10Nb-

NbSi10  mw:372.676 Anion CAS: Z-1111945-96-0 fg:19 cnt:7686

----

16LU_/CAO    Datum: EA=3.41(8) eV LPES p:8

Vertical Detachment Energy:3.73(8) eV.

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si11Nb-

NbSi11  mw:400.653 Anion CAS: Z-1111945-97-1 fg:19 cnt:7687

----

16LU_/CAO    Datum: EA=3.90(8) eV LPES p:8

Vertical Detachment Energy:4.27(8) eV.

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si12Nb-

NbSi12  mw:428.630 Anion CAS: Z-1111945-98-2 fg:19 cnt:7688

----

16LU_/CAO    Datum: EA=3.90(8) eV LPES p:8

Vertical Detachment Energy:4.00(8) eV.

----

08KOY/ATO    Datum: EA=3.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si13Nb-

NbSi13  mw:456.607 Anion CAS: Z-1111945-99-3 fg:19 cnt:7689

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si14Nb-

NbSi14  mw:484.584 Anion CAS: Z-1111946-00-9 fg:19 cnt:7690

----

08KOY/ATO    Datum: EA=3.50(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si15Nb-

NbSi15  mw:512.561 Anion CAS: Z-1111946-01-0 fg:19 cnt:7691

----

08KOY/ATO    Datum: EA=3.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si16Nb-

NbSi16  mw:540.538 Anion CAS: Z-1111946-02-1 fg:19 cnt:7328

----

07KOY/ATO    Datum: EA=3.05(14) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.30(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si17Nb-

NbSi17  mw:568.515 Anion CAS: Z-1111946-03-2 fg:19 cnt:7692

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si18Nb-

NbSi18  mw:596.492 Anion CAS: Z-1111946-04-3 fg:19 cnt:7693

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Nb@Sn12-

NbSn12  mw:1531.73 Anion CAS: Z-930090-11-2 fg:19 cnt:7272

----

07CUI/HUA    Datum: EA=3.38(6) eV LPES p:8

Vertical Detachment Energy:3.47(5) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Nb2O2-

Nb2O2  mw:217.803 Anion CAS: N-214688-08-1 fg:7 cnt:8138

----

11MAN/WAL    Datum: EA=0.97(1) eV LPES p:9

++++++++++++++++++++++++++++++++

Nb2O3-

Nb2O3  mw:233.798 Anion CAS: N-12059-63-1 fg:7 cnt:8139

----

11MAN/WAL    Datum: EA=1.55(1) eV LPES p:9

Vertical Detachment Energy:1.63 eV.

++++++++++++++++++++++++++++++++

Nb2O4-

Nb2O4  mw:249.793

Core ion CAS: Z-64883-75-6 Solvent: 12034-59-2 fg:7 cnt:8140

HOF(solv)= -47.8/5.0 neut 02BIN/MIL

----

11MAN/WAL    Datum: EA=1.62(1) eV LPES p:9

Vertical Detachment Energy:1.72 eV.

++++++++++++++++++++++++++++++++

Nb2O5-

Nb2O5  mw:265.788 Anion CAS: Z-324740-76-3 fg:7 cnt:8014

----

11MAN/WAL    Datum: EA=3.35(1) eV LPES p:9

Vertical Detachment Energy:3.60 eV.

----

11ZHA/ZHA    Datum: EA=3.33(5) eV LPES p:8

Vertical Detachment Energy:3.58(5) eV.

++++++++++++++++++++++++++++++++

Nb2O6-

Nb2O6  mw:281.783 Anion CAS: Z-1268487-62-2 fg:7 cnt:8015

----

11ZHA/ZHA    Datum: EA=5.35(5) eV LPES p:9

Vertical Detachment Energy:5.74(3) eV.

++++++++++++++++++++++++++++++++

Nb2O7-

Nb2O7  mw:297.778 Anion CAS: Z-1268257-06-2 fg:7 cnt:8016

----

11ZHA/ZHA    Datum: EA=5.25(5) eV LPES p:9

Vertical Detachment Energy:5.64(3) eV.

++++++++++++++++++++++++++++++++

Nb2Si2-.

Nb2Si2  mw:241.767 Anion CAS: N-2104744-11-6 fg:20 cnt:9154

----

17LU_/XU     Datum: EA=1.61(8) eV LPES p:8

Vertical Detachment Energy:1.95(8) eV.

++++++++++++++++++++++++++++++++

Nb2Si3-.

Nb2Si3  mw:269.744 Anion CAS: N-1337534-51-6 fg:20 cnt:9155

----

17LU_/XU     Datum: EA=1.77(8) eV LPES p:8

Vertical Detachment Energy:2.13(8) eV.

++++++++++++++++++++++++++++++++

Nb2Si4-.

Nb2Si4  mw:297.721 Anion CAS: N-2104744-12-7 fg:20 cnt:9156

----

17LU_/XU     Datum: EA=1.89(8) eV LPES p:8

Vertical Detachment Energy:2.23(8) eV.

++++++++++++++++++++++++++++++++

Nb2Si5-.

Nb2Si5  mw:325.698 fg:20 cnt:9157

----

17LU_/XU     Datum: EA=2.00(8) eV LPES p:8

Vertical Detachment Energy:2.37(8) eV.

++++++++++++++++++++++++++++++++

Nb2Si6-.

Nb2Si6  mw:353.675 Anion CAS: N-2104744-13-8 fg:20 cnt:9158

----

17LU_/XU     Datum: EA=2.77(8) eV LPES p:8

Vertical Detachment Energy:2.98(8) eV.

++++++++++++++++++++++++++++++++

Nb2Si7-.

Nb2Si7  mw:381.652 Anion CAS: N-2104744-14-9 fg:20 cnt:9159

----

17LU_/XU     Datum: EA=2.50(8) eV LPES p:8

Vertical Detachment Energy:2.71(8) eV.

++++++++++++++++++++++++++++++++

Nb2Si8-.

Nb2Si8  mw:409.629 fg:20 cnt:9160

----

17LU_/XU     Datum: EA=2.76(8) eV LPES p:8

Vertical Detachment Energy:3.08(8) eV.

++++++++++++++++++++++++++++++++

Nb2Si9-.

Nb2Si9  mw:437.606 Anion CAS: N-2104744-15-0 fg:20 cnt:9161

----

17LU_/XU     Datum: EA=2.62(8) eV LPES p:8

Vertical Detachment Energy:2.94(8) eV.

++++++++++++++++++++++++++++++++

Nb2Si10-.

Nb2Si10  mw:465.583 fg:20 cnt:9162

----

17LU_/XU     Datum: EA=1.79(8) eV LPES p:8

Vertical Detachment Energy:3.07(8) eV.

++++++++++++++++++++++++++++++++

Nb2Si11-.

Nb2Si11  mw:493.559 Anion CAS: N-2104744-16-1 fg:20 cnt:9163

----

17LU_/XU     Datum: EA=2.75(8) eV LPES p:8

Vertical Detachment Energy:3.09(8) eV.

++++++++++++++++++++++++++++++++

Nb2Si12-.

Nb2Si12  mw:521.536 Anion CAS: N-2089427-81-4 fg:20 cnt:9164

----

17LU_/XU     Datum: EA=3.18(8) eV LPES p:8

Vertical Detachment Energy:3.45(8) eV.

++++++++++++++++++++++++++++++++

Nb3-.

Nb3  mw:278.720 Anion CAS: Z-185829-09-8 fg:2 cnt:4667

----

09ZHA/WAN2   Datum: EA=1.03(2) eV LPES p:8

Vertical Detachment Energy:1.07(2) eV.

----

98KIE/MOR    Datum: EA=0.95(5) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

03PRA/KOY    Datum: EA=0.38(5) eV LPES p:6

Vertical Detachment Energy:0.65(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nb3-t.za0]

M062X/Def2T|326.0  |     |     | 0.845|       |345.5  |    |     

++++++++++++++++++++++++++++++++

Nb3O-.

Nb3O  mw:294.715 Anion CAS: Z-768368-81-6 fg:7 cnt:5006

----

01GRE/ALE    Datum: EA=1.393(6) eV LPES p:9

----

09ZHA/WAN2   Datum: EA=1.40(2) eV LPES p:8

The Vertical Detachment Energy is the same as the given electron affinity.

++++++++++++++++++++++++++++++++

Nb3O2-

Nb3O2  mw:310.710 Anion CAS: Z-1115345-15-7 fg:7 cnt:10585

----

09ZHA/WAN2   Datum: EA=1.98(5) eV LPES p:8

Vertical Detachment Energy:2.19(5) eV.

++++++++++++++++++++++++++++++++

Nb3O3-

Nb3O3  mw:326.704 Anion CAS: Z-1228674-84-7 fg:7 cnt:10586

----

10CHE/ZHA    Datum: EA=1.54(2) eV LPES p:8

Vertical Detachment Energy:1.62(2) eV.

++++++++++++++++++++++++++++++++

Nb3O4-

Nb3O4  mw:342.699 Anion CAS: Z-1228674-85-8 fg:7 cnt:10587

----

10CHE/ZHA    Datum: EA=2.15(3) eV LPES p:8

Vertical Detachment Energy:2.26(3) eV.

++++++++++++++++++++++++++++++++

Nb3O5-

Nb3O5  mw:358.694 Anion CAS: Z-1228674-86-9 fg:7 cnt:10588

----

10CHE/ZHA    Datum: EA=1.87(3) eV LPES p:8

Vertical Detachment Energy:2.09(5) eV.

++++++++++++++++++++++++++++++++

Nb3O6-

Nb3O6  mw:374.689 Anion CAS: Z-1228953-79-4 fg:7 cnt:10589

----

10CHE/ZHA    Datum: EA=3.15(5) eV LPES p:8

Vertical Detachment Energy:3.38(3) eV. There is an isomer with electron affinity = 2.7(2) eV, Vertical Detachment Energy 2.84(5) eV.

++++++++++++++++++++++++++++++++

Nb3O7-

Nb3O7  mw:390.684 Anion CAS: Z-1228674-87-0 fg:7 cnt:10590

----

10CHE/ZHA    Datum: EA=3.30(5) eV LPES p:8

Vertical Detachment Energy:3.66(4) eV. There is an isomer with electron affinity = 2.5(1) eV, Vertical Detachment Energy 2.7(1) eV.

++++++++++++++++++++++++++++++++

Nb3O8-

Nb3O8  mw:406.679 Anion CAS: Z-138008-33-0 fg:7 cnt:10591

----

10CHE/ZHA    Datum: EA=5.65(4) eV LPES p:8

Vertical Detachment Energy:5.97(4) eV.

++++++++++++++++++++++++++++++++

Nb4-.

Nb4  mw:371.626 Anion CAS: Z-99241-07-3 fg:2 cnt:4668

----

03PRA/KOY    Datum: EA=0.53(5) eV LPES p:8

Vertical Detachment Energy:0.72(5) eV.

----

98KIE/MOR    Datum: EA=1.60(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb4O10-

Nb4O10  mw:531.575 Anion CAS: Z-324740-78-5 fg:7 cnt:6953

----

07ZHA/DOB    Datum: EA=2.87(3) eV LPES p:9

Vertical Detachment Energy:2.96(3) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

Nb5-.

Nb5  mw:464.532 Anion CAS: Z-116514-80-8 fg:2 cnt:4669

----

03PRA/KOY    Datum: EA=1.35(5) eV LPES p:8

Vertical Detachment Energy:1.65(5) eV.

----

98KIE/MOR    Datum: EA=1.51(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb6-.

Nb6  mw:557.439 Anion CAS: Z-116514-81-9 fg:2 cnt:4670

----

03PRA/KOY    Datum: EA=1.41(5) eV LPES p:8

Vertical Detachment Energy:1.63(5) eV.

----

98KIE/MOR    Datum: EA=1.57(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb7-.

Nb7  mw:650.345 Anion CAS: Z-116514-82-0 fg:2 cnt:4671

----

03PRA/KOY    Datum: EA=1.35(5) eV LPES p:8

Vertical Detachment Energy:2.02(5) eV.

----

98KIE/MOR    Datum: EA=1.65(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb8-.

Nb8  mw:743.252 Anion CAS: Z-116514-83-1 fg:2 cnt:4672

----

00MAR/LEO    Datum: EA=1.513(8) eV LPES p:9

----

03PRA/KOY    Datum: EA=1.38(5) eV LPES p:8

Vertical Detachment Energy:1.47(5) eV.

----

98KIE/MOR    Datum: EA=1.46(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb9-.

Nb9  mw:836.158 Anion CAS: Z-116514-84-2 fg:2 cnt:4673

----

03PRA/KOY    Datum: EA=1.10(5) eV LPES p:8

Vertical Detachment Energy:1.41(5) eV.

----

98KIE/MOR    Datum: EA=1.65(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb10-.

Nb10  mw:929.064 Anion CAS: Z-116358-18-0 fg:2 cnt:4674

----

03PRA/KOY    Datum: EA=1.03(5) eV LPES p:8

Vertical Detachment Energy:1.25(5) eV.

----

98KIE/MOR    Datum: EA=1.46(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb11-.

Nb11  mw:1021.97 Anion CAS: Z-115804-41-6 fg:2 cnt:4675

----

03PRA/KOY    Datum: EA=1.25(5) eV LPES p:8

Vertical Detachment Energy:1.59(5) eV.

----

98KIE/MOR    Datum: EA=1.69(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb12-.

Nb12  mw:1114.88 Anion CAS: Z-115804-42-7 fg:2 cnt:4676

----

03PRA/KOY    Datum: EA=1.22(5) eV LPES p:8

Vertical Detachment Energy:1.74(5) eV.

----

98KIE/MOR    Datum: EA=1.63(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb13-.

Nb13  mw:1207.78 Anion CAS: Z-115804-43-8 fg:2 cnt:4677

----

03PRA/KOY    Datum: EA=1.27(5) eV LPES p:8

Vertical Detachment Energy:1.74(5) eV.

----

98KIE/MOR    Datum: EA=1.70(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb14-.

Nb14  mw:1300.69 Anion CAS: Z-115804-44-9 fg:2 cnt:4678

----

03PRA/KOY    Datum: EA=1.21(5) eV LPES p:8

Vertical Detachment Energy:1.95(5) eV.

----

98KIE/MOR    Datum: EA=1.64(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb15-.

Nb15  mw:1393.60 Anion CAS: Z-115804-45-0 fg:2 cnt:4679

----

03PRA/KOY    Datum: EA=1.10(5) eV LPES p:8

Vertical Detachment Energy:1.79(5) eV.

----

98KIE/MOR    Datum: EA=1.65(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb16-.

Nb16  mw:1486.50 Anion CAS: Z-115804-46-1 fg:2 cnt:4680

----

98KIE/MOR    Datum: EA=1.62(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb17-.

Nb17  mw:1579.41 Anion CAS: Z-115804-47-2 fg:2 cnt:4681

----

98KIE/MOR    Datum: EA=1.80(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb18-.

Nb18  mw:1672.32 Anion CAS: Z-115804-48-3 fg:2 cnt:4682

----

98KIE/MOR    Datum: EA=1.80(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb19-.

Nb19  mw:1765.22 Anion CAS: Z-115804-49-4 fg:2 cnt:4683

----

98KIE/MOR    Datum: EA=1.88(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb20-.

Nb20  mw:1858.13 Anion CAS: Z-115804-50-7 fg:2 cnt:4684

----

98KIE/MOR    Datum: EA=1.93(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb21-.

Nb21  mw:1951.03 Anion CAS: Z-115804-51-8 fg:2 cnt:4685

----

98KIE/MOR    Datum: EA=1.93(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb22-.

Nb22  mw:2043.94 Anion CAS: Z-115804-52-9 fg:2 cnt:4686

----

98KIE/MOR    Datum: EA=2.01(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb23-.

Nb23  mw:2136.85 Anion CAS: Z-115804-53-0 fg:2 cnt:4687

----

98KIE/MOR    Datum: EA=2.07(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb24-.

Nb24  mw:2229.75 Anion CAS: Z-115804-54-1 fg:2 cnt:4688

----

98KIE/MOR    Datum: EA=2.10(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nb25-.

Nb25  mw:2322.66 Anion CAS: Z-115804-55-2 fg:2 cnt:4689

----

98KIE/MOR    Datum: EA=2.17(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Nd-

Nd  mw:141.908 Anion CAS: Z-54922-98-4 fg:1 cnt:6706

HOF(A.)=  77.8/0.5  10KON/BEN    | S(A-)=44.3/0.1 Stat |  S(AH)= | S(A.)=45.3  82WAG/EVA

----

20FU_/LU     Datum: EA=0.0975(3) eV [786.3(26) cm-1] p:9

Given: 0.09748(31) eV. Sextet anion to quintet neutral.

----

05DAV/THO    Datum: EA=>1.916(20) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nd-6.za0]

M062X/Def2T|969.5  |     |     |-38.91|       |76.3   |    |     

++++++++++++++++++++++++++++++++

NdO-.

NdO  mw:157.903 Anion CAS: Z-119890-58-3 fg:5 cnt:8147

HOF(A.)= -28.7/1.9  14KON/BEN    |

----

21BAB/DEW    Datum: EA=1.0091(7) eV SEVI | HOF(A-)=-51.9/1.9 R-EA p:9

There is an excited state of the anion 0.291 eV up. Quartet anion to pentet neutral.

----

11CHI/XIE2   Datum: EA=1.01(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ndo-q.za0]

M062X/Def2T|-22.3  |358.7|349.1| 1.035|-16.3  |1.6    |31.9|69.9 

++++++++++++++++++++++++++++++++

Ne-

Ne  mw:19.993 Anion CAS: Z-20205-95-2 fg:1 cnt:10997

HOF(A.)= 0.0 Defn            | S(A-)=36.7/0.1 Isoe 82WAG/EVA |  S(AH)= | S(A.)=35.0  82WAG/EVA

----

04AND/       Datum: EA=<0.0 eV Est4 p:5

There is no evidence that this anion is bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ne-d.zzf]

W1U        |119.5  |     |     |-5.182|       |       |    |     

G3MP2B3    |208.2  |     |     |-9.027|       |       |    |     

G3MP2B3+   |161.0  |     |     |-6.982|       |       |    |     

G4MP2      |111.4  |     |     |-4.832|       |       |    |     

M062X/Def2T|459.0  |     |     |-19.91|       |       |    |     

++++++++++++++++++++++++++++++++

NeS-

NeS  mw:51.965 Anion CAS: Z-1322568-63-7 fg:19 cnt:8122

----

11GAR/NEU    Datum: EA=2.0828(6) eV SEVI p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nes.zaf]

W1U        |17.5   |     |     | 2.092|       |65.7   |    |     

CBS-QB3    |17.3   |     |     | 2.096|       |65.6   |    |     

G3MP2B3    |17.2   |     |     | 2.017|       |63.7   |    |     

G3MP2B3+   |17.0   |     |     | 2.016|       |63.5   |    |     

G4MP2      |18.8   |     |     | 2.038|       |65.8   |    |     

M062X/Def2T|23.1   |     |     | 1.835|       |65.4   |    |     

B3/6-311++G|15.2   |     |     | 2.195|       |65.8   |    |     

++++++++++++++++++++++++++++++++

Ni-

Ni  mw:57.936 Anion CAS: Z-33383-01-6 fg:1 cnt:21

HOF(A.)= 102.7/0.5  82WAG/EVA    | BDE(A-H)= 60.2/1.9  79KAN/MOO     

HOF(AH)=  94.0/0.5  02BIN/MIL    |

DacidS=17.4/0.1 A-AH |  S(A-)=41.7/0.1  98JANAF |  S(AH)=50.3/0.1  02BIN/MIL | S(A.)=43.5  82WAG/EVA

----

22NIN/LU     Datum: EA=1.157368(58) eV SEVI | HOF(A-)=75.4/2.0 Acid p:9

DacidG(AH)= 341.9/2.2 H-TS| DacidH(AH)= 347.1/2.0 D-EA

Given: 1.157368(58) eV.

----

98SCH/BRO    Datum: EA=1.15716(12) eV IRPD p:9

Given: 1.15716(12) eV.

----

02LIU/ZHA    Datum: EA=1.16(5) eV LPES p:8

----

79COR/ENG    Datum: EA=1.156(10) eV LPES p:8

Ni- doublet to Ni triplet. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

----

10PEP/GUN2   Datum: EA=1.18(1) eV PVMI p:7

----

77FEL/RAC2   Datum: EA=1.15(15) eV LPD  p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni-d.za0]

CBS-QB3    |73.3   |345.0|339.7| 1.270|94.0   |102.6  |17.6|60.6 

M062X/Def2T|87.5   |348.4|343.2| 0.654|103.8  |102.6  |17.2|50.9 

B3/6-311++G|76.2   |352.4|347.2| 1.142|91.0   |102.6  |17.5|63.6 

++++++++++++++++++++++++++++++++

NiO-.

NiO  mw:73.931 Anion CAS: Z-64899-93-0 fg:5 cnt:4195

HOF(A.)=  75.0/5.0  82WAG/EVA    |

----

98MOR/JAR    Datum: EA=1.470(3) eV LPES | HOF(A-)=41.2/5.0 R-EA p:9

----

02RAM/DAV    Datum: EA=1.455(5) eV LPES p:8

----

97WU_/WAN    Datum: EA=1.46(2) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nio-q.za0]

CBS-QB3    |34.0   |     |     | 1.463|       |67.7   |    |     

M062X/Def2T|71.5   |     |     | 1.437|       |104.6  |    |     

B3/6-311++G|46.7   |     |     | 1.417|       |79.4   |    |     

++++++++++++++++++++++++++++++++

NiO2-.

NiO2  mw:89.926 Anion CAS: Z-133687-40-8 fg:6 cnt:2715

----

22BAB/DEW    Datum: EA=3.0464(7) eV SEVI p:9

----

02RAM/DAV    Datum: EA=3.043(5) eV LPES p:8

Doublet anion to singlet neutral.

----

97WU_/WAN    Datum: EA=3.05(1) eV LPES p:8

Linear ONiO isomer.

----

24HAR/SCH    Datum: EA=2.048(5) eV LPES p:7

----

91KAI/RUD *  Datum: HOF(A-)=-28.3/2.1 TDEq p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [nio2-q.za0]

CBS-QB3    |-25.2  |     |     | 3.287|       |50.6   |    |     

M062X/Def2T|27.9   |     |     | 2.350|       |82.2   |    |     

M062X/Def2T|34.2   |     |     | 2.219|       |85.2   |    |     

B3/6-311++G|-2.3   |     |     | 3.686|       |82.6   |    |     

++++++++++++++++++++++++++++++++

O2..Ni-

NiO2  mw:89.926 Anion CAS: N-12408-81-0 fg:6 cnt:10985

HOF(solv)=0.0 Defn

----

97WU_/WAN    Datum: EA=0.82(3) eV LPES p:9

Cluster ion: Ni.bullet..bullet.(O2)-.

++++++++++++++++++++++++++++++++

Ni@Sn12-

NiSn12  mw:1496.76 Anion CAS: Z-930089-98-8 fg:19 cnt:7268

----

07CUI/HUA    Datum: EA=3.21(3) eV LPES p:8

Vertical Detachment Energy:3.26(3) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Ni2-

Ni2  mw:115.871 Anion CAS: Z-71736-54-4 fg:2 cnt:3105

HOF(A.)= 150.1/5.0  82WAG/EVA    |

----

93HO_/POL    Datum: EA=0.926(10) eV LPES | HOF(A-)=128.7/5.4 R-EA p:9

DaffH(AH)=  49.4/5.4 A-IN

----

02LIU/ZHA    Datum: EA=0.85(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni2-q.za0]

CBS-QB3    |133.4  |     |     | 1.296|       |163.3  |    |     

M062X/Def2T|207.6  |     |     | 0.700|       |223.7  |    |     

B3/6-311++G|157.7  |     |     | 0.834|       |176.9  |    |     

++++++++++++++++++++++++++++++++

Ni3-

Ni3  mw:173.807 Anion CAS: Z-118517-85-4 fg:2 cnt:2163

----

02LIU/ZHA    Datum: EA=1.44(6) eV LPES p:8

Linear isomer.

----

88ERV/HO 2   Datum: EA=1.41(5) eV LPES p:8

Triangular isomer.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ni3-6c.zan]

B3/6-311++G|212.7  |     |     | 3.376|       |290.2  |    |     

++++++++++++++++++++++++++++++++

Ni4-.

Ni4  mw:231.742 Anion CAS: Z-155422-37-0 fg:2 cnt:6063

----

02LIU/ZHA    Datum: EA=1.50(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni5-.

Ni5  mw:289.677 Anion CAS: Z-155422-38-1 fg:2 cnt:6064

----

02LIU/ZHA    Datum: EA=1.57(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni6-.

Ni6  mw:347.613 Anion CAS: Z-155422-39-2 fg:2 cnt:6065

----

02LIU/ZHA    Datum: EA=1.87(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni7-.

Ni7  mw:405.548 Anion CAS: Z-155422-40-5 fg:2 cnt:6066

----

02LIU/ZHA    Datum: EA=1.86(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni8-.

Ni8  mw:463.483 Anion CAS: Z-155422-41-6 fg:2 cnt:6067

----

02LIU/ZHA    Datum: EA=1.97(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni9-.

Ni9  mw:521.419 Anion CAS: Z-155422-42-7 fg:2 cnt:6068

----

02LIU/ZHA    Datum: EA=1.96(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni10-.

Ni10  mw:579.354 Anion CAS: Z-155422-43-8 fg:2 cnt:6069

----

02LIU/ZHA    Datum: EA=2.06(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni11-.

Ni11  mw:637.289 Anion CAS: Z-200514-03-0 fg:2 cnt:6070

----

02LIU/ZHA    Datum: EA=2.06(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni12-.

Ni12  mw:695.225 Anion CAS: Z-200514-04-1 fg:2 cnt:6071

----

02LIU/ZHA    Datum: EA=2.09(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni13-.

Ni13  mw:753.160 Anion CAS: Z-200514-05-2 fg:2 cnt:6072

----

02LIU/ZHA    Datum: EA=2.16(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni14-.

Ni14  mw:811.095 Anion CAS: Z-200514-06-3 fg:2 cnt:6073

----

02LIU/ZHA    Datum: EA=2.28(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni15-.

Ni15  mw:869.031 Anion CAS: Z-200514-07-4 fg:2 cnt:6074

----

02LIU/ZHA    Datum: EA=2.37(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni16-.

Ni16  mw:926.966 Anion CAS: Z-200514-08-5 fg:2 cnt:6075

----

02LIU/ZHA    Datum: EA=2.40(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni17-.

Ni17  mw:984.901 Anion CAS: Z-200514-09-6 fg:2 cnt:6076

----

02LIU/ZHA    Datum: EA=2.50(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni18-.

Ni18  mw:1042.84 Anion CAS: Z-200514-10-9 fg:2 cnt:6077

----

02LIU/ZHA    Datum: EA=2.51(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni19-.

Ni19  mw:1100.77 Anion CAS: Z-200514-11-0 fg:2 cnt:6078

----

02LIU/ZHA    Datum: EA=2.51(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni20-.

Ni20  mw:1158.71 Anion CAS: Z-200514-12-1 fg:2 cnt:6079

----

02LIU/ZHA    Datum: EA=2.59(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni21-.

Ni21  mw:1216.64 Anion CAS: Z-200514-13-2 fg:2 cnt:6080

----

02LIU/ZHA    Datum: EA=2.58(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni22-.

Ni22  mw:1274.58 Anion CAS: Z-200514-14-3 fg:2 cnt:6081

----

02LIU/ZHA    Datum: EA=2.61(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni23-.

Ni23  mw:1332.51 Anion CAS: Z-200514-15-4 fg:2 cnt:6082

----

02LIU/ZHA    Datum: EA=2.65(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni24-.

Ni24  mw:1390.45 Anion CAS: Z-200514-16-5 fg:2 cnt:6083

----

02LIU/ZHA    Datum: EA=2.67(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni25-.

Ni25  mw:1448.38 Anion CAS: Z-200514-17-6 fg:2 cnt:6084

----

02LIU/ZHA    Datum: EA=2.71(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni26-.

Ni26  mw:1506.32 Anion CAS: Z-200514-18-7 fg:2 cnt:6085

----

02LIU/ZHA    Datum: EA=2.73(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni27-.

Ni27  mw:1564.26 Anion CAS: Z-200514-19-8 fg:2 cnt:6086

----

02LIU/ZHA    Datum: EA=2.75(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni28-.

Ni28  mw:1622.19 Anion CAS: Z-200514-20-1 fg:2 cnt:6087

----

02LIU/ZHA    Datum: EA=2.73(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni29-.

Ni29  mw:1680.13 Anion CAS: Z-200514-21-2 fg:2 cnt:6088

----

02LIU/ZHA    Datum: EA=2.84(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni30-.

Ni30  mw:1738.06 Anion CAS: Z-200514-22-3 fg:2 cnt:6089

----

02LIU/ZHA    Datum: EA=2.88(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni31-.

Ni31  mw:1796.00 Anion CAS: Z-501934-29-8 fg:2 cnt:6090

----

02LIU/ZHA    Datum: EA=2.92(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni32-.

Ni32  mw:1853.93 Anion CAS: Z-501934-30-1 fg:2 cnt:6091

----

02LIU/ZHA    Datum: EA=2.94(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni33-.

Ni33  mw:1911.87 Anion CAS: Z-501934-32-3 fg:2 cnt:6092

----

02LIU/ZHA    Datum: EA=2.93(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni34-.

Ni34  mw:1969.80 Anion CAS: Z-501935-03-1 fg:2 cnt:6093

----

02LIU/ZHA    Datum: EA=2.97(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni35-.

Ni35  mw:2027.74 Anion CAS: Z-200578-67-2 fg:2 cnt:6094

----

02LIU/ZHA    Datum: EA=3.04(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni36-.

Ni36  mw:2085.67 Anion CAS: Z-501936-32-9 fg:2 cnt:6095

----

02LIU/ZHA    Datum: EA=3.04(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni37-.

Ni37  mw:2143.61 Anion CAS: N-175703-16-9 fg:2 cnt:6096

----

02LIU/ZHA    Datum: EA=3.05(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni38-.

Ni38  mw:2201.54 Anion CAS: Z-501936-35-2 fg:2 cnt:6097

----

02LIU/ZHA    Datum: EA=3.08(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni39-.

Ni39  mw:2259.48 Anion CAS: Z-501936-52-3 fg:2 cnt:6098

----

02LIU/ZHA    Datum: EA=3.08(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni40-.

Ni40  mw:2317.41 Anion CAS: Z-175703-18-1 fg:2 cnt:6099

----

02LIU/ZHA    Datum: EA=3.10(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni41-.

Ni41  mw:2375.35 Anion CAS: Z-501936-54-5 fg:2 cnt:6100

----

02LIU/ZHA    Datum: EA=3.11(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni42-.

Ni42  mw:2433.28 Anion CAS: Z-501936-55-6 fg:2 cnt:6101

----

02LIU/ZHA    Datum: EA=3.14(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni43-.

Ni43  mw:2491.22 Anion CAS: N-167397-03-7 fg:2 cnt:6102

----

02LIU/ZHA    Datum: EA=3.13(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni44-.

Ni44  mw:2549.16 Anion CAS: N-146703-64-2 fg:2 cnt:6103

----

02LIU/ZHA    Datum: EA=3.15(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni45-.

Ni45  mw:2607.09 Anion CAS: Z-501936-56-7 fg:2 cnt:6104

----

02LIU/ZHA    Datum: EA=3.19(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni46-.

Ni46  mw:2665.03 Anion CAS: Z-200578-69-4 fg:2 cnt:6105

----

02LIU/ZHA    Datum: EA=3.16(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni47-.

Ni47  mw:2722.96 Anion CAS: N-175703-22-7 fg:2 cnt:6106

----

02LIU/ZHA    Datum: EA=3.19(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni48-.

Ni48  mw:2780.90 Anion CAS: Z-501936-57-8 fg:2 cnt:6107

----

02LIU/ZHA    Datum: EA=3.17(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni49-.

Ni49  mw:2838.83 Anion CAS: N-162032-36-2 fg:2 cnt:6108

----

02LIU/ZHA    Datum: EA=3.20(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni50-.

Ni50  mw:2896.77 Anion CAS: Z-200578-70-7 fg:2 cnt:6109

----

02LIU/ZHA    Datum: EA=3.20(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni51-.

Ni51  mw:2954.70 Anion CAS: N-162032-38-4 fg:2 cnt:6110

----

02LIU/ZHA    Datum: EA=3.19(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni52-.

Ni52  mw:3012.64 Anion CAS: N-162032-39-5 fg:2 cnt:6111

----

02LIU/ZHA    Datum: EA=3.20(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni53-.

Ni53  mw:3070.57 Anion CAS: Z-501936-62-5 fg:2 cnt:6112

----

02LIU/ZHA    Datum: EA=3.21(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni54-.

Ni54  mw:3128.51 Anion CAS: Z-501936-63-6 fg:2 cnt:6113

----

02LIU/ZHA    Datum: EA=3.24(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni55-.

Ni55  mw:3186.45 Anion CAS: Z-501936-64-7 fg:2 cnt:6114

----

02LIU/ZHA    Datum: EA=3.27(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni56-.

Ni56  mw:3244.38 Anion CAS: Z-501936-65-8 fg:2 cnt:6115

----

02LIU/ZHA    Datum: EA=3.25(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni57-.

Ni57  mw:3302.32 Anion CAS: Z-501936-67-0 fg:2 cnt:6116

----

02LIU/ZHA    Datum: EA=3.28(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni58-.

Ni58  mw:3360.25 Anion CAS: Z-501936-70-5 fg:2 cnt:6117

----

02LIU/ZHA    Datum: EA=3.28(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni59-.

Ni59  mw:3418.19 Anion CAS: Z-501936-71-6 fg:2 cnt:6118

----

02LIU/ZHA    Datum: EA=3.32(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni60-.

Ni60  mw:3476.12 Anion CAS: Z-501936-85-2 fg:2 cnt:6119

----

02LIU/ZHA    Datum: EA=3.30(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni61-.

Ni61  mw:3534.06 Anion CAS: Z-501936-86-3 fg:2 cnt:6120

----

02LIU/ZHA    Datum: EA=3.33(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni62-.

Ni62  mw:3591.99 Anion CAS: Z-501936-87-4 fg:2 cnt:6121

----

02LIU/ZHA    Datum: EA=3.35(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni63-.

Ni63  mw:3649.93 Anion CAS: N-162032-49-7 fg:2 cnt:6122

----

02LIU/ZHA    Datum: EA=3.34(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni64-.

Ni64  mw:3707.86 Anion CAS: Z-501937-05-9 fg:2 cnt:6123

----

02LIU/ZHA    Datum: EA=3.36(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni65-.

Ni65  mw:3765.80 Anion CAS: N-162032-51-1 fg:2 cnt:6124

----

02LIU/ZHA    Datum: EA=3.36(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni66-.

Ni66  mw:3823.73 Anion CAS: Z-501937-11-7 fg:2 cnt:6125

----

02LIU/ZHA    Datum: EA=3.38(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni67-.

Ni67  mw:3881.67 Anion CAS: N-162032-53-3 fg:2 cnt:6126

----

02LIU/ZHA    Datum: EA=3.40(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni68-.

Ni68  mw:3939.60 Anion CAS: Z-501937-13-9 fg:2 cnt:6127

----

02LIU/ZHA    Datum: EA=3.35(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni69-.

Ni69  mw:3997.54 Anion CAS: N-162032-55-5 fg:2 cnt:6128

----

02LIU/ZHA    Datum: EA=3.36(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni70-.

Ni70  mw:4055.47 Anion CAS: Z-501937-14-0 fg:2 cnt:6129

----

02LIU/ZHA    Datum: EA=3.36(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni71-.

Ni71  mw:4113.41 Anion CAS: N-162032-57-7 fg:2 cnt:6130

----

02LIU/ZHA    Datum: EA=3.38(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni72-.

Ni72  mw:4171.35 Anion CAS: Z-501937-28-6 fg:2 cnt:6131

----

02LIU/ZHA    Datum: EA=3.36(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni73-.

Ni73  mw:4229.28 Anion CAS: N-175703-25-0 fg:2 cnt:6132

----

02LIU/ZHA    Datum: EA=3.40(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni74-.

Ni74  mw:4287.22 Anion CAS: Z-501937-29-7 fg:2 cnt:6133

----

02LIU/ZHA    Datum: EA=3.42(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni75-.

Ni75  mw:4345.15 Anion CAS: N-175703-27-2 fg:2 cnt:6134

----

02LIU/ZHA    Datum: EA=3.44(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni76-.

Ni76  mw:4403.09 Anion CAS: Z-501937-30-0 fg:2 cnt:6135

----

02LIU/ZHA    Datum: EA=3.45(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni77-.

Ni77  mw:4461.02 Anion CAS: N-175703-29-4 fg:2 cnt:6136

----

02LIU/ZHA    Datum: EA=3.44(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni78-.

Ni78  mw:4518.96 Anion CAS: N-175703-30-7 fg:2 cnt:6137

----

02LIU/ZHA    Datum: EA=3.40(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni79-.

Ni79  mw:4576.89 Anion CAS: N-157186-02-2 fg:2 cnt:6138

----

02LIU/ZHA    Datum: EA=3.42(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni80-.

Ni80  mw:4634.83 Anion CAS: Z-501937-59-3 fg:2 cnt:6139

----

02LIU/ZHA    Datum: EA=3.36(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni82-.

Ni82  mw:4750.70 Anion CAS: N-175703-33-0 fg:2 cnt:6140

----

02LIU/ZHA    Datum: EA=3.42(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni85-.

Ni85  mw:4924.51 Anion CAS: Z-501937-75-3 fg:2 cnt:6141

----

02LIU/ZHA    Datum: EA=3.45(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni90-.

Ni90  mw:5214.18 Anion CAS: Z-501937-76-4 fg:2 cnt:6142

----

02LIU/ZHA    Datum: EA=3.45(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni95-.

Ni95  mw:5503.86 Anion CAS: N-175703-45-4 fg:2 cnt:6143

----

02LIU/ZHA    Datum: EA=3.48(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Ni100-.

Ni100  mw:5793.53 Anion CAS: Z-501937-79-7 fg:2 cnt:6144

----

02LIU/ZHA    Datum: EA=3.52(5) eV LPES p:8

++++++++++++++++++++++++++++++++

O-

O  mw:15.995 Anion CAS: Z-14337-01-0 fg:1 cnt:6

HOF(A.)=  59.6/0.1  89GUR/VEY    | BDE(A-H)= 102.7/0.1 R-AH          

HOF(AH)=   9.0/0.1 d+ah          |

DacidS=19.8 A-AH |  S(A-)=37.7  98JANAF |  S(AH)=43.9  89GUR/VEY | S(A.)=36.5  82WAG/EVA

----

22KRI/CHA    Datum: EA=1.461112972(87) eV LPD  | HOF(A-)=25.9/0.2 Acid p:9

DacidG(AH)= 376.7/0.2 H-TS| DacidH(AH)= 382.6/0.2 D-EA

Given: 1.461112972(87) eV.

----

11JOI/MOH    Datum: EA=1.439178(35) eV LPD  [11607.75(28) cm-1] p:8

Given: 11607.75(28) cm-1. In 1.0 T field, 0.5 kcal/mol lower than "best" electron affinity.

----

10CHA/PEL    Datum: EA=1.4611134(90) eV LPDM p:8

Given: 1.4611134(90) eV. For 16O. Doublet anion to triplet neutral.

----

07CAV/GIB    Datum: EA=1.461(1) eV SEVI p:8

----

05BLO/CHA    Datum: EA=1.4611135(12) eV LPD  p:8

16O: 1.4611135(12) eV: revised analysis of 01BLO/DEL.

----

85NEU/LYK    Datum: EA=1.461122(3) eV LPD  p:8

Given: 1.461122(3) eV. Revised to 1.4611107(17) eV, (95BLO/), based on missing term + 86CODATA. See also 99AND/HAU.

----

99VAL/BLO    Datum: EA=1.4611144(25) eV LPDM [11784.682(20) cm-1] p:7

16O: 11784.682(20) cm-1; 18O: 11784.612(29) cm-1 or 8.7micro-eV lower.

----

68HAL/SIE    Datum: EA=1.075(5) eV LPES p:7

----

65BER/MAC    Datum: EA=1.478(2) eV RadC p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o-d.zzf]

W1U        |26.1   |383.4|377.7| 1.446|8.6    |59.5   |19.1|103.0

CBS-QB3    |27.7   |384.7|378.9| 1.375|8.8    |59.5   |19.2|102.7

G3MP2B3    |28.7   |387.8|382.1| 1.334|8.1    |59.4   |19.1|103.4

G3MP2B3+   |28.9   |387.9|382.2| 1.327|8.1    |59.4   |19.1|103.4

G4MP2      |26.8   |385.4|379.7| 1.415|8.6    |59.4   |19.1|103.0

M062X/Def2T|37.4   |391.5|385.8| 0.957|10.6   |59.4   |19.1|101.0

B3/6-311++G|22.3   |380.8|375.1| 1.609|8.8    |59.4   |19.1|102.7

++++++++++++++++++++++++++++++++

PO-

OP  mw:46.969 Anion CAS: Z-12186-90-2 fg:5 cnt:84

HOF(A.)=  -5.6/1.0  98JANAF      | BDE(A-H)= 60.1/9.6 R-AH           

HOF(AH)= -13.6/9.6  89GUR/VEY    |

DacidS=22.9 A-AH |  S(A-)=53.2 Isoe 89GUR/VEY |  S(AH)=56.3  89GUR/VEY

----

76ZIT/LIN    Datum: EA=1.092(10) eV LPES | HOF(A-)=-30.8/1.1 R-EA p:8

DacidG(AH)= 341.7/9.6 H-TS| DacidH(AH)= 348.5/4.4 D-EA

DaffH(AH)=  132.3/1.1 A-IN

The 89GUR/VEY .DELTA.fH(HPO) used here agrees, within its very wide uncertainty, with that from composite computational methods(-21/3 kcal/mol)(18BAR/), but those seriously disagree with the 94HIL/LAU value of -34/4 kcal/mol.

----

82WU_/TIE    Datum: EA=1.0(1) eV Endo p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [po-t.zaf]

W1U        |-32.3  |355.1|348.3| 1.108|-21.6  |-6.8   |22.9|66.9 

CBS-QB3    |-32.9  |356.2|349.4| 1.057|-23.4  |-8.6   |22.7|66.9 

G3MP2B3    |-31.7  |357.0|350.2| 0.531|-21.5  |-19.5  |22.9|54.1 

G3MP2B3+   |-32.0  |356.8|350.0| 0.541|-21.6  |-19.5  |22.9|54.2 

G4MP2      |-31.2  |357.7|350.9| 0.857|-21.8  |-11.5  |22.9|62.4 

M062X/Def2T|-26.9  |358.2|351.4| 0.879|-20.4  |-6.6   |22.9|65.9 

B3/6-311++G|-27.8  |349.8|343.0| 1.288|-10.3  |1.9    |22.8|64.3 

++++++++++++++++++++++++++++++++

PbO-.

OPb  mw:223.972 Anion CAS: Z-64924-53-4 fg:5 cnt:2905

HOF(A.)=  16.3/1.0  91GUR/VEY    |

----

93POL/GIL    Datum: EA=0.722(6) eV LPES | HOF(A-)=-0.4/1.0 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbo-d.za0]

M062X/Def2T|-2.0   |     |     | 0.385|       |6.9    |    |     

++++++++++++++++++++++++++++++++

PdO-.

OPd  mw:121.899 Anion CAS: Z-64883-84-7 fg:5 cnt:4620

HOF(A.)=  83.4/0.5  82WAG/EVA    | | S(A.)=52.1  82WAG/EVA

----

99KLO/MOR2   Datum: EA=1.570(6) eV LPES | HOF(A-)=47.2/0.5 R-EA p:9

----

02RAM/DAV    Datum: EA=1.672(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pdo-d.za0]

M062X/Def2T|84.5   |     |     | 0.976|       |107.1  |    |     

++++++++++++++++++++++++++++++++

PrO-.

OPr  mw:156.903 Anion CAS: Z-119890-57-2 fg:5 cnt:8146

HOF(A.)= -34.8/1.9  14KON/BEN    |

----

15KAF/RAY2   Datum: EA=0.96(1) eV LPES | HOF(A-)=-56.9/1.9 R-EA p:9

See also 19MAS/HAR2.

----

11CHI/XIE2   Datum: EA=1.00(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pro-t.za0]

M062X/Def2T|-30.6  |     |     | 0.992|       |-6.5   |    |     

++++++++++++++++++++++++++++++++

PtO-

OPt  mw:210.960 Anion CAS: Z-154327-79-4 fg:5 cnt:6056

HOF(A.)= 101.0/10.0  83PED/MAR   |

----

02RAM/DAV    Datum: EA=2.172(5) eV LPES | HOF(A-)=50.9/10.0 R-EA p:8

----

18LIU/MIL    Datum: EA=2.250(14) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pto-d.za0]

M062X/Def2T|80.2   |     |     | 1.808|       |121.9  |    |     

++++++++++++++++++++++++++++++++

RhO-

ORh  mw:118.901 Anion CAS: Z-64883-76-7 fg:5 cnt:4969

HOF(A.)=  96.3/0.1  20SOR/TIE    |

----

98LI_/WAN    Datum: EA=1.58(2) eV LPES | HOF(A-)=59.9/0.5 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rho-t.za0]

M062X/Def2T|81.0   |     |     | 1.133|       |107.1  |    |     

++++++++++++++++++++++++++++++++

SO-.

OS  mw:47.968 Anion CAS: Z-12269-52-2 fg:5 cnt:242

HOF(A.)=   1.1/0.1  89GUR/VEY    | BDE(A-H)= 59.3/6.0 R-AH           

HOF(AH)=  -6.0/6.0 d+ah          |

----

91POL/FIA    Datum: EA=1.125(5) eV LPES | HOF(A-)=-24.8/6.9 Acid p:9

DacidH(AH)= 346.9/3.5 D-EA

DaffH(AH)=  116.9/6.9 A-IN

.DELTA.fH(AH) from data on HOS-. See alos 22RU_/HAR.

----

70FEL/       Datum: EA=1.09(5) eV PD   p:7

----

76REF/FRA    Datum: HOF(A-)=-26.5/2.2 Endo p:6

EA(eV)= 1.199 DaffH(X..Y-)= 118.6/2.2 A-IN

I- + SO2 ->.
###### the following are "below the line": evaluated as not accurate ####

----

73HAR/FRA #  Datum: EA=1.1 eV EIAE p:4

From SO2. Reworked with modern neutral thermochemistry.

----

58REE/DIB #  Datum: HOF(A-)=-24.0/3.0 EIAE;EA(eV)=1.161 p:3

DaffH(AH)=  116.1/3.0 A-IN

From SO2. Reworked with modern neutral thermochemistry.

----

72THY/    #  Datum: EA=>1.2(1) eV EIAE p:2

From SO2. Reworked with modern neutral thermochemistry.

----

61KRA/MUL #  Datum: EA=<1.26 eV IMRB p:2

Reworked with modern thermochemistry.

----

59HEN/MUC    Datum: EA=<1.1 eV IMRB p:2

Electron affinity < SO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [so.zaf]

W1U        |-24.6  |     |     | 1.110|       |1.0    |    |     

CBS-QB3    |-27.0  |346.1|339.8| 1.179|-7.3   |0.1    |21.0|59.6 

G3MP2B3    |-25.2  |347.2|341.0| 1.175|-5.3   |1.8    |20.9|59.2 

G3MP2B3+   |-26.2  |346.3|340.1| 1.211|-5.3   |1.7    |20.9|59.1 

G4MP2      |-26.9  |347.1|340.9| 1.258|-6.9   |2.1    |20.9|61.1 

M062X/Def2T|-18.8  |350.0|343.7| 0.880|-4.0   |1.5    |20.9|57.7 

B3/6-311++G|-18.7  |341.7|335.5| 1.290|6.9    |11.1   |20.9|56.3 

++++++++++++++++++++++++++++++++

ThSO-

OSTh  mw:280.006 Anion CAS: N-12218-77-8 fg:14 cnt:11724

----

24MAR/ZHU    Datum: EA=2(2) eV LPES [1.77 eV] p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

S2O-.

OS2  mw:79.940 Anion CAS: Z-12143-07-6 fg:7 cnt:1097

HOF(A.)= -13.4/0.3  89GUR/VEY    |

----

86NIM/ELL    Datum: EA=1.877(8) eV LPES | HOF(A-)=-56.7/0.4 R-EA p:8

DaffH(AH)=  113.3/0.4 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s2o.zzf]

W1U        |-56.9  |     |     | 1.896|       |-13.2  |    |     

CBS-QB3    |-59.0  |     |     | 1.985|       |-13.3  |    |     

G3MP2B3    |-57.7  |     |     | 1.990|       |-11.9  |    |     

G3MP2B3+   |-58.0  |     |     | 2.005|       |-11.9  |    |     

G4MP2      |-58.7  |     |     | 1.956|       |-13.7  |    |     

M062X/Def2T|-51.5  |     |     | 1.919|       |-7.4   |    |     

B3/6-311++G|-36.9  |     |     | 2.369|       |17.6   |    |     

++++++++++++++++++++++++++++++++

ScO-.

OSc  mw:60.951 Anion CAS: Z-64924-57-8 fg:5 cnt:4344

HOF(A.)= -13.7/0.1  82WAG/EVA    |

----

98WU_/WAN    Datum: EA=1.35(2) eV LPES | HOF(A-)=-44.8/0.7 R-EA p:9

DaffH(AH)=  161.0/0.7 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sco-s.za0]

CBS-QB3    |-37.2  |343.0|333.0| 1.379|-14.4  |-5.4   |33.6|61.1 

M062X/Def2T|-25.7  |347.9|341.3| 1.199|-9.0   |1.9    |22.4|63.0 

B3/6-311++G|-38.9  |345.9|340.1| 1.261|-17.6  |-9.9   |19.2|59.8 

++++++++++++++++++++++++++++++++

SeO-.

OSe  mw:95.912 Anion CAS: Z-101021-48-1 fg:5 cnt:1095

HOF(A.)=  14.9/5.0  02BIN/MIL    |

----

86COE/SNO2   Datum: EA=1.456(20) eV LPES | HOF(A-)=-18.7/5.0 R-EA p:8

DaffH(AH)=  102.6/5.0 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [seo-d.zzf]

CBS-QB3    |-21.9  |     |     | 1.442|       |11.3   |    |     

G3MP2B3    |-15.8  |     |     | 1.342|       |15.1   |    |     

G3MP2B3+   |-17.5  |     |     | 1.406|       |14.9   |    |     

G4MP2      |-17.5  |     |     | 1.453|       |16.0   |    |     

M062X/Def2T|-8.4   |     |     | 1.302|       |21.5   |    |     

B3/6-311++G|-18.2  |     |     | 1.572|       |18.0   |    |     

++++++++++++++++++++++++++++++++

Tb3OSi-.

OSiTb3  mw:520.748 fg:17 cnt:5923

----

07OHA/MIY    Datum: EA=0.70(10) eV LPES p:9

++++++++++++++++++++++++++++++++

Tb3OSi2-.

OSi2Tb3  mw:548.725 fg:17 cnt:5924

----

07OHA/MIY    Datum: EA=0.84(10) eV LPES p:9

++++++++++++++++++++++++++++++++

Si3O-

OSi3  mw:99.926 Anion CAS: Z-152721-27-2 fg:7 cnt:5775

----

97WAN/NIC    Datum: EA=1.76(6) eV LPES p:9

Vertical Detachment Energy:1.96(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si3o.zzf]

W1U        |9.7    |     |     | 2.421|       |65.4   |    |     

CBS-QB3    |20.8   |     |     | 1.889|       |64.3   |    |     

G3MP2B3    |22.0   |     |     | 1.856|       |64.8   |    |     

G3MP2B3+   |22.1   |     |     | 1.853|       |64.8   |    |     

G4MP2      |20.7   |     |     | 1.897|       |64.4   |    |     

M062X/Def2T|9.6    |     |     | 2.179|       |59.8   |    |     

B3/6-311++G|45.7   |     |     | 2.015|       |92.1   |    |     

++++++++++++++++++++++++++++++++

Tb3OSi3-.

OSi3Tb3  mw:576.702 fg:17 cnt:5925

----

07OHA/MIY    Datum: EA=0.98(10) eV LPES p:9

++++++++++++++++++++++++++++++++

Tb3OSi4-.

OSi4Tb3  mw:604.679 fg:17 cnt:5926

----

07OHA/MIY    Datum: EA=1.01(10) eV LPES p:9

++++++++++++++++++++++++++++++++

SmO-

OSm  mw:167.915 Anion CAS: Z-119890-59-4 fg:5 cnt:9029

HOF(A.)= -26.0/1.9  14KON/BEN    |

----

17WEI/VLA    Datum: EA=1.0581(11) eV SEVI | HOF(A-)=-50.4/1.9 R-EA p:9

----

17KAF/TOP    Datum: EA=1.062(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [smo-6.zz0]

M062X/Def2T|-4.9   |     |     | 0.555|       |7.9    |    |     

++++++++++++++++++++++++++++++++

Sm2O-

OSm2  mw:319.835 Anion CAS: Z-2115112-98-4 fg:7 cnt:10749

----

17KAF/TOP    Datum: EA=0.71(1) eV LPES p:8

Vertical Detachment Energy:0.801(6) eV. See also 19MAS/TOP for anomalous excited-state behavior, and 19MAS/HAR2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sm2o-14.zz0]

M062X/Def2T|-38.4  |     |     | 1.115|       |-12.7  |    |     

++++++++++++++++++++++++++++++++

Sm3O-

OSm3  mw:471.755 fg:7 cnt:11758

----

25HUI/VAI    Datum: EA=1.11(5) eV LPES p:8

Vertical Detachment Energy: 1.15(2) eV.

++++++++++++++++++++++++++++++++

SnO-

OSn  mw:135.898 Anion CAS: Z-64924-50-1 fg:5 cnt:5674

HOF(A.)=   4.5/3.0  83PED/MAR    |

----

00DAV/RAM    Datum: EA=0.598(6) eV LPES | HOF(A-)=-9.3/3.0 R-EA p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sno-d.za0]

M062X/Def2T|5.5    |     |     | 0.426|       |15.3   |    |     

++++++++++++++++++++++++++++++++

TaO-

OTa  mw:196.943 Anion CAS: Z-64883-94-9 fg:5 cnt:7154

HOF(A.)=  60.0/5.0  82WAG/EVA    |

----

21ZHA/CHE    Datum: EA=1.051(3) eV PVMI | HOF(A-)=35.8/5.0 R-EA p:9

----

08ZHE/LI     Datum: EA=1.07(6) eV LPES p:9

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

24CHE/YAN    Datum: EA=1() eV SEVI [8619(16) cm-1] p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tao-t.za0]

M062X/Def2T|48.3   |     |     | 1.081|       |73.2   |    |     

++++++++++++++++++++++++++++++++

Ta3O-.

OTa3  mw:558.839 Anion CAS: Z-910912-48-0 fg:7 cnt:5007

----

01GRE/ALE    Datum: EA=1.583(10) eV LPES p:9

----

09ZHA/WAN    Datum: EA=1.583(15) eV LPES p:8

The stated EA is also the same as the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Tb3O-.

OTb3  mw:492.771 Anion CAS: N-1643693-66-6 fg:7 cnt:5922

----

07OHA/MIY    Datum: EA=0.91(10) eV LPES p:9

++++++++++++++++++++++++++++++++

TeO-.

OTe  mw:145.902 Anion CAS: Z-12269-53-3 fg:5 cnt:1094

HOF(A.)=  17.8/3.0  02BIN/MIL    |

----

86FRE/COE    Datum: EA=1.697(22) eV LPES | HOF(A-)=-21.3/3.0 R-EA p:8

DaffH(AH)=  82.5/3.0 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [teo.zz0]

M062X/Def2T|-2.2   |     |     | 1.392|       |29.8   |    |     

++++++++++++++++++++++++++++++++

ThO-

OTh  mw:248.034 Anion CAS: Z-2095324-37-9 fg:5 cnt:9165

HOF(A.)=  -5.1/1.2  14KON/BEN    |

----

17LI_/ZOU    Datum: EA=0.707(20) eV LPES | HOF(A-)=-21.4/1.3 R-EA p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tho.zz0]

M062X/Def2T|-869.3 |     |     | 0.344|       |-861.3 |    |     

++++++++++++++++++++++++++++++++

Th2O-

OTh2  mw:480.072 Anion CAS: Z-2756155-87-8 fg:7 cnt:11313

----

21ZHU/MAR    Datum: EA=1.30(5) eV LPES p:8

Vertical Detachment Energy:1.49(5) eV.

++++++++++++++++++++++++++++++++

TiO-

OTi  mw:63.943 Anion CAS: Z-59700-50-4 fg:5 cnt:4929

HOF(A.)=  12.0/2.0  83PED/MAR    |

----

10PEP/GUN2   Datum: EA=1.20(1) eV PVMI p:9

----

97WU_/WAN2   Datum: EA=1.30(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tio-d.za0]

CBS-QB3    |-15.7  |332.6|326.1| 1.368|17.4   |15.8   |22.1|50.5 

M062X/Def2T|-1.4   |345.6|339.1| 1.152|17.7   |25.2   |21.9|59.6 

B3/6-311++G|-19.3  |347.2|341.4| 1.181|0.9    |8.0    |19.4|59.2 

++++++++++++++++++++++++++++++++

UO-

OU  mw:254.046 Anion CAS: Z-64884-13-5 fg:5 cnt:8707

HOF(A.)=   5.1/2.4  14KON/BEN    |

----

14CZE/LOP    Datum: EA=1.1407(7) eV PVMI | HOF(A-)=-21.2/2.4 R-EA p:9

++++++++++++++++++++++++++++++++

VO-

OV  mw:66.939 Anion CAS: Z-64911-47-3 fg:5 cnt:4935

HOF(A.)=  29.9/0.3  20MER/SEV    |

----

21ZHA/CHE    Datum: EA=1.219(28) eV PVMI p:9

----

16CHE/HAR    Datum: EA=1.244(25) eV PVMI p:9

----

98WU_/WAN2   Datum: EA=1.229(8) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vo-t.za0]

CBS-QB3    |4.9    |339.6|333.8| 1.449|31.0   |38.3   |19.6|59.4 

M062X/Def2T|26.2   |355.0|348.5| 1.130|35.9   |52.3   |21.6|68.4 

B3/6-311++G|10.9   |348.3|342.5| 1.090|29.8   |36.0   |19.5|58.3 

++++++++++++++++++++++++++++++++

V3O-.

OV3  mw:168.827 Anion CAS: Z-501012-58-4 fg:7 cnt:5005

----

01GRE/ALE    Datum: EA=1.218(8) eV LPES p:9

++++++++++++++++++++++++++++++++

V4O-.

OV4  mw:219.771 Anion CAS: Z-445492-33-1 fg:7 cnt:5817

----

02PRA/KOY    Datum: EA=1.03(10) eV LPES p:9

Vertical Detachment Energy:1.18(5) eV.

++++++++++++++++++++++++++++++++

V5O-.

OV5  mw:270.715 Anion CAS: Z-445492-34-2 fg:7 cnt:5819

----

02PRA/KOY    Datum: EA=1.09(10) eV LPES p:9

Vertical Detachment Energy:1.41(7) eV.

++++++++++++++++++++++++++++++++

V6O-.

OV6  mw:321.659 Anion CAS: Z-445492-36-4 fg:7 cnt:5821

----

02PRA/KOY    Datum: EA=1.21(12) eV LPES p:9

Vertical Detachment Energy:1.41(7) eV.

++++++++++++++++++++++++++++++++

V7O-.

OV7  mw:372.603 Anion CAS: Z-445492-37-5 fg:7 cnt:5823

----

02PRA/KOY    Datum: EA=1.27(13) eV LPES p:9

Vertical Detachment Energy:1.49(15) eV.

++++++++++++++++++++++++++++++++

V8O-.

OV8  mw:423.547 Anion CAS: Z-445492-39-7 fg:7 cnt:5825

----

02PRA/KOY    Datum: EA=1.33(13) eV LPES p:9

Vertical Detachment Energy:1.75(8) eV.

++++++++++++++++++++++++++++++++

V9O-.

OV9  mw:474.491 Anion CAS: Z-445492-41-1 fg:7 cnt:5827

----

02PRA/KOY    Datum: EA=1.41(14) eV LPES p:9

Vertical Detachment Energy:1.76(8) eV.

++++++++++++++++++++++++++++++++

V10O-.

OV10  mw:525.435 Anion CAS: Z-445492-45-5 fg:7 cnt:5829

----

02PRA/KOY    Datum: EA=1.41(14) eV LPES p:9

Vertical Detachment Energy:1.72(8) eV.

++++++++++++++++++++++++++++++++

V11O-.

OV11  mw:576.379 Anion CAS: Z-445492-46-6 fg:7 cnt:5831

----

02PRA/KOY    Datum: EA=1.46(15) eV LPES p:9

Vertical Detachment Energy:1.86(9) eV.

++++++++++++++++++++++++++++++++

V12O-.

OV12  mw:627.323 Anion CAS: Z-445492-50-2 fg:7 cnt:5833

----

02PRA/KOY    Datum: EA=1.46(15) eV LPES p:9

Vertical Detachment Energy:1.94(9) eV.

++++++++++++++++++++++++++++++++

V13O-.

OV13  mw:678.267 Anion CAS: Z-445492-50-2 fg:7 cnt:5835

----

02PRA/KOY    Datum: EA=1.50(15) eV LPES p:9

Vertical Detachment Energy:1.73(9) eV.

++++++++++++++++++++++++++++++++

V14O-.

OV14  mw:729.211 Anion CAS: Z-445492-54-6 fg:7 cnt:5837

----

02PRA/KOY    Datum: EA=1.56(16) eV LPES p:9

Vertical Detachment Energy:1.96(10) eV.

++++++++++++++++++++++++++++++++

V15O-.

OV15  mw:780.155 Anion CAS: Z-445492-55-7 fg:7 cnt:5839

----

02PRA/KOY    Datum: EA=1.50(15) eV LPES p:9

Vertical Detachment Energy:1.86(9) eV.

++++++++++++++++++++++++++++++++

W2O-

OW2  mw:383.897 Anion CAS: Z-863396-22-9 fg:7 cnt:9398

----

05ZHA/HUA    Datum: EA=1.58(3) eV LPES p:8

Vertical Detachment Energy:1.61(2) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [w2o-q.za0]

M062X/Def2T|208.0  |     |     | 1.163|       |234.8  |    |     

++++++++++++++++++++++++++++++++

Xe..O-

OXe  mw:147.900

Core ion CAS: Z-14337-01-0 Solvent: 7440-63-3 fg:6 cnt:10169

HOF(solv)=0.0 Defn

----

02DEC/HEN    Datum: EA=1.768(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [xeo.za0]

M062X/Def2T|28.2   |  9.2|  4.7| 15.0|       |37.4   | 1.294

++++++++++++++++++++++++++++++++

YO-.

OY  mw:104.901 Anion CAS: Z-64883-69-8 fg:5 cnt:4343

HOF(A.)=  -9.3/0.5  82WAG/EVA    |

----

98WU_/WAN    Datum: EA=1.35(2) eV LPES | HOF(A-)=-40.4/0.9 R-EA p:9

DaffH(AH)=  167.0/0.9 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yo-s.za0]

M062X/Def2T|-27.9  |     |     | 1.337|       |3.0    |    |     

++++++++++++++++++++++++++++++++

Y3O-.

OY3  mw:282.713 Anion CAS: Z-363141-32-6 fg:7 cnt:5219

----

01PRA/NAK    Datum: EA=1.10(19) eV LPES p:8

Vertical Detachment Energy:1.33(8) eV.

++++++++++++++++++++++++++++++++

Y4O-.

OY4  mw:371.619 Anion CAS: Z-363141-34-8 fg:7 cnt:5222

----

01PRA/NAK    Datum: EA=1.05(12) eV LPES p:8

Vertical Detachment Energy:1.19(4) eV.

++++++++++++++++++++++++++++++++

Y5O-.

OY5  mw:460.525 Anion CAS: Z-363141-37-1 fg:7 cnt:5225

----

01PRA/NAK    Datum: EA=1.17(23) eV LPES p:8

Vertical Detachment Energy:1.47(11) eV.

++++++++++++++++++++++++++++++++

Y6O-.

OY6  mw:549.431 Anion CAS: Z-363141-41-7 fg:7 cnt:5228

----

01PRA/NAK    Datum: EA=1.23(20) eV LPES p:8

Vertical Detachment Energy:1.47(8) eV.

++++++++++++++++++++++++++++++++

Y7O-.

OY7  mw:638.336 Anion CAS: Z-363141-43-9 fg:7 cnt:5230

----

01PRA/NAK    Datum: EA=1.21(30) eV LPES p:8

Vertical Detachment Energy:1.61(15) eV.

++++++++++++++++++++++++++++++++

Y8O-.

OY8  mw:727.242 Anion CAS: Z-363141-45-1 fg:7 cnt:5232

----

01PRA/NAK    Datum: EA=1.34(28) eV LPES p:8

Vertical Detachment Energy:1.72(15) eV.

++++++++++++++++++++++++++++++++

Y9O-.

OY9  mw:816.148 Anion CAS: N-161037-02-1 fg:7 cnt:5234

----

01PRA/NAK    Datum: EA=1.32(22) eV LPES p:8

Vertical Detachment Energy:1.58(10) eV.

++++++++++++++++++++++++++++++++

Y10O-.

OY10  mw:905.054 Anion CAS: N-161037-03-2 fg:7 cnt:5235

----

01PRA/NAK    Datum: EA=1.48(23) eV LPES p:8

Vertical Detachment Energy:1.82(11) eV.

++++++++++++++++++++++++++++++++

ZnO-.

OZn  mw:79.925 Anion CAS: Z-64899-94-1 fg:5 cnt:4336

HOF(A.)=  52.8/0.9  91CLE/DAL    |

----

01MOR/KLO    Datum: EA=2.087(8) eV LPES | HOF(A-)=4.7/0.9 R-EA p:9

----

01KIM/LI     Datum: EA=2.077(20) eV LPES p:8

----

98FAN/DEC    Datum: EA=2.088(10) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [zno-d.za0]

CBS-QB3    |11.5   |382.4|376.0| 1.751|-5.2   |51.7   |21.3|109.0

M062X/Def2T|16.1   |384.5|378.2| 1.815|-3.8   |58.0   |21.0|113.8

B3/6-311++G|10.2   |375.6|369.4| 2.208|1.8    |61.2   |20.9|111.5

++++++++++++++++++++++++++++++++

ZrO-

OZr  mw:105.900 Anion CAS: Z-64883-70-1 fg:5 cnt:8169

HOF(A.)=  19.8/2.9  75MUR/HIL    |

----

15LIU/HU     Datum: EA=1.249(5) eV LPES | HOF(A-)=-9.0/2.9 R-EA p:9

----

12LI_/ZHE    Datum: EA=1.26(5) eV LPES p:8

----

10PEP/GUN2   Datum: EA=1.29(1) eV PVMI p:8

----

99THO/XU     Datum: EA=1.3(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [zro-d.za0]

M062X/Def2T|4.2    |     |     | 1.281|       |33.7   |    |     

++++++++++++++++++++++++++++++++

O2-

O2  mw:31.990 Anion CAS: Z-11062-77-4 fg:2 cnt:235

HOF(A.)=  =0.0/1.1 Defn          | BDE(A-H)= 48.9/1.2 R-AH           

HOF(AH)=   3.2/0.5  02RAM/BLA    |

DacidS=21.2/0.1 Stat |  S(A-)=50.0/0.1 Isoe 89GUR/VEY |  S(AH)=54.8/0.1  89GUR/VEY

----

25JIE/CHE    Datum: EA=0.4477(99) eV [3611.0(80) cm-1] | HOF(A-)=-10.3/1.7 Acid p:9

DacidG(AH)= 345.8/0.7 H-TS| DacidH(AH)= 352.2/1.6 D-EA

----

03ERV/ANU    Datum: EA=0.448(6) eV LPES p:9

----

17PAT/MAN    Datum: EA=0.82(1) eV LPES p:8

----

89TRA/COW    Datum: EA=0.451(7) eV LPES p:8

----

72CEL/BEN    Datum: EA=0.440(8) eV LPES p:8

89SAW puts Bond Dissociation Energy(H-O2.bullet.) at 59 kcal/mol, implying .DELTA.acidH = 362.5 kcal/mol.

----

90DEL/HAN    Datum: EA=0.88(2) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

71CEL/BEN    Datum: EA=0.43(3) eV LPES p:7

----

78TIE/WU     Datum: DaffH= 94.5/2.3 CIDT | HOF(A-)=-9.1/2.3 AfIN p:6

EA(eV)= 0.397

The 0K affinity is for O2- -> O + O-.

----

77DUR/PAR    Datum: EA=0.4(1) eV NBIE p:6

----

74BUR/       Datum: EA=0.440(25) eV ETS  p:6

----

72BAE/       Datum: EA=0.50(10) eV NBIE p:6

----

71TIE/HUG    Datum: EA=>0.45(10) eV Endo p:6

----

71NAL/COM    Datum: EA=0.46(5) eV NBIE p:6

----

70LAC/HER    Datum: EA=0.5(2) eV NBIE p:6

----

66PAC/PHE    Datum: EA=0.43(2) eV Kine p:6

----

83CHE/WEN    Datum: EA=0.50(10) eV ECD  p:5
###### the following are "below the line": evaluated as not accurate ####

----

71CHA/       Datum: EA=>0.56(10) eV Endo p:4

----

71BER/CHU    Datum: EA=>0.48 eV Endo p:4

----

58BUR/SMI    Datum: EA=0.15(5) eV PD   p:3

Threshold extrapolated from photon energies >0.5 eV.

----

03CHE/CHE    Datum: EA=0.725 eV ECD  p:2

----

70VOG/HAU    Datum: EA=1.12(7) eV IMRB [25.8(16) kcal] p:2

----

70BAI/MAH    Datum: EA=>1.265(200) eV Endo p:2

----

69STO/COM    Datum: EA=>1.10(10) eV EIAE p:2

From NO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o2.zzf]

W1U        |-10.0  |353.3|347.3| 0.431|2.6    |-0.1   |20.1|49.4 

CBS-QB3    |-11.2  |352.5|346.5| 0.449|2.0    |-0.9   |20.2|49.2 

G3MP2B3    |-7.5   |356.5|350.1| 0.344|3.2    |0.4    |21.4|49.3 

G3MP2B3+   |-7.6   |356.4|350.4| 0.347|3.2    |0.4    |20.0|49.3 

G4MP2      |-8.4   |355.6|349.7| 0.419|3.1    |1.3    |20.0|50.2 

M062X/Def2T|-4.5   |356.6|350.6| 0.116|3.6    |-1.9   |20.0|46.7 

B3/6-311++G|-13.4  |349.7|343.8| 0.610|4.2    |0.7    |20.0|48.6 

++++++++++++++++++++++++++++++++

PO2-

O2P  mw:62.964 Anion CAS: Z-12359-19-2 fg:6 cnt:93

HOF(A.)= -67.3/2.4  89GUR/VEY    | BDE(A-H)= 95.4/3.8 R-AH           

HOF(AH)= -110.6/3.0  94HIL/LAU   |

DacidS=22.0/1.0 Stat |  S(A-)=59.6/3.4 Isoe 89GUR/VEY |  S(AH)=63.6/3.5 Acid

----

96XU_/DEB    Datum: EA=3.42(1) eV LPES | HOF(A-)=-146.1/2.6 R-EA p:9

DacidG(AH)= 322.4/4.5 H-TS| DacidH(AH)= 330.2/2.8 D-EA

DaffH(AH)=  166.4/2.6 A-IN

----

91VIG/MOR    Datum: DacidH(AH)= 328.9/4.1 Endo p:8

DacidG(AH)= 322.3/4.1 H-TS

----

86RUD/VOV *  Datum: HOF(A-)=-152.7/4.3 TDEq p:7

EA(eV)= 3.804

----

82WU_/TIE    Datum: EA=3.3(2) eV Endo p:6

----

78MIL/       Datum: HOF(A-)=-146.0/6.0 IMRE p:6

EA(eV)= 3.413

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [po2.zaf]

W1U        |-148.5 |325.4|318.2| 3.435|-108.1 |-69.2  |24.3|91.0 

CBS-QB3    |-149.9 |324.6|317.8| 3.390|-108.8 |-71.7  |22.9|89.2 

G3MP2B3    |-147.5 |325.7|318.8| 3.429|-106.0 |-68.4  |22.9|89.7 

G3MP2B3+   |-147.4 |325.6|318.8| 3.425|-105.8 |-68.4  |23.0|89.5 

G4MP2      |-148.5 |325.7|318.8| 3.432|-106.9 |-69.3  |23.1|89.8 

M062X/Def2T|-141.7 |329.8|322.9| 3.237|-106.8 |-67.0  |23.0|91.9 

B3/6-311++G|-126.7 |325.9|319.0| 3.460|-85.3  |-46.9  |23.0|90.6 

++++++++++++++++++++++++++++++++

PdO2-

O2Pd  mw:137.894 Anion CAS: Z-64883-85-8 fg:6 cnt:6057

----

02RAM/DAV    Datum: EA=3.086(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pdo2-q.za0]

M062X/Def2T|57.7   |     |     | 2.851|       |123.6  |    |     

++++++++++++++++++++++++++++++++

PtO2-.

O2Pt  mw:226.955 Anion CAS: Z-64561-23-5 fg:6 cnt:2556

HOF(A.)=  46.8/1.7  90RUD/KUZ    |

----

02RAM/DAV    Datum: EA=2.677(5) eV LPES p:8

----

90RUD/KUZ *  Datum: HOF(A-)=-14.3/4.3 TDEq p:8

EA(eV)= 2.650

.DELTA.fH(A-) at 0 K.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pto2-d.za0]

M062X/Def2T|31.1   |     |     | 3.100|       |102.6  |    |     

++++++++++++++++++++++++++++++++

ReO2-

O2Re  mw:218.946 Anion CAS: Z-64910-99-2 fg:6 cnt:5111

----

01PRA/RAD    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:2.7(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [reo2-t.za0]

M062X/Def2T|-1.0   |     |     | 2.350|       |53.2   |    |     

++++++++++++++++++++++++++++++++

Rh2O2-

O2Rh2  mw:237.801 Anion CAS: N-63866-63-7 fg:7 cnt:11879

----

24HAN/LIU    Datum: EA=2.40(8) eV LPES p:8

Vertical Detachment Energy: 2.51(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rh2o2-q.zz0]

M062X/Def2T|127.2  |     |     | 2.231|       |178.7  |    |     

++++++++++++++++++++++++++++++++

SO2-.

O2S  mw:63.962 Anion CAS: Z-12143-17-8 fg:6 cnt:252

HOF(A.)= -70.9/0.1  89GUR/VEY    |

----

86NIM/ELL    Datum: EA=1.107(8) eV LPES | HOF(A-)=-96.5/0.3 R-EA p:9

DaffH(AH)=  123.5/0.3 A-IN

----

74CEL/BEN    Datum: EA=1.097(36) eV LPES p:8

----

70FEL/       Datum: EA=1.00(5) eV PD   p:7

----

86CHO/HEI    Datum: EA=1.10(9) eV TDEq [25.4(20) kcal] p:6

.DELTA.eaG(423 K) = -26.1 kcal/mol; .DELTA.eaS(estimated) = +2.0 eu. Original: 84CAL/KEB2. Not direct measurement, but anchor for extensive electron affinity equilibrium scale. See text.

----

84GRA/VAN    Datum: EA=1.1(2) eV IMRB p:6

----

76REF/FRA    Datum: EA=1.05 eV Endo p:6

----

73HUG/LIF    Datum: EA=1.00(10) eV Endo p:6

----

61KRA/MUL #  Datum: EA=1.02(10) eV IMRB p:6

Between NH2-, C-. Reworked with modern thermochemistry.
###### the following are "below the line": evaluated as not accurate ####

----

75ROT/TAN    Datum: EA=1.14(15) eV NBIE p:4

----

72THY/       Datum: EA=1.2(1) eV EIAE p:2

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [so2.zzf]

W1U        |-97.2  |     |     | 1.137|       |-71.1  |    |     

CBS-QB3    |-97.8  |     |     | 1.161|       |-71.1  |    |     

G3MP2B3    |-93.7  |     |     | 1.104|       |-68.3  |    |     

G3MP2B3+   |-93.9  |     |     | 1.113|       |-68.3  |    |     

G4MP2      |-96.7  |     |     | 1.148|       |-70.3  |    |     

M062X/Def2T|-88.2  |     |     | 1.072|       |-63.5  |    |     

B3/6-311++G|-72.1  |     |     | 1.669|       |-33.7  |    |     

++++++++++++++++++++++++++++++++

SO2..S-.

O2S2  mw:95.935 Anion CAS: Z-70873-04-0 fg:7 cnt:1790

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

86GOO/BOH    Datum: HOF(A-)=<-78.1/5.2 IMRB p:5

DaffH(X..Y-)=>25.8/5.1 A-IN

S- + SO2 -> SSO2- is  fast in the flowing afterglow. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) ca. -92 to -98 kcal/mol.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [so2s.zaf]

W1U        |-96.4  | 43.5| 35.6| 26.4|-71.1  |18.1   | 2.345

CBS-QB3    |-98.4  |     |     |     |-71.1  |       | 2.427

G3MP2B3    |-92.3  | 41.9| 34.1| 26.1|-68.3  |17.9   | 2.355

G3MP2B3+   |-92.2  | 42.4| 34.6| 26.0|-68.3  |18.5   | 2.352

G4MP2      |-96.7  | 45.5| 37.6| 26.4|-70.3  |19.1   | 2.382

M062X/Def2T|-89.3  | 49.8| 41.9| 26.6|-63.5  |24.0   | 2.278

B3/6-311++G|-56.8  | 38.7| 30.9| 26.0|-33.7  |15.6   | 2.904

++++++++++++++++++++++++++++++++

SbO2-

O2Sb  mw:152.894 Anion CAS: Z-683737-82-8 fg:6 cnt:11587

----

23KOC/GAO    Datum: EA=3.4945(4) eV LPEI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sb02-s.za0]

M062X/Def2T|-42.0  |     |     | 3.261|       |33.3   |    |     

++++++++++++++++++++++++++++++++

ScO2-

O2Sc  mw:76.946 Anion CAS: Z-64924-58-9 fg:6 cnt:4346

----

98WU_/WAN    Datum: EA=2.32(2) eV LPES p:9

DaffH(AH)=  19.8/0.5 dEA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [osco-s.za0]

CBS-QB3    |-87.2  |     |     | 2.282|       |-34.4  |    |     

M062X/Def2T|-74.4  |     |     | 2.039|       |-27.4  |    |     

B3/6-311++G|-95.3  |     |     | 2.243|       |-43.4  |    |     

++++++++++++++++++++++++++++++++

Sc2O2-

O2Sc2  mw:121.902 Anion CAS: Z-263558-31-2 fg:7 cnt:11100

----

13YUA/XU     Datum: EA=1.11(8) eV LPES p:8

Vertical Detachment Energy:1.20(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sc2o2-d.za0]

CBS-QB3    |-139.6 |     |     | 1.337|       |-108.7 |    |     

M062X/Def2T|-126.7 |     |     | 1.529|       |-91.6  |    |     

++++++++++++++++++++++++++++++++

Sc3O2-

O2Sc3  mw:166.858 Anion CAS: Z-1428659-12-4 fg:7 cnt:11101

----

13YUA/XU     Datum: EA=1.33(8) eV LPES p:8

Vertical Detachment Energy:1.60(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sc3o2-t.za0]

CBS-QB3    |-82.1  |     |     | 1.361|       |-50.8  |    |     

M062X/Def2T|-83.8  |     |     | 1.174|       |-56.7  |    |     

++++++++++++++++++++++++++++++++

Sc4O2-

O2Sc4  mw:211.814 fg:7 cnt:11102

----

13YUA/XU     Datum: EA=1.35(8) eV LPES p:8

Vertical Detachment Energy:1.58(8) eV.

++++++++++++++++++++++++++++++++

Sc5O2-

O2Sc5  mw:256.770 Anion CAS: Z-1428659-14-6 fg:7 cnt:11103

----

13YUA/XU     Datum: EA=1.23(8) eV LPES p:8

Vertical Detachment Energy:1.32(8) eV.

++++++++++++++++++++++++++++++++

SeO2-.

O2Se  mw:111.907 Anion CAS: Z-16399-83-0 fg:6 cnt:1439

HOF(A.)= -25.8/5.0  02BIN/MIL    |

----

89SNO/COE    Datum: EA=1.823(50) eV LPES | HOF(A-)=-67.8/7.2 R-EA p:9

DaffH(AH)=  108.6/7.2 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [oseo.zzf]

CBS-QB3    |-72.0  |     |     | 1.873|       |-28.9  |    |     

G3MP2B3    |-68.7  |     |     | 1.820|       |-26.8  |    |     

G3MP2B3+   |-68.9  |     |     | 1.827|       |-26.9  |    |     

G4MP2      |-70.0  |     |     | 1.893|       |-26.4  |    |     

M062X/Def2T|-55.1  |     |     | 1.905|       |-11.2  |    |     

B3/6-311++G|-57.5  |     |     | 2.205|       |-6.7   |    |     

++++++++++++++++++++++++++++++++

SiO2-.

O2Si  mw:59.967 Anion CAS: Z-53095-83-3 fg:6 cnt:5666

HOF(A.)= -77.0/2.4  91GUR/VEY    |

----

96WAN/WU     Datum: EA=2.10(10) eV LPES | HOF(A-)=-125.4/3.3 R-EA p:8

The stated EA is an upper limit to adiabatic electron affinity. Vertical Detachment Energy:2.76(10) eV. See also 97WAN/DES.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sio2.zzf]

W1U        |-114.7 |     |     | 2.037|       |-67.8  |    |     

CBS-QB3    |-115.7 |     |     | 2.006|       |-69.4  |    |     

G3MP2B3    |-115.7 |     |     | 2.024|       |-69.0  |    |     

G3MP2B3+   |-115.8 |     |     | 2.011|       |-69.4  |    |     

G4MP2      |-115.6 |     |     | 2.101|       |-67.2  |    |     

M062X/Def2T|-108.6 |     |     | 1.942|       |-63.8  |    |     

B3/6-311++G|-97.1  |     |     | 2.221|       |-45.8  |    |     

++++++++++++++++++++++++++++++++

Si3O2-

O2Si3  mw:115.921 Anion CAS: Z-193092-41-0 fg:7 cnt:5776

----

97WAN/NIC    Datum: EA=1.81(9) eV LPES p:9

Vertical Detachment Energy:2.03(6) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2osioc.zzf]

W1U        |-90.4  |     |     | 2.030|       |-43.5  |    |     

CBS-QB3    |-90.5  |     |     | 1.999|       |-44.3  |    |     

G3MP2B3    |-89.3  |     |     | 2.056|       |-41.7  |    |     

G3MP2B3+   |-89.0  |     |     | 2.061|       |-41.4  |    |     

G4MP2      |-91.6  |     |     | 2.101|       |-43.1  |    |     

M062X/Def2T|-88.8  |     |     | 1.727|       |-48.9  |    |     

B3/6-311++G|-57.3  |     |     | 2.120|       |-8.3   |    |     

++++++++++++++++++++++++++++++++

Sm2O2-

O2Sm2  mw:335.830 Anion CAS: N-225928-00-7 fg:7 cnt:10748

----

17KAF/TOP    Datum: EA=0.70(1) eV LPES p:8

Vertical Detachment Energy:0.846(3) eV.

++++++++++++++++++++++++++++++++

Sm3O2-

O2Sm3  mw:487.750 fg:17 cnt:11678

----

18TOP/KAF    Datum: EA=0.87(2) eV LPES p:8

Vertical Detachment Energy: 1.00(5) eV.

++++++++++++++++++++++++++++++++

TaO2-

O2Ta  mw:212.938 Anion CAS: Z-23407-26-3 fg:6 cnt:7155

HOF(A.)= -41.1/5.0  82WAG/EVA    |

----

20ZHA/CHE    Datum: EA=2.415(8) eV PVMI p:8

----

08ZHE/LI     Datum: EA=2.40(6) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tao2-s.za0]

M062X/Def2T|-65.8  |     |     | 2.033|       |-18.9  |    |     

++++++++++++++++++++++++++++++++

Ta3O2-

O2Ta3  mw:574.834 Anion CAS: Z-1187201-97-3 fg:7 cnt:10579

----

09ZHA/WAN    Datum: EA=1.62(3) eV LPES p:8

Vertical Detachment Energy:1.675(15) eV.

++++++++++++++++++++++++++++++++

TeO2-.

O2Te  mw:161.897 Anion CAS: Z-12269-54-4 fg:6 cnt:1443

HOF(A.)= -14.6/3.0  02BIN/MIL    |

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

25YAN/LI     Datum: EA=0() eV [ eV] | HOF(A-)=-59.4/3.1 R-EA p:8

Vertical Detachment Energy: 2.13(3) eV.

----

89SNO/COE    Datum: EA=>2.2 eV LPES p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [teo2.zz0]

M062X/Def2T|-42.2  |     |     | 2.265|       |9.9    |    |     

++++++++++++++++++++++++++++++++

ThO2-

O2Th  mw:264.028 Anion CAS: Z-2374146-42-4 fg:6 cnt:10970

HOF(A.)= -104.1/3.0  14KON/BEN   |

----

25TUF/CHI    Datum: EA=1(5) eV LPES [1.21(5) eV] p:8

----

18LI_/ZOU    Datum: EA=1.21(5) eV PVMI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tho2.zz0]

M062X/Def2T|-2310.9|     |     | 3.211|       |-2236.9|    |     

++++++++++++++++++++++++++++++++

TiO2-

O2Ti  mw:79.938 Anion CAS: Z-59700-45-7 fg:6 cnt:4930

HOF(A.)= -60.0/5.0  82WAG/EVA    |

----

13KIM/WEI    Datum: EA=1.5892(5) eV SEVI | HOF(A-)=-96.6/5.0 R-EA p:9

----

13LI_/XU     Datum: EA=1.59(4) eV LPES p:8

Vertical Detachment Energy:1.59(4) eV.

----

97WU_/WAN2   Datum: EA=1.59(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tio2-d.za0]

CBS-QB3    |-103.8 |     |     | 1.592|       |-67.1  |    |     

M062X/Def2T|-81.5  |     |     | 1.674|       |-42.9  |    |     

B3/6-311++G|-107.7 |     |     | 1.690|       |-68.8  |    |     

++++++++++++++++++++++++++++++++

UO2-

O2U  mw:270.041 Anion CAS: Z-201798-34-7 fg:6 cnt:8706

HOF(A.)= -110.4/2.9  14KON/BEN   |

----

14CZE/LOP    Datum: EA=1.1688(6) eV PVMI | HOF(A-)=-137.4/2.9 R-EA p:9

----

14LI_/SU     Datum: EA=1.159(20) eV LPES p:8

++++++++++++++++++++++++++++++++

VO2-

O2V  mw:82.934 Anion CAS: Z-80611-40-1 fg:6 cnt:2770

HOF(A.)= -55.6/10.0  98JANAF     |

----

14KIM/WEI2   Datum: EA=1.8357(5) eV SEVI | HOF(A-)=-97.9/10.0 R-EA p:9

See also 14KIM/WEI3.

----

20ZHA/CHE    Datum: EA=2.029(8) eV PVMI p:8

----

98WU_/WAN2   Datum: EA=2.03(1) eV LPES p:8

14KIM/WEI say this energy is an incorrect assignment.

----

93RUD/KAI2*  Datum: HOF(A-)=-106.8/1.2 TDEq p:5

EA(eV)= 2.311

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vo2-t.za0]

CBS-QB3    |-81.5  |     |     | 2.004|       |-35.4  |    |     

M062X/Def2T|-47.6  |     |     | 2.064|       |       |    |     

B3/6-311++G|-74.5  |     |     | 2.038|       |-27.5  |    |     

++++++++++++++++++++++++++++++++

V4O2-.

O2V4  mw:235.766 Anion CAS: Z-446021-56-3 fg:7 cnt:5818

----

02PRA/KOY    Datum: EA=1.12(11) eV LPES p:9

Vertical Detachment Energy:1.51(5) eV.

++++++++++++++++++++++++++++++++

V5O2-.

O2V5  mw:286.710 Anion CAS: Z-445492-35-3 fg:7 cnt:5820

----

02PRA/KOY    Datum: EA=1.12(11) eV LPES p:9

Vertical Detachment Energy:1.54(7) eV.

++++++++++++++++++++++++++++++++

V6O2-.

O2V6  mw:337.654 Anion CAS: Z-446021-58-5 fg:7 cnt:5822

----

02PRA/KOY    Datum: EA=1.15(12) eV LPES p:9

Vertical Detachment Energy:1.75(8) eV.

++++++++++++++++++++++++++++++++

V7O2-.

O2V7  mw:388.598 Anion CAS: Z-445492-38-6 fg:7 cnt:5824

----

02PRA/KOY    Datum: EA=1.41(14) eV LPES p:9

Vertical Detachment Energy:2.02(10) eV.

++++++++++++++++++++++++++++++++

V8O2-.

O2V8  mw:439.542 Anion CAS: Z-446021-75-6 fg:7 cnt:5826

----

02PRA/KOY    Datum: EA=1.35(14) eV LPES p:9

Vertical Detachment Energy:1.84(9) eV.

++++++++++++++++++++++++++++++++

V9O2-.

O2V9  mw:490.486 Anion CAS: Z-445492-43-3 fg:7 cnt:5828

----

02PRA/KOY    Datum: EA=1.43(14) eV LPES p:9

Vertical Detachment Energy:2.00(10) eV.

++++++++++++++++++++++++++++++++

V10O2-.

O2V10  mw:541.430 Anion CAS: Z-446021-76-7 fg:7 cnt:5830

----

02PRA/KOY    Datum: EA=1.46(15) eV LPES p:9

Vertical Detachment Energy:1.74(8) eV.

++++++++++++++++++++++++++++++++

V11O2-.

O2V11  mw:592.374 Anion CAS: Z-445492-48-8 fg:7 cnt:5832

----

02PRA/KOY    Datum: EA=1.27(13) eV LPES p:9

Vertical Detachment Energy:1.77(8) eV.

++++++++++++++++++++++++++++++++

V12O2-.

O2V12  mw:643.318 Anion CAS: Z-446021-80-3 fg:7 cnt:5834

----

02PRA/KOY    Datum: EA=1.43(14) eV LPES p:9

Vertical Detachment Energy:1.71(8) eV.

++++++++++++++++++++++++++++++++

V13O2-.

O2V13  mw:694.262 Anion CAS: Z-445492-53-5 fg:7 cnt:5836

----

02PRA/KOY    Datum: EA=1.43(14) eV LPES p:9

Vertical Detachment Energy:1.84(9) eV.

++++++++++++++++++++++++++++++++

V14O2-.

O2V14  mw:745.206 Anion CAS: Z-446021-81-4 fg:7 cnt:5838

----

02PRA/KOY    Datum: EA=1.43(14) eV LPES p:9

Vertical Detachment Energy:1.77(9) eV.

++++++++++++++++++++++++++++++++

V15O2-.

O2V15  mw:796.150 Anion CAS: Z-445492-56-8 fg:7 cnt:5840

----

02PRA/KOY    Datum: EA=1.55(16) eV LPES p:9

Vertical Detachment Energy:1.92(10) eV.

++++++++++++++++++++++++++++++++

WO2-

O2W  mw:215.941 Anion CAS: Z-64884-01-1 fg:6 cnt:8010

HOF(A.)=  18.3  98JANAF          |

----

99DAV/SCH2   Datum: EA=1.998(10) eV LPES p:9

Electron affinity may be 0.04 or 0.08 eV lower, due to vibrational uncertainities. See also 11MAN/WAL2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [wo2-q.za0]

M062X/Def2T|-30.9  |     |     | 2.166|       |19.0   |    |     

++++++++++++++++++++++++++++++++

W2O2-

O2W2  mw:399.892 Anion CAS: Z-863396-23-0 fg:7 cnt:9399

----

05ZHA/HUA    Datum: EA=1.77(3) eV LPES p:8

Vertical Detachment Energy:1.81(3) eV.

++++++++++++++++++++++++++++++++

YO2-

O2Y  mw:120.896 Anion CAS: Z-164265-68-3 fg:6 cnt:4345

----

98WU_/WAN    Datum: EA=2.00(2) eV LPES p:9

DaffH(AH)=  12.4/0.5 dEA

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yo2-s.za0]

M062X/Def2T|-62.7  |     |     | 1.721|       |-23.0  |    |     

++++++++++++++++++++++++++++++++

Y2O2-.

O2Y2  mw:209.802 Anion CAS: Z-363152-85-6 fg:7 cnt:5218

HOF(A.)= -127.4/0.5  82WAG/EVA   |

----

01PRA/NAK    Datum: EA=1.29(14) eV LPES | HOF(A-)=-157.1/3.3 R-EA p:8

Vertical Detachment Energy:1.45(9) eV.

++++++++++++++++++++++++++++++++

Y3O2-.

O2Y3  mw:298.708 Anion CAS: Z-363141-33-7 fg:7 cnt:5220

----

01PRA/NAK    Datum: EA=1.44(23) eV LPES p:8

Vertical Detachment Energy:1.71(11) eV.

++++++++++++++++++++++++++++++++

Y4O2-.

O2Y4  mw:387.614 Anion CAS: Z-363141-35-9 fg:7 cnt:5223

----

01PRA/NAK    Datum: EA=1.19(21) eV LPES p:8

Vertical Detachment Energy:1.45(9) eV.

++++++++++++++++++++++++++++++++

Y5O2-.

O2Y5  mw:476.520 Anion CAS: Z-363141-39-3 fg:7 cnt:5226

----

01PRA/NAK    Datum: EA=1.14(18) eV LPES p:8

Vertical Detachment Energy:1.35(7) eV.

++++++++++++++++++++++++++++++++

Y6O2-.

O2Y6  mw:565.425 Anion CAS: Z-363141-42-8 fg:7 cnt:5229

----

01PRA/NAK    Datum: EA=1.17(21) eV LPES p:8

Vertical Detachment Energy:1.43(9) eV.

++++++++++++++++++++++++++++++++

Y7O2-.

O2Y7  mw:654.331 Anion CAS: Z-363141-44-0 fg:7 cnt:5231

----

01PRA/NAK    Datum: EA=1.24(31) eV LPES p:8

Vertical Detachment Energy:1.65(11) eV.

++++++++++++++++++++++++++++++++

Y8O2-.

O2Y8  mw:743.237 Anion CAS: Z-363141-46-2 fg:7 cnt:5233

----

01PRA/NAK    Datum: EA=1.34(30) eV LPES p:8

Vertical Detachment Energy:1.73(16) eV.

++++++++++++++++++++++++++++++++

ZrO2-

O2Zr  mw:121.895 Anion CAS: Z-163928-61-8 fg:6 cnt:6703

HOF(A.)= -75.0/5.0  82WAG/EVA    |

----

13KIM/WEI    Datum: EA=1.6397(5) eV SEVI | HOF(A-)=-112.9/5.0 R-EA p:9

----

05ZHE/BOW    Datum: EA=1.64(3) eV LPES p:8

----

99THO/XU     Datum: EA=1.8(4) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [zro2-d.za0]

M062X/Def2T|-91.6  |     |     | 1.809|       |-49.9  |    |     

++++++++++++++++++++++++++++++++

O3-

O3  mw:47.985 Anion CAS: Z-12596-80-4 fg:2 cnt:200

HOF(A.)=  34.1/0.4  98JANAF      |

----

79NOV/ENG    Datum: EA=2.1028(35) eV LPES | HOF(A-)=-14.4/0.4 R-EA p:9

DaffH(AH)=  40.3/0.5 A-IN

See also 17SHE/BEN.

----

15MAN/TRO    Datum: EA=2.092(15) eV PVMI p:8

----

94ARN/XU     Datum: EA=2.103(4) eV LPES p:8

----

71WON/VOR    Datum: EA=1.91(14) eV PD   p:7

----

78LIF/WU     Datum: DaffH= 41.5/1.2 CIDT p:6

----

77WU_/TIE    Datum: DaffH= 41.5/2.3 CIDT p:6

Excited state: 19.4 kcal higher.

----

75ROT/TAN    Datum: EA=2.14(15) eV NBIE p:6
###### the following are "below the line": evaluated as not accurate ####

----

78SMI/LEE    Datum: DaffH= 41.5/4.6 PDis p:4

----

77DOT/DAV    Datum: EA=>1.8234 eV IMRB p:4

----

71BER/CHU    Datum: EA=>1.96 eV Endo p:4

I- + O3 ->.

----

78COS/MOS    Datum: DaffH=<49.5 PDis p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [o3.zzf]

W1U        |-13.7  |     |     | 2.170|       |36.3   |    |     

CBS-QB3    |-17.2  |     |     | 2.217|       |33.9   |    |     

G3MP2B3    |-12.2  |     |     | 2.072|       |35.5   |    |     

G3MP2B3+   |-12.3  |     |     | 2.077|       |35.5   |    |     

G4MP2      |-13.2  |     |     | 2.109|       |35.4   |    |     

M062X/Def2T|-7.9   |     |     | 2.495|       |49.6   |    |     

B3/6-311++G|-15.7  |     |     | 2.792|       |48.5   |    |     

++++++++++++++++++++++++++++++++

PO3-

O3P  mw:78.959 Anion CAS: Z-15389-19-2 fg:6 cnt:101

HOF(A.)= -109.5/5.7 D+AH         | BDE(A-H)= 111.3/3.5 D-EA          

HOF(AH)= -168.8/4.0  94HIL/LAU   |

DacidS=24.4/2.0 Stat | 

----

99WAN/WAN    Datum: EA=4.95(6) eV LPES | HOF(A-)=-223.7/6.3 R-EA p:9

DaffH(AH)=  182.3/6.3 A-IN

----

92VIG/HEN    Datum: DacidG= 303.5/2.5 IMRB | HOF(A-)=-223.7/5.3 Acid p:7

DacidH(AH)= 310.8/2.6 G+TS DaffH(X..Y-)= 182.3/5.3 A-IN

----

91VIG/MOR    Datum: DacidH(AH)= 310.7/3.6 Endo p:6
###### the following are "below the line": evaluated as not accurate ####

----

86RUD/VOV *  Datum: HOF(A-)=-223.9/3.8 TDEq p:4

EA(eV)= 4.423

They use .DELTA.fH(PO3) = -121.9/12.0 kcal/mol.

----

85HEN/VIG    Datum: DacidG=<309.0/3.0 IMRB p:4

The neutral thermochemistry appears to be in conflict with computational values.

----

83SID/RUD *  Datum: HOF(A-)=-235.8/5.5 TDEq p:4

----

79WOR/KOL    Datum: HOF(A-)=-190.0 IMRB p:2

EA(eV)= 3.500

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [po3.zaf]

W1U        |-223.4 |311.6|305.3| 5.030|-169.1 |-106.9 |21.0|114.4

CBS-QB3    |-225.1 |310.5|304.3| 5.005|-169.8 |-109.2 |20.8|112.7

G3MP2B3    |-220.1 |311.8|305.6| 5.055|-164.6 |-102.9 |20.8|113.8

G3MP2B3+   |-220.0 |311.8|305.5| 5.052|-164.5 |-102.9 |21.0|113.7

G4MP2      |-221.7 |311.8|305.6| 5.043|-166.4 |-104.9 |21.0|113.6

M062X/Def2T|-219.0 |311.9|305.6| 5.061|-166.3 |-101.9 |21.0|116.5

B3/6-311++G|-185.5 |309.8|303.6| 4.769|-128.0 |-75.0  |21.0|105.2

++++++++++++++++++++++++++++++++

ReO3-

O3Re  mw:234.941 Anion CAS: Z-11142-49-7 fg:6 cnt:329

HOF(A.)= -67.8/5.0  75GOU/MIL    |

----

11CHE/ZHA    Datum: EA=3.53(5) eV LPES | HOF(A-)=-149.2/5.1 R-EA p:8

----

01PRA/RAD    Datum: EA=3.6(1) eV LPES p:7

Vertical Detachment Energy:3.7(1) eV.
###### the following are "below the line": evaluated as not accurate ####

----

75GOU/MIL    Datum: HOF(A-)=-137.1/9.6 TDEq p:4

EA(eV)= 3.005

----

72CEN/       Datum: EA=>2.50 eV IMRB p:3

++++++++++++++++++++++++++++++++

Re3O3-

O3Re3  mw:608.853 Anion CAS: Z-380415-93-0 fg:7 cnt:8185

----

12ZHA/CHE    Datum: EA=2.54(2) eV LPES p:9

++++++++++++++++++++++++++++++++

Rh3O3-

O3Rh3  mw:356.701

Core ion CAS: Z-64883-76-7 Solvent: 12137-18-7 fg:7 cnt:11880

----

24HAN/LIU    Datum: EA=2.86(8) eV LPES p:8

Vertical Detachment Energy: 3.00(6) eV.

++++++++++++++++++++++++++++++++

SO3-.

O3S  mw:79.957 Anion CAS: Z-12210-38-7 fg:6 cnt:263

HOF(A.)= -94.6/0.2  89GUR/VEY    | | S(A.)=61.4/0.1  82WAG/EVA

----

22YUA/TRA    Datum: EA=2.216(6) eV LPEI | HOF(A-)=-145.7/0.3 R-EA p:9

DaffH(AH)=  100.7/0.3 A-IN

----

85RUD/SID2*  Datum: HOF(A-)=-142.2/1.8 TDEq p:8

EA(eV)= 2.064

The stated EA is calculated at 298 K.

***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

21ANS/VER2   Datum: EA=0() eV [ eV] p:7

The stated EA is the Vertical Detachment Energy.

----

87GLE/       Datum: EA=1.9(1) eV IMRB p:7

See also 00DOB/BOO.

----

86RUD/VOV *  Datum: HOF(A-)=-142.8/1.7 IMRE p:6
###### the following are "below the line": evaluated as not accurate ####

----

75ROT/TAN    Datum: EA=1.70(15) eV NBIE p:4

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [so3.zaf]

W1U        |-145.5 |     |     | 2.202|       |-94.8  |    |     

CBS-QB3    |-146.9 |     |     | 2.278|       |-94.4  |    |     

G3MP2B3    |-140.1 |     |     | 2.208|       |-89.2  |    |     

G3MP2B3+   |-139.9 |     |     | 2.200|       |-89.2  |    |     

G4MP2      |-145.3 |     |     | 2.272|       |-92.9  |    |     

M062X/Def2T|-135.6 |     |     | 2.107|       |-87.0  |    |     

B3/6-311++G|-99.6  |     |     | 2.752|       |-36.2  |    |     

++++++++++++++++++++++++++++++++

Sc2O3-

O3Sc2  mw:137.897 Anion CAS: Z-263846-20-4 fg:7 cnt:11104

----

13YUA/XU     Datum: EA=1.84(8) eV LPES p:8

Vertical Detachment Energy:2.10(8) eV.

++++++++++++++++++++++++++++++++

Sc3O3-

O3Sc3  mw:182.853 Anion CAS: N-1415152-12-3 fg:7 cnt:11105

----

13YUA/XU     Datum: EA=1.43(8) eV LPES p:8

Vertical Detachment Energy:1.66(8) eV.

++++++++++++++++++++++++++++++++

Sc4O3-

O3Sc4  mw:227.809 Anion CAS: Z-1428659-16-8 fg:7 cnt:11106

----

13YUA/XU     Datum: EA=1.26(8) eV LPES p:8

Vertical Detachment Energy:1.84(8) eV.

++++++++++++++++++++++++++++++++

Sc5O3-

O3Sc5  mw:272.765 Anion CAS: Z-1428659-18-0 fg:7 cnt:11107

----

13YUA/XU     Datum: EA=1.16(8) eV LPES p:8

Vertical Detachment Energy:1.27(8) eV.

++++++++++++++++++++++++++++++++

SiO3-.

O3Si  mw:75.962 Anion CAS: Z-12210-41-2 fg:6 cnt:1788

----

82VIG/ARN    Datum: HOF(A-)=<-159.0/9.9 IMRB p:6

DaffH(X..Y-)=>107.9/9.9 A-IN

O3- + SiO2 -> SiO3-. exo, SiO3-. + NO2 -> NO3- endo. Composite computational methods(18BAR/) indicate a .DELTA.fH(A-) of -168 to -173 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sio3-d.zaf]

W1U        |-170.3 |     |     | 4.449|       |-68.0  |    |     

CBS-QB3    |-173.5 |     |     | 4.527|       |-69.4  |    |     

G3MP2B3    |-168.0 |     |     | 4.383|       |-67.1  |    |     

G3MP2B3+   |-167.9 |     |     | 4.389|       |-67.1  |    |     

G4MP2      |-167.8 |     |     | 4.413|       |-66.4  |    |     

B3/6-311++G|-150.9 |     |     | 5.123|       |-33.1  |    |     

++++++++++++++++++++++++++++++++

Si2O3-.

O3Si2  mw:103.939 Anion CAS: Z-176049-63-1 fg:7 cnt:5667

----

96WAN/WU     Datum: EA=0.90(10) eV LPES p:7

The stated EA is an upper limit to adiabatic electron affinity. Vertical Detachment Energy:1.4(1) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2o3.zzf]

W1U        |-206.4 |     |     | 1.331|       |-175.9 |    |     

CBS-QB3    |-206.8 |     |     | 1.329|       |-176.3 |    |     

G3MP2B3    |-204.0 |     |     | 1.363|       |-172.7 |    |     

G3MP2B3+   |-203.9 |     |     | 1.364|       |-172.5 |    |     

G4MP2      |-206.3 |     |     | 1.450|       |-173.0 |    |     

M062X/Def2T|-205.6 |     |     | 1.216|       |-177.6 |    |     

B3/6-311++G|-163.9 |     |     | 1.614|       |-126.7 |    |     

++++++++++++++++++++++++++++++++

Si3O3-

O3Si3  mw:131.916 Anion CAS: Z-192765-34-7 fg:7 cnt:5777

----

97WAN/NIC    Datum: EA=0.6(1) eV LPES p:9

Vertical Detachment Energy:1.5(1) eV. See also 97WAN/DES.

++++++++++++++++++++++++++++++++

Sm3O3-

O3Sm2  mw:351.825 Anion CAS: N-12060-58-1 fg:7 cnt:10755

----

18TOP/KAF    Datum: EA=0.72(5) eV LPES p:8

Vertical Detachment Energy:0.80(2) eV.

++++++++++++++++++++++++++++++++

Ta3O3-

O3Ta3  mw:590.829 Anion CAS: Z-952678-36-3 fg:7 cnt:6911

----

07ZHA/AVE    Datum: EA=2.25(3) eV LPES p:9

----

09ZHA/WAN    Datum: EA=2.22(3) eV LPES p:8

Vertical Detachment Energy:2.253(15) eV.

++++++++++++++++++++++++++++++++

TeO3-

mw:177.891 Anion CAS: Z-12269-56-6 fg:6 cnt:11985

----

25YAN/LI     Datum: EA=<4.01(3) eV LPES p:8

Vertical Detachment Energy: 4.20(3) eV. Poor Franck-Condon overlap in assigning the Adiabatic Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [teo3.zz0]

M062X/Def2T|-64.9  |     |     | 3.833|       |23.5   |    |     

++++++++++++++++++++++++++++++++

ThO3-

O3Th  mw:280.023 Anion CAS: Z-2374146-43-5 fg:6 cnt:10971

----

18LI_/ZOU    Datum: EA=3.31(5) eV PVMI p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tho3.zz0]

M062X/Def2T|-2984.7|     |     | 1.908|       |-2940.7|    |     

++++++++++++++++++++++++++++++++

TiO3-

O3Ti  mw:95.933 Anion CAS: Z-200063-90-7 fg:6 cnt:4931

----

97WU_/WAN2   Datum: EA=4.2(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tio3-d.za0]

M062X/Def2T|-132.1 |     |     | 3.408|       |-53.9  |    |     

++++++++++++++++++++++++++++++++

UO3-

O3U  mw:286.036 Anion CAS: Z-119976-57-7 fg:6 cnt:4277

HOF(A.)= -190.0/2.4  14KON/BEN   |

----

16SU_/LI     Datum: EA=1.12(5) eV LPES | HOF(A-)=-215.8/2.7 R-EA p:8

Vertical Detachment Energy:1.44(3) eV.

----

92RUD/KAI    Datum: EA=< 2.12 eV IMRB [49.0 kcal] p:5

Upper limit based on non-observation.

++++++++++++++++++++++++++++++++

VO3-.

O3V  mw:98.929 Anion CAS: Z-13981-20-9 fg:6 cnt:2771

----

98WU_/WAN2   Datum: EA=4.36(5) eV LPES p:9

Singlet anion to doublet neutral.

----

01BEL/ZEM    Datum: DaffH= 125.2/7.1 CIDT | HOF(A-)=-163.6/12.3 AfIN p:7

----

93RUD/KAI2*  Datum: HOF(A-)=-178.7/2.8 TDEq p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [vo3-s.za0]

CBS-QB3    |-167.7 |     |     | 4.410|       |-65.9  |    |     

M062X/Def2T|-121.2 |     |     | 4.361|       |-20.6  |    |     

++++++++++++++++++++++++++++++++

V2O3-

O3V2  mw:149.873 Anion CAS: Z-490041-37-7 fg:7 cnt:9443

----

02ZHA/WAN2   Datum: EA=1.76(3) eV LPES p:8

Vertical Detachment Energy:2.05(3) eV.

++++++++++++++++++++++++++++++++

WO3-.

O3W  mw:231.936 Anion CAS: Z-12534-30-4 fg:6 cnt:331

HOF(A.)= -71.0/5.0  82WAG/EVA    |

----

04ZHA/KIR3   Datum: EA=3.62(5) eV LPES | HOF(A-)=-154.5/5.1 R-EA p:8

DaffH(AH)=  198.6/5.1 A-IN

Vertical Detachment Energy:3.83(3) eV. See also 10ZHA/WAN.

----

91WAL/HER    Datum: EA=3.33(15) eV LPD  p:8

DaffH(AH)=  43.1/3.5 dEA
###### the following are "below the line": evaluated as not accurate ####

----

89RUD/VOV *  Datum: HOF(A-)=-164.6/2.6 TDEq p:4

EA(eV)= 3.938

Multi-parameter fit to many ion-molecule and ion-ion Equlibria. .DELTA.fH(A-) at 0 K.

----

70JEN/MIL    Datum: HOF(A-)=-166.9/9.6 TDEq p:4

EA(eV)= 4.159 DaffH(X..Y-)= 211.1/9.6 A-IN

HWO4- + H <=> WO3- + H2O.

----

72CEN/       Datum: EA=>2.50 eV IMRB p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [wo3-d.za0]

M062X/Def2T|-143.5 |     |     | 3.758|       |-57.2  |    |     

++++++++++++++++++++++++++++++++

W2O3-

O3W2  mw:415.887 Anion CAS: Z-863396-24-1 fg:7 cnt:9400

----

05ZHA/HUA    Datum: EA=2.22(3) eV LPES p:8

Vertical Detachment Energy:2.25(3) eV.

++++++++++++++++++++++++++++++++

W3O3-

O3W3  mw:599.838 Anion CAS: Z-1224597-63-0 fg:7 cnt:9321

----

11ROT/MAN    Datum: EA=2.20(2) eV LPES p:8

++++++++++++++++++++++++++++++++

Y3O3-.

O3Y3  mw:314.703 Anion CAS: Z-363152-86-7 fg:7 cnt:5221

----

01PRA/NAK    Datum: EA=1.29(30) eV LPES p:8

Vertical Detachment Energy:1.68(16) eV.

++++++++++++++++++++++++++++++++

Y4O3-.

O3Y4  mw:403.609 Anion CAS: Z-363141-36-0 fg:7 cnt:5224

----

01PRA/NAK    Datum: EA=1.38(29) eV LPES p:8

Vertical Detachment Energy:1.75(15) eV.

++++++++++++++++++++++++++++++++

Y5O3-.

O3Y5  mw:492.515 Anion CAS: Z-363141-40-6 fg:7 cnt:5227

----

01PRA/NAK    Datum: EA=1.24(33) eV LPES p:8

Vertical Detachment Energy:1.62(18) eV.

++++++++++++++++++++++++++++++++

Zn3O3-

O3Zn3  mw:239.773 Anion CAS: Z-1415977-44-4 fg:7 cnt:8428

----

12GUN/BER    Datum: EA=1.14(2) eV LPES p:8

Vertical Detachment Energy:1.71(2) eV.

++++++++++++++++++++++++++++++++

O2..O2-.

O4  mw:63.980 Anion CAS: Z-12596-84-8 fg:491 cnt:250

HOF(solv)=0.0 Defn

----

16PAT/MAN    Datum: EA=1.57(3) eV LPES p:8

DaffH(AH)=  25.9/0.7 dEA

----

09GOE/SAN    Datum: EA=1.675(5) eV LPES p:8

DaffH(AH)=  28.3/0.2 dEA

The stated EA is the Vertical Detachment Energy.

----

88HIR/   2   Datum: DaffG= 3.2/1.1 TDAs | HOF(A-)=-20.8/1.7 AfIN p:8

DaffH(X..Y-)= 10.5/0.5 TDAs

See also 96SHE/HAN. Calculation in 01AQU/TAY indicate rectangular anion.

----

95SHE/GAR    Datum: DaffH= 9.2/4.5 PDis p:7

----

90DEL/HAN    Datum: EA=1.638(5) eV LPES p:7

DaffH(AH)=  27.4/0.2 dEA

The stated EA is the Vertical Detachment Energy.

----

72PAY/KEB    Datum: DaffG= 5.4/1.0 IMRE p:6

----

71PAR/       Datum: DaffG= 4.0/0.5 IMRE p:6

----

71PAC/PHE    Datum: DaffG= 3.6/1.0 IMRE p:6

----

68CON/NES    Datum: DaffG= 3.8/1.0 TDAs p:6

DaffH(X..Y-)= 13.6/2.0 TDAs
###### the following are "below the line": evaluated as not accurate ####

----

86POS/DEL    Datum: DaffH= 13.8/4.3 PDis p:4

----

72BUR/   2   Datum: EA=<1.9(2) eV PD   p:4

----

78SMI/LEE    Datum: DaffH=<36.2/4.6 PDis p:3

----

70ADA/BOH    Datum: DaffH=<18.4/2.0 IMRB p:3

O4- + H2O -> O2-.bullet..bullet.H2O + O2, anchored on 70ARS/KEB.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [o4.zcf]

W1U        |-18.6  |  8.6| -0.4| 30.1|-0.1   |-10.0  

CBS-QB3    |-29.4  | 17.2|  8.1| 30.7|-0.9   |-11.2  

G3MP2B3    |-17.7  | 10.6|  1.6| 30.2|0.4    |-7.5   

G3MP2B3+   |-18.0  | 10.8|  2.0| 29.4|0.4    |-7.6   

G4MP2      |-20.3  | 13.2|  4.1| 30.5|1.3    |-8.4   

B3/6-311++G|-16.4  |  3.8| -5.0| 29.5|0.7    |-13.4  

++++++++++++++++++++++++++++++++

RbSO4-

O4RbS  mw:180.864 Anion CAS: Z-84567-00-0 fg:17 cnt:2153

----

89RUD/VOV *  Datum: HOF(A-)=-233.2/2.9 TDEq p:8

.DELTA.fH(A-) at 0 K.

++++++++++++++++++++++++++++++++

ReO4-

O4Re  mw:250.936 Anion CAS: Z-14333-24-5 fg:6 cnt:189

HOF(A.)= -104.2/5.0  75GOU/MIL   | BDE(A-H)= 106.8/7.1 R-AH          

HOF(AH)= -158.9/5.0  82WAG/EVA   |

DacidS=22.0/3.0 Calc | 

----

11CHE/ZHA    Datum: EA=5.58(3) eV LPES | HOF(A-)=-232.9/7.1 R-EA p:8

DacidG(AH)= 285.2/7.2 H-TS| DacidH(AH)= 291.8/3.8 D-EA

DaffH(AH)=  191.0/7.1 A-IN

----

83SID/RUD *  Datum: HOF(A-)=-231.8/7.2 TDEq p:7

----

75GOU/MIL    Datum: DacidH(AH)= 317.4/9.6 TDEq | HOF(A-)=-207.2/11.9 Acid p:5

EA(eV)= 4.468 DaffH(X..Y-)= 165.3/11.9 A-IN
###### the following are "below the line": evaluated as not accurate ####

----

72CEN/       Datum: EA=>2.50 eV IMRB p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [reo4-s.za0]

M062X/Def2T|-177.9 |301.1|294.5| 5.706|-114.3 |-46.1  |22.3|120.4

++++++++++++++++++++++++++++++++

Rh4O4-

O4Rh4  mw:475.602

Core ion CAS: Z-64883-76-7 Solvent: 12137-18-7 fg:7 cnt:11881

----

24HAN/LIU    Datum: EA=2.94(8) eV LPES p:8

Vertical Detachment Energy: 3.15(6) eV.

++++++++++++++++++++++++++++++++

SO4-.

O4S  mw:95.952 Anion CAS: Z-12143-45-2 fg:6 cnt:1375

HOF(AH)= -121.7/4.9 d+ah         |

----

00WAN/NIC    Datum: EA=5.10(10) eV LPES | HOF(A-)=-180.1/6.5 R-EA p:8

----

86RUD/VOV *  Datum: HOF(A-)=-177.0/2.3 IMRE p:6

DacidH(AH)= 310.4/7.2 A-AH

----

85RUD/SID2*  Datum: HOF(A-)=-176.3/2.3 TDEq p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [so4.zzf]

W1U        |-178.1 |304.0|297.1| 4.958|-116.2 |-63.8  |23.4|104.5

CBS-QB3    |-178.7 |302.4|295.5| 5.013|-115.3 |-63.2  |23.0|104.3

G3MP2B3    |-170.7 |303.5|296.5| 4.987|-107.0 |-55.8  |23.2|103.3

G3MP2B3+   |-170.4 |304.3|297.3| 4.980|-107.6 |-55.7  |23.6|104.0

G4MP2      |-177.2 |304.6|297.6| 5.028|-114.6 |-61.3  |23.3|105.4

M062X/Def2T|-168.7 |303.8|296.7| 4.957|-107.7 |-54.5  |23.7|105.4

B3/6-311++G|-117.4 |301.4|294.4| 5.470|-51.5  |8.6    |23.5|112.3

++++++++++++++++++++++++++++++++

SO4=

O4S  mw:95.953 Anion CAS: Z-14808-79-8 fg:6 cnt:11598
###### the following are "below the line": evaluated as not accurate ####

----

87HOU/KEM #  Datum: DacidH(AH)= 438.4/7.6 Latt p:4

From lattice energy of NH4HSO4, with new PA(NH3)=204.0 kcal/mol.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [so4.zdf]

W1U        |-145.2 |449.3|443.1|-1.432|-228.7 |-178.1 |21.0|102.8

CBS-QB3    |-145.8 |448.1|441.9|-1.436|-228.2 |-178.7 |20.7|101.6

G3MP2B3    |-138.7 |449.2|442.9|-1.398|-220.8 |-170.7 |21.5|102.1

G3MP2B3+   |-138.2 |449.6|443.0|-1.405|-220.6 |-170.4 |22.1|102.3

G4MP2      |-144.2 |448.7|442.2|-1.442|-225.7 |-177.2 |21.8|100.6

M062X/Def2T|-130.6 |453.4|446.6|-1.661|-219.3 |-168.7 |22.9|102.7

B3/6-311++G|-82.6  |446.3|439.8|-1.519|-161.6 |-117.4 |21.8|96.3 

++++++++++++++++++++++++++++++++

SO2..SO2-.

O4S2  mw:127.924 Anion CAS: Z-12396-98-4 fg:493 cnt:1536

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

94VAC/LED    Datum: DaffG= 10.4/2.2 TDAs | HOF(A-)=-188.7/1.3 AfIN p:9

DaffH(X..Y-)= 21.3/1.3 TDAs

----

91DRE/KRA    Datum: EA=1.91(5) eV LPD  p:8

DaffH(AH)=  18.5/1.2 dEA

Both dissociation and electron detachment?.

----

80KEE/LEE    Datum: DaffG= 13.9/0.4 TDAs p:7

DaffH(X..Y-)= 24.0/0.2 TDAs

----

88SNO/COE    Datum: EA=1.9(2) eV LPES p:6

DaffH(AH)=  18.3/4.6 dEA

Appears to be dissociation + electron detachment.
###### the following are "below the line": evaluated as not accurate ####

----

97TSU/HIR    Datum: EA=<2.76(2) eV LPES p:4

DaffH(AH)=  38.1/0.5 dEA

The stated EA is the Vertical Detachment Energy.

----

83BOW/LIE    Datum: EA=2.50(20) eV NBAE p:4

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [so2so2.zcf]

CBS-QB3    |-190.2 | 21.4| 12.4| 30.2|-71.1  |-97.8  | 1.954

G3MP2B3    |-182.9 | 20.8| 11.7| 30.6|-68.3  |-93.7  | 1.885

G3MP2B3+   |-182.4 | 20.2| 11.4| 29.4|-68.3  |-93.9  | 1.876

G4MP2      |-188.8 | 21.7| 12.5| 30.7|-70.3  |-96.7  |      

M062X/Def2T|-178.3 | 26.5| 17.1| 31.5|-63.5  |-88.2  | 2.081

B3/6-311++G|-129.3 | 23.5| 14.9| 29.1|-33.7  |-72.1  |      

++++++++++++++++++++++++++++++++

Si2O4-.

O4Si2  mw:119.934 Anion CAS: Z-176049-64-2 fg:7 cnt:5668

----

96WAN/WU     Datum: EA=2.60(10) eV LPES p:8

The stated EA is an upper limit to adiabatic electron affinity. Vertical Detachment Energy:3.63(10) eV. See alos 97WAN/DES.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2o4-c4.zzf]

G3MP2B3    |-286.9 |     |     | 2.331|       |-233.2 |    |     

B3/6-311++G|-235.0 |     |     | 2.645|       |-174.1 |    |     

++++++++++++++++++++++++++++++++

Si3O4-

O4Si3  mw:147.911 Anion CAS: Z-163813-27-2 fg:7 cnt:2974

----

95FAN/NIC    Datum: EA=0.46(7) eV LPES p:9

Vertical Detachment Energy:1.055(50) eV. See also 97WAN/DES.

++++++++++++++++++++++++++++++++

Si4O4-

O4Si4  mw:175.888 Anion CAS: Z-192765-35-8 fg:7 cnt:10519

----

97WAN/DES    Datum: EA=1.5(1) eV LPES p:8

Vertical Detachment Energy:2.3(1) eV.

++++++++++++++++++++++++++++++++

Sm3O4-

O4Sm3  mw:519.739 fg:7 cnt:10752

----

18TOP/KAF    Datum: EA=0.897(5) eV LPES p:8

Vertical Detachment Energy:0.945(5) eV.

++++++++++++++++++++++++++++++++

Ta3O4-

O4Ta3  mw:606.824 Anion CAS: Z-1187201-98-4 fg:7 cnt:10580

----

09ZHA/WAN    Datum: EA=2.29(3) eV LPES p:8

Vertical Detachment Energy:2.40(3) eV.

++++++++++++++++++++++++++++++++

(ThO2)2-

O4Th2  mw:528.056

Core ion CAS: Z-2374146-42-4 Solvent: 1314-20-1 fg:206 cnt:11856

----

25YUA/TUF    Datum: EA=1.38(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(TiO2)2-

O4Ti2  mw:159.876 Anion CAS: Z-200138-21-2 fg:7 cnt:4932

----

14KIM/WEI    Datum: EA=2.035(1) eV SEVI p:9

Vibrational progression implies this is the C2v isomer(major one).

----

14KIM/WEI    Datum: EA=1.752(1) eV SEVI p:9

Vibrational progression implies this is the C2h isomer(minor one).

----

07ZHA/WAN    Datum: EA=2.06(5) eV LPES p:8

Vertical Detachment Energy:2.27(5) eV. See also 10ZHA/WAN.

----

97WU_/WAN2   Datum: EA=2.10(6) eV LPES p:8

++++++++++++++++++++++++++++++++

UO4-

O4U  mw:302.031 Anion CAS: Z-1190716-41-6 fg:6 cnt:10667

----

16SU_/LI     Datum: EA=3.60(3) eV LPES p:8

Vertical Detachment Energy:3.79(3) eV.

++++++++++++++++++++++++++++++++

VO4-

O4V  mw:114.924 Anion CAS: Z-81736-00-7 fg:6 cnt:4938

----

98WU_/WAN2   Datum: EA=4.0(1) eV LPES p:9

++++++++++++++++++++++++++++++++

V2O4-

O4V2  mw:165.868 Anion CAS: Z-314293-65-7 fg:7 cnt:9444

----

02ZHA/WAN2   Datum: EA=2.86(2) eV LPES p:8

Vertical Detachment Energy:2.99(2) eV.

++++++++++++++++++++++++++++++++

WO4-.

O4W  mw:247.931 Anion CAS: Z-121484-03-5 fg:6 cnt:2159

----

04ZHA/KIR3   Datum: EA=5.30(5) eV LPES p:8

Vertical Detachment Energy:5.44(3) eV. See also 10ZHA/WAN.

----

89RUD/VOV *  Datum: HOF(A-)=-209.1/20.8 TDEq p:6

DaffH(X..Y-)= 163.9/20.8 A-IN

.DELTA.fH(A-) at 0 K.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [wo4-d.za0]

M062X/Def2T|-183.8 |     |     | 5.336|       |-60.7  |    |     

++++++++++++++++++++++++++++++++

W2O4-

O4W2  mw:431.882 Anion CAS: Z-863396-25-2 fg:7 cnt:9401

----

05ZHA/HUA    Datum: EA=3.08(3) eV LPES p:8

Vertical Detachment Energy:3.13(2) eV.

++++++++++++++++++++++++++++++++

W3O4-

O4W3  mw:615.833 Anion CAS: Z-1224597-61-8 fg:7 cnt:9323

----

11ROT/MAN    Datum: EA=1.90(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Zn3O4-

O4Zn3  mw:255.768 Anion CAS: Z-1415977-45-5 fg:7 cnt:8429

----

12GUN/BER    Datum: EA=2.02(2) eV LPES p:8

Vertical Detachment Energy:2.28(2) eV.

++++++++++++++++++++++++++++++++

Zr2O4-.

O4Zr2  mw:243.790 Anion CAS: Z-1609279-60-8 fg:7 cnt:8568

----

14KIM/WEI    Datum: EA=1.8681(5) eV SEVI p:9

Vibrational progression implies this is the C3v isomer (minor one).

----

14KIM/WEI    Datum: EA=1.8733(2) eV SEVI p:9

Vibrational progression implies this is the C3v isomer (major one).

++++++++++++++++++++++++++++++++

O2..O3-.

O5  mw:79.975 Anion CAS: Z-80892-10-0 fg:2 cnt:1820

HOF(solv)=0.0 Defn

----

15MAN/TRO    Datum: EA=2.160(15) eV PVMI p:8

DaffH(AH)=  1.3/0.4 dEA

----

88HIR/       Datum: DaffG= -3.6/0.5 TDAs p:7

DaffH(X..Y-)= 2.1/0.2 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [o5.zcf]

CBS-QB3    |-13.7  | 24.3| 17.4| 23.2|27.8   |-17.2  | 2.029

G3MP2B3    |-12.3  |  0.5| -7.2| 27.2|0.4    |-12.2  | 2.075

G3MP2B3+   |-12.7  |  0.8| -5.6| 21.3|0.4    |-12.3  | 2.089

G4MP2      |-14.3  |     |     |     |       |-13.2  | 2.134

B3/6-311++G|-15.1  | 38.7| 34.4| 14.3|39.2   |-15.7  | 2.806

++++++++++++++++++++++++++++++++

SO2..SO3-.

O5S2  mw:143.919

Core ion CAS: Z-12210-38-7 Solvent: 7446-09-5 fg:7 cnt:1537

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

80KEE/LEE    Datum: DaffG= 7.6/0.2 TDAs | HOF(A-)=-230.0/0.3 AfIN p:8

DaffH(X..Y-)= 13.3/0.1 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so2so3.zcf]

CBS-QB3    |-232.5 | 14.6|  6.1| 28.5|-71.1  |-146.9 

G3MP2B3    |-222.3 | 13.9|  5.5| 28.2|-68.3  |-140.1 

G3MP2B3+   |-222.1 | 14.0|  5.8| 27.5|-68.3  |-139.9 

G4MP2      |-230.6 | 15.0|  6.5| 28.6|-70.3  |-145.3 

M062X/Def2T|-216.0 | 16.9|  8.3| 28.5|-63.5  |-135.6 

B3/6-311++G|-148.8 | 15.6|  7.4| 27.5|-33.7  |-99.6  

++++++++++++++++++++++++++++++++

Sc3O5-

O5Sc3  mw:214.843 Anion CAS: Z-1312757-10-0 fg:7 cnt:11270

----

11ZHA/YUA    Datum: EA=3.15(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Si3O5-

O5Si3  mw:163.906 Anion CAS: Z-193092-52-3 fg:7 cnt:5778

----

97WAN/NIC    Datum: EA=3.1(1) eV LPES p:8

The stated EA is the Vertical Detachment Energy; adiabatic electron affinity < 2.5 eV.

++++++++++++++++++++++++++++++++

Si5O5-

O5Si5  mw:219.860 Anion CAS: Z-192765-36-9 fg:7 cnt:10520

----

97WAN/DES    Datum: EA=1.5(1) eV LPES p:8

Vertical Detachment Energy:2.1(1) eV.

++++++++++++++++++++++++++++++++

Ta2O5-

O5Ta2  mw:441.871 Anion CAS: Z-1268257-07-3 fg:7 cnt:8017

----

11ZHA/ZHA    Datum: EA=3.71(5) eV LPES p:9

Vertical Detachment Energy:3.99(5) eV.

++++++++++++++++++++++++++++++++

Ta3O5-

O5Ta3  mw:622.819 Anion CAS: Z-1187201-99-5 fg:7 cnt:10581

----

09ZHA/WAN    Datum: EA=2.25(3) eV LPES p:8

Vertical Detachment Energy:2.33(3) eV.

++++++++++++++++++++++++++++++++

UO5-

O5U  mw:318.026 Anion CAS: Z-1220189-64-9 fg:6 cnt:10668

----

16SU_/LI     Datum: EA=4.02(6) eV LPES p:8

Vertical Detachment Energy:4.19(6) eV.

++++++++++++++++++++++++++++++++

V2O5-

O5V2  mw:181.863 Anion CAS: Z-12281-33-3 fg:7 cnt:9445

----

02ZHA/WAN2   Datum: EA=3.99(2) eV LPES p:8

Vertical Detachment Energy:4.31(3) eV.

++++++++++++++++++++++++++++++++

WO5-

O5W  mw:263.926 Anion CAS: Z-824956-70-9 fg:6 cnt:10358

----

04ZHA/KIR3   Datum: EA=5.10(10) eV LPES p:8

Vertical Detachment Energy:ca. 5.3 eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

W2O5-

O5W2  mw:447.877 Anion CAS: Z-863396-26-3 fg:7 cnt:9402

----

05ZHA/HUA    Datum: EA=3.60(3) eV LPES p:8

Vertical Detachment Energy:3.66(3) eV.

++++++++++++++++++++++++++++++++

W3O5-

O5W3  mw:631.828 Anion CAS: Z-1224597-62-9 fg:7 cnt:9325

----

11ROT/MAN    Datum: EA=2.55(10) eV LPES p:8

Vertical Detachment Energy:2.63(3) eV.

++++++++++++++++++++++++++++++++

(O2)2..O2-.

O6  mw:95.970 fg:491 cnt:9037

HOF(solv)=0.0 Defn

----

09GOE/SAN    Datum: EA=1.789(5) eV LPES p:7

DaffH(AH)=  5.1/0.7 dEA

The stated EA is the Vertical Detachment Energy.

----

90DEL/HAN    Datum: EA=1.735(4) eV LPES p:7

DaffH(AH)=  3.8/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

SO2..{O2}..SO2-.

O6S2  mw:159.914 fg:493 cnt:3928

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 6.2/2.2 TDAs | HOF(A-)=-61.3 AfIN p:8

DaffH(X..Y-)= 11.0/1.0 TDAs

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core}   EAev  EAvert [o3sso3.zdf]

G3MP2B3    |-158.4 |     |     |     |       |       | 1.455

B3/6-311++G|-82.6  |     |     |     |       |       |-1.365

++++++++++++++++++++++++++++++++

(SO2)2..SO2-.

O6S3  mw:191.886 fg:493 cnt:3380

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

02CLE/LUO    Datum: EA=3.22(16) eV LPES p:8

Dimer (SO2)2- core.

----

92VAC/JOR    Datum: DaffG= 3.9/0.2 TDAs | HOF(A-)=-267.7/1.3 AfIN p:8

DaffH(X..Y-)= 8.1/0.3 TDAs

----

97TSU/HIR    Datum: EA=3.20(2) eV LPES p:7

DaffH(AH)=  29.7/1.2 dEA

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-)  DaffH DaffG DaffS HOF{solv core} [so23.zcf]

G3MP2B3    |-263.6 | 12.3|  3.6| 29.2|-68.3  |-182.9 

G3MP2B3+   |-263.8 | 13.2|  4.9| 27.8|-68.3  |-182.4 

G4MP2      |-272.3 | 13.2|  4.2| 30.1|-70.3  |-188.8 

M062X/Def2T|-255.3 | 13.6|  5.2| 27.9|-63.5  |-178.3 

B3/6-311++G|-177.9 | 14.9|  6.5| 28.1|-33.7  |-129.3 

++++++++++++++++++++++++++++++++

Sc3O6-

O6Sc3  mw:230.838 Anion CAS: Z-1312757-09-7 fg:7 cnt:11271

----

11ZHA/YUA    Datum: EA=5.63(8) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Si3O6-

O6Si3  mw:179.901 Anion CAS: Z-1179981-03-3 fg:7 cnt:10517

----

97WAN/DES    Datum: EA=2.6(1) eV LPES p:8

Vertical Detachment Energy:1.3(1) eV.

++++++++++++++++++++++++++++++++

Si4O6-

O6Si4  mw:207.878 Anion CAS: Z-192765-31-4 fg:7 cnt:10516

----

97WAN/DES    Datum: EA=0.7(1) eV LPES p:8

Vertical Detachment Energy:1.3(1) eV.

++++++++++++++++++++++++++++++++

Ta2O6-

O6Ta2  mw:457.866 Anion CAS: Z-1268487-63-3 fg:7 cnt:8018

----

11ZHA/ZHA    Datum: EA=5.28(5) eV LPES p:9

Vertical Detachment Energy:5.57(3) eV.

++++++++++++++++++++++++++++++++

Ta3O6-

O6Ta3  mw:638.814 Anion CAS: Z-1187202-00-1 fg:7 cnt:10582

----

09ZHA/WAN    Datum: EA=3.20(10) eV LPES p:8

Vertical Detachment Energy:3.44(5) eV. There is a second isomer with electron affinity ca. 2.9) eV, Vertical Detachment Energy 3.12(5) eV.

++++++++++++++++++++++++++++++++

(ThO2)3-

O6Th3  mw:792.084 fg:206 cnt:11857

----

25YUA/TUF    Datum: EA=2.05(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(TiO2)3-

O6Ti3  mw:239.814 Anion CAS: Z-200138-22-3 fg:7 cnt:4933

----

07ZHA/WAN    Datum: EA=2.78(10) eV LPES p:9

Vertical Detachment Energy:3.15(5) eV. See also 10ZHA/WAN.

----

97WU_/WAN2   Datum: EA=2.9(1) eV LPES p:8

++++++++++++++++++++++++++++++++

V2O6-

O6V2  mw:197.858 Anion CAS: Z-314293-84-0 fg:7 cnt:9446

----

02ZHA/WAN2   Datum: EA=5.61(3) eV LPES p:8

Vertical Detachment Energy:5.95(2) eV.

++++++++++++++++++++++++++++++++

W2O6-

O6W2  mw:463.872 Anion CAS: Z-11142-50-0 fg:7 cnt:9403

HOF(A.)= -278.2/6.0  98JANAF     |

----

05ZHA/HUA    Datum: EA=3.52(2) eV LPES p:8

Vertical Detachment Energy:3.63(2) eV.

++++++++++++++++++++++++++++++++

W3O6-

O6W3  mw:647.823 Anion CAS: Z-1224597-64-1 fg:7 cnt:9360

----

09ROT/HOS    Datum: EA=2.80(2) eV LPES p:8

Vertical Detachment Energy:2.95(3) eV.

++++++++++++++++++++++++++++++++

(O2)2..O3-.

O7  mw:111.965 fg:2 cnt:8741

HOF(solv)=0.0 Defn

----

15MAN/TRO    Datum: EA=2.240(15) eV PVMI p:8

DaffH(AH)=  1.8/0.5 dEA

++++++++++++++++++++++++++++++++

SO2..{O2}..SO3-.

O7S2  mw:175.909 fg:7 cnt:3931

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 4.4/2.2 TDAs | HOF(A-)=-56.8 AfIN p:8

DaffH(X..Y-)= 6.5/0.8 TDAs

++++++++++++++++++++++++++++++++

Ta2O7-

O7Ta2  mw:473.861 Anion CAS: Z-1268257-08-4 fg:7 cnt:8019

----

11ZHA/ZHA    Datum: EA=5.15(5) eV LPES p:9

Vertical Detachment Energy:5.49(3) eV.

++++++++++++++++++++++++++++++++

Ta3O7-

O7Ta3  mw:654.809 Anion CAS: Z-1187202-01-2 fg:7 cnt:10583

----

09ZHA/WAN    Datum: EA=3.62(5) eV LPES p:8

Vertical Detachment Energy:3.92(3) eV.

++++++++++++++++++++++++++++++++

V2O7-

O7V2  mw:213.853 Anion CAS: Z-314270-54-7 fg:7 cnt:9447

----

02ZHA/WAN2   Datum: EA=5.38(8) eV LPES p:8

Vertical Detachment Energy:5.7(1) eV.

++++++++++++++++++++++++++++++++

W2O7=

O7W2  mw:479.867 Anion CAS: Z-14311-53-6 fg:7 cnt:6679

----

05ZHA/HUA2   Datum: EA=2.10(7) eV LPES p:9

Vertical Detachment Energy:2.3(1) eV.

++++++++++++++++++++++++++++++++

W2O7-

O7W2  mw:479.867 Anion CAS: Z-1374149-64-0 fg:7 cnt:6686

----

05ZHA/HUA2   Datum: EA=6.5(2) eV LPES p:9

Vertical Detachment Energy:6.7(1) eV.

++++++++++++++++++++++++++++++++

W3O7-

O7W3  mw:663.818 Anion CAS: Z-877162-64-6 fg:7 cnt:10458

----

06HUA/ZHA2   Datum: EA=3.5(2) eV LPES p:8

Vertical Detachment Energy:3.9(1) eV.

++++++++++++++++++++++++++++++++

(O2)3..O2-.

O8  mw:127.960 fg:491 cnt:9038

HOF(solv)=0.0 Defn

----

09GOE/SAN    Datum: EA=1.886(5) eV LPES p:7

DaffH(AH)=  2.2/0.2 dEA

The stated EA is the Vertical Detachment Energy.

----

90DEL/HAN    Datum: EA=1.79(1) eV LPES p:7

DaffH(AH)=  0.0/0.3 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

S2O8=

O8S2  mw:191.905 Anion CAS: Z-15092-81-6 fg:7 cnt:4966

----

99DIN/WAN    Datum: EA=1.7(2) eV LPES p:8

Vertical Detachment Energy:2.2(1) eV. Probably -O3SOOSO3-.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s2o8.zdf]

CBS-QB3    |-320.8 |395.5|387.7| 1.815|-350.6 |-279.0 |26.1|123.7

G3MP2B3    |-305.2 |395.4|386.7| 1.860|-333.5 |-262.5 |29.3|123.1

G3MP2B3+   |-304.4 |395.4|387.0| 1.857|-332.7 |-261.7 |28.1|123.0

G4MP2      |-314.9 |396.0|387.1| 1.716|-343.8 |-275.5 |29.9|120.4

M062X/Def2T|-303.0 |398.8|390.1| 1.691|-337.2 |-264.3 |29.4|125.0

B3/6-311++G|-187.4 |392.1|383.5| 1.548|-212.3 |-151.9 |29.0|112.5

++++++++++++++++++++++++++++++++

(SO2)2..{O2}..SO2-.

O8S3  mw:223.876 fg:493 cnt:3929

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 2.5/2.0 TDAs | HOF(A-)=-136.8/0.4 AfIN p:8

DaffH(X..Y-)= 4.6/0.4 TDAs

++++++++++++++++++++++++++++++++

(SO2)3..SO2-.

O8S4  mw:255.848 fg:493 cnt:3381

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 3.0/0.2 TDAs | HOF(A-)=-77.3/0.2 AfIN p:8

DaffH(X..Y-)= 6.4/0.2 TDAs

----

97TSU/HIR    Datum: EA=3.54(2) eV LPES p:7

DaffH(AH)=  7.4/3.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Si4O8-

O8Si4  mw:239.868 Anion CAS: Z-192765-33-6 fg:7 cnt:10518

----

97WAN/DES    Datum: EA=2.5(1) eV LPES p:8

Vertical Detachment Energy:1.3(1) eV.

++++++++++++++++++++++++++++++++

Ta3O8-

O8Ta3  mw:670.804 Anion CAS: Z-1187202-02-3 fg:7 cnt:10584

----

09ZHA/WAN    Datum: EA=5.51(3) eV LPES p:8

Vertical Detachment Energy:5.81(3) eV.

++++++++++++++++++++++++++++++++

(ThO2)4-

O8Th4  mw:1056.11 fg:206 cnt:11858

----

25YUA/TUF    Datum: EA=1.43(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(TiO2)4-

O8Ti4  mw:319.752 Anion CAS: Z-200138-23-4 fg:7 cnt:4934

----

07ZHA/WAN    Datum: EA=3.00(15) eV LPES p:9

Vertical Detachment Energy:3.65(5) eV. See also 10ZHA/WAN.

----

97WU_/WAN2   Datum: EA=3.3(2) eV LPES p:8

++++++++++++++++++++++++++++++++

W2O8-

O8W2  mw:495.862 Anion CAS: Z-882181-77-3 fg:7 cnt:10455

----

06HUA/ZHA    Datum: EA=6.4(2) eV LPES p:7

Likely O2.bullet..bullet..bullet.W2O6- structure. The stated EA is several eV above the adiabatic value, due to poor Franck-Condon overlap.

++++++++++++++++++++++++++++++++

W3O8-

O8W3  mw:679.813 Anion CAS: Z-877162-65-7 fg:7 cnt:7841

HOF(A.)= -408.7  98JANAF         |

----

09LI_/ZHA    Datum: EA=4.37(5) eV LPES | HOF(A-)=-509.5/1.2 R-EA p:9

Vertical Detachment Energy:4.62(5) eV. See also 06HUA/ZHA2.

++++++++++++++++++++++++++++++++

(O2)3..O3-.

O9  mw:143.955 fg:2 cnt:8742

HOF(solv)=0.0 Defn

----

15MAN/TRO    Datum: EA=2.280(15) eV PVMI p:8

DaffH(AH)=  0.9/0.5 dEA

++++++++++++++++++++++++++++++++

(SO2)2..{O2}..SO3-.

O9S3  mw:239.871 fg:7 cnt:3932

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 3.6/2.1 TDAs | HOF(A-)=-133.4/0.6 AfIN p:8

DaffH(X..Y-)= 5.7/0.6 TDAs

++++++++++++++++++++++++++++++++

W3O9-

O9W3  mw:695.808 Anion CAS: Z-820233-73-6 fg:7 cnt:10377

HOF(A.)= -483.6/6.0  98JANAF     |

----

05HUA/ZHA    Datum: EA=3.5(1) eV LPES p:8

Vertical Detachment Energy:4.2(1) eV. See also 06HUA/ZHA2.

++++++++++++++++++++++++++++++++

(O2)4..O2-.

O10  mw:159.950 fg:491 cnt:11310

HOF(solv)=0.0 Defn

----

90DEL/HAN    Datum: EA=1.838(4) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

P4O10-.

O10P4  mw:283.845 Anion CAS: Z-63174-01-6 fg:7 cnt:2722

HOF(A.)= -686.5/1.4  91MAV/KOR   |

----

91MAV/KOR #  Datum: EA=2.86(24) eV TDEq [66.0(55) kcal] | HOF(A-)=-752.5/5.7 R-EA p:7

Adjusted to current value of electron affinity(PO2) (96XU_/DEB) versus that used by the authors.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [p4o10ad.zzf]

CBS-QB3    |-744.8 |     |     | 1.994|       |-699.5 |    |     

G3MP2B3    |-719.5 |     |     | 2.031|       |-673.4 |    |     

G3MP2B3+   |-719.1 |     |     | 2.020|       |-673.3 |    |     

G4MP2      |-735.6 |     |     | 2.236|       |-684.7 |    |     

M062X/Def2T|-742.6 |     |     | 1.957|       |-698.2 |    |     

B3/6-311++G|-566.3 |     |     | 2.953|       |-499.0 |    |     

++++++++++++++++++++++++++++++++

(SO2)3..{O2}..SO2-. | SO2..({O2}{SO2}2..SO2-.)

O10S4  mw:287.838 fg:493 cnt:3930

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 1.5/3.0 TDAs | HOF(A-)=-211.4/0.6 AfIN p:8

DaffH(X..Y-)= 3.6/0.4 TDAs

++++++++++++++++++++++++++++++++

(SO2)4..SO2-.

O10S5  mw:319.810 fg:493 cnt:3382

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 2.2/0.2 TDAs | HOF(A-)=-153.7/0.4 AfIN p:8

DaffH(X..Y-)= 5.4/0.3 TDAs

----

97TSU/HIR    Datum: EA=3.85(2) eV LPES p:7

DaffH(AH)=  7.1/0.7 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Ta4O10-

O10Ta4  mw:883.742 Anion CAS: Z-344913-35-5 fg:7 cnt:6954

----

07ZHA/DOB    Datum: EA=2.98(4) eV LPES p:9

Vertical Detachment Energy:3.24(3) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

(TiO2)5-.

O10Ti5  mw:399.689 Anion CAS: Z-200138-24-5 fg:7 cnt:6870

----

07ZHA/WAN    Datum: EA=2.06(5) eV LPES p:9

Vertical Detachment Energy:4.13(10) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

V4O10-.

O10V4  mw:363.726 Anion CAS: Z-151331-57-6 fg:7 cnt:2772

----

07ZHA/DOB    Datum: EA=4.26(3) eV LPES p:9

Vertical Detachment Energy:4.31(3) eV. See also 10ZHA/WAN.

----

93RUD/KAI2*  Datum: HOF(A-)=-763.5/5.0 TDEq p:7

EA(eV)= 4.156

++++++++++++++++++++++++++++++++

W3O10-

O10W3  mw:711.802 Anion CAS: Z-877162-66-8 fg:7 cnt:10459

----

06HUA/ZHA2   Datum: EA=7.1(1) eV LPES p:8

Vertical Detachment Energy:7.1-7.8 eV.

++++++++++++++++++++++++++++++++

W4O10-

O10W4  mw:895.753 Anion CAS: Z-1206468-83-8 fg:7 cnt:8202

----

12LI_/ZHA    Datum: EA=4.41(4) eV LPES p:9

++++++++++++++++++++++++++++++++

(O2)4..O3-.

O11  mw:175.945 fg:2 cnt:8743

HOF(solv)=0.0 Defn

----

15MAN/TRO    Datum: EA=2.35(7) eV PVMI p:8

DaffH(AH)=  1.6/1.7 dEA

++++++++++++++++++++++++++++++++

W3O11-

O11W3  mw:727.797 Anion CAS: Z-882181-78-4 fg:7 cnt:10456

----

06HUA/ZHA    Datum: EA=<6.9(2) eV LPES p:7

Likely O2.bullet..bullet..bullet.W3O9- structure. The stated EA is several eV above the adiabatic value, due to poor Franck-Condon overlap.

++++++++++++++++++++++++++++++++

(O2)5..O2-.

O12  mw:191.940 fg:491 cnt:11311

HOF(solv)=0.0 Defn

----

90DEL/HAN    Datum: EA=1.90(1) eV LPES p:7

DaffH(AH)=  1.4/0.2 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(SO2)5..SO2-.

O12S6  mw:383.772 fg:493 cnt:3383

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 1.2/0.2 TDAs | HOF(A-)=-228.8/0.4 AfIN p:8

DaffH(X..Y-)= 4.2/0.2 TDAs

----

97TSU/HIR    Datum: EA=4.17 eV LPES p:7

DaffH(AH)=  7.4 dEA

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

(TiO2)6-.

O12Ti6  mw:479.627 Anion CAS: Z-200138-25-6 fg:7 cnt:6871

----

07ZHA/WAN    Datum: EA=2.06(5) eV LPES p:9

Vertical Detachment Energy:4.00(10) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

(SO2)6..SO2-.

O14S7  mw:447.734 fg:493 cnt:3384

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 0.9/0.2 TDAs | HOF(A-)=-303.4/0.5 AfIN p:8

DaffH(X..Y-)= 3.6/0.3 TDAs

++++++++++++++++++++++++++++++++

(TiO2)7-.

O14Ti7  mw:559.565 Anion CAS: Z-200138-26-7 fg:7 cnt:6872

----

07ZHA/WAN    Datum: EA=2.06(5) eV LPES p:9

Vertical Detachment Energy:4.20(15) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

V6O15-

O15V6  mw:545.588 Anion CAS: Z-330977-08-7 fg:7 cnt:6951

----

07ZHA/DOB    Datum: EA=4.32(3) eV LPES p:9

Vertical Detachment Energy:4.52(10) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

(SO2)7..SO2-.

O16S8  mw:511.696 fg:493 cnt:3385

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 0.5/0.2 TDAs | HOF(A-)=-377.7/0.6 AfIN p:8

DaffH(X..Y-)= 3.4/0.2 TDAs

++++++++++++++++++++++++++++++++

(TiO2)8-.

O16Ti8  mw:639.503 Anion CAS: Z-200138-27-8 fg:7 cnt:6873

----

07ZHA/WAN    Datum: EA=2.06(5) eV LPES p:9

Vertical Detachment Energy:4.70(15) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

(SO2)8..SO2-.

O18S9  mw:575.658 fg:493 cnt:3925

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 0.3/1.2 TDAs | HOF(A-)=-452.0/0.6 AfIN p:8

DaffH(X..Y-)= 3.4/0.3 TDAs

++++++++++++++++++++++++++++++++

(TiO2)9-.

O18Ti9  mw:719.441 Anion CAS: Z-883141-43-3 fg:7 cnt:6874

----

07ZHA/WAN    Datum: EA=2.06(5) eV LPES p:9

Vertical Detachment Energy:4.75(15) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

W6O19=

O19W6  mw:1407.61 Anion CAS: Z-11132-51-7 fg:7 cnt:6542

----

04YAN/WAT    Datum: EA=3.6(1) eV LPES p:8

++++++++++++++++++++++++++++++++

(SO2)9..SO2-.

O20S10  mw:639.620 fg:493 cnt:3926

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 0.3/1.5 TDAs | HOF(A-)=-526.0/0.8 AfIN p:8

DaffH(X..Y-)= 3.0/0.4 TDAs

++++++++++++++++++++++++++++++++

(TiO2)10-.

O20Ti10  mw:799.378 Anion CAS: Z-934293-02-4 fg:7 cnt:6875

----

07ZHA/WAN    Datum: EA=2.06(5) eV LPES p:9

Vertical Detachment Energy:4.80(15) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

V8O20-

O20V8  mw:727.451 Anion CAS: Z-200577-86-2 fg:7 cnt:6952

----

07ZHA/DOB    Datum: EA=4.45(5) eV LPES p:9

Vertical Detachment Energy:5.06(10) eV. See also 10ZHA/WAN.

++++++++++++++++++++++++++++++++

(SO2)10..SO2-.

O22S11  mw:703.581 fg:493 cnt:3927

HOF(solv)= -70.9/0.1 neut 89GUR/VEY

----

92VAC/JOR    Datum: DaffG= 0.1/2.3 TDAs | HOF(A-)=-599.9/1.0 AfIN p:8

DaffH(X..Y-)= 3.0/0.6 TDAs

++++++++++++++++++++++++++++++++

PW12O40(-3)

O40PW12  mw:2878.18 Anion CAS: Z-12534-77-9 fg:17 cnt:6810

----

06WAT/HUA    Datum: EA=2.1(1) eV LPES p:9

Vertical Detachment Energy:2.30(5) eV.

++++++++++++++++++++++++++++++++

Os-

Os  mw:191.962 Anion CAS: Z-94491-99-3 fg:1 cnt:4909

HOF(A.)= 189.1/5.0  82WAG/EVA    | S(A-)=44.4/0.1 Stat |  S(AH)= | S(A.)=46.0  82WAG/EVA

----

22NIN/LU     Datum: EA=1.077661(24) eV SEVI | HOF(A-)=164.2/5.0 R-EA p:9

Given: 1.077661(24) eV. See also 23LU_/ZHA for excited states of the anion.

----

00BIL/HAU    Datum: EA=1.07780(12) eV IRPD p:9

Given: 1.07780(12) eV. Quartet ground state to pentet neutral. See 10FIS/CAN for Optical hyperfine Structure measurement.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [os-q.za0]

M062X/Def2T|176.6  |361.0|355.8| 0.533|180.3  |188.9  |17.2|60.7 

++++++++++++++++++++++++++++++++

P-

P  mw:30.974 Anion CAS: Z-16050-72-9 fg:1 cnt:11

HOF(A.)=  75.6/0.2  89GUR/VEY    | BDE(A-H)= 71.4/8.0 R-AH           

HOF(AH)=  56.4/8.0  99LOD/       |

DacidS=19.5/0.1 A-AH |  S(A-)=40.4/0.1  98JANAF |  S(AH)=46.9/0.1  98JANAF | S(A.)=39.0  82WAG/EVA

----

11PEL/BLO    Datum: EA=0.746609(9) eV LPDM | HOF(A-)=58.4/0.2 R-EA p:9

DacidG(AH)= 362.0/8.0 H-TS| DacidH(AH)= 367.7/4.0 D-EA

Given: 0.746609(9) eV. Tripet anion to quartet neutral.

----

07AND/LIN    Datum: EA=0.74668(6) eV LPD  p:9

----

77SLA/LIN    Datum: EA=0.7464(4) eV LPD  p:8

----

95JON/GAN    Datum: EA=0.75(5) eV LPES p:7

----

76FEL/       Datum: EA=0.74676(40) eV LPD  p:6
###### the following are "below the line": evaluated as not accurate ####

----

74BEN/MAR    Datum: EA=0.772(52) eV [17.8(12) kcal] p:4

From P4.

----

64EBI/KRA    Datum: HOF(A-)=<80.6/2.3 EIAE p:1

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [p-t.zzf]

W1U        |59.0   |368.1|362.9| 0.722|56.7   |75.7   |17.6|71.0 

CBS-QB3    |59.5   |368.6|363.4| 0.702|56.6   |75.6   |17.5|71.2 

G3MP2B3    |60.2   |372.6|367.4| 0.672|54.8   |75.7   |17.6|73.0 

G3MP2B3+   |60.4   |372.8|367.6| 0.660|54.8   |75.6   |17.6|73.0 

G4MP2      |61.2   |371.8|366.5| 0.626|56.6   |75.7   |17.6|71.1 

M062X/Def2T|64.1   |374.3|369.0| 0.499|54.5   |75.7   |17.6|73.2 

B3/6-311++G|54.6   |367.5|362.3| 0.911|54.4   |75.7   |17.6|73.4 

++++++++++++++++++++++++++++++++

P2-

P2  mw:61.948 Anion CAS: Z-55030-79-0 fg:2 cnt:91

HOF(A.)=  34.4/0.5  89GUR/VEY    |

HOF(AH)=  54.4/7.0 d+ah          |

----

85SNO/COE    Datum: EA=0.589(25) eV LPES | HOF(A-)=20.8/0.8 R-EA p:9

DaffH(AH)=  113.2/0.8 A-IN

----

95JON/GAN    Datum: EA=0.63(5) eV LPES p:8

Vertical Detachment Energy:0.68(5) eV.

----

77FEL/RAC    Datum: EA=<0.65 eV PD   p:8
###### the following are "below the line": evaluated as not accurate ####

----

74BEN/MAR    Datum: HOF(A-)=37.2/5.0 EIAE;EA(eV)=0.239 p:3

DaffH(AH)=  96.9/5.0 A-IN

From P4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [p2.zzf]

W1U        |22.2   |334.6|329.1| 0.578|53.4   |35.5   |18.7|34.2 

CBS-QB3    |20.6   |335.2|329.6| 0.582|51.2   |34.0   |18.9|35.0 

G3MP2B3    |20.8   |336.2|330.6| 0.574|51.7   |34.0   |18.7|34.3 

G3MP2B3+   |20.7   |336.2|330.6| 0.575|51.7   |33.9   |18.7|34.3 

G4MP2      |21.2   |337.0|331.4| 0.543|51.4   |33.6   |18.7|34.4 

M062X/Def2T|23.5   |338.2|332.6| 0.398|50.0   |32.7   |18.8|34.8 

B3/6-311++G|24.5   |335.0|329.4| 0.764|56.7   |42.1   |18.7|37.4 

++++++++++++++++++++++++++++++++

P3-

P3  mw:92.922 Anion CAS: Z-329230-30-0 fg:2 cnt:112

HOF(A.)=  50.2/4.8  89GUR/VEY    |

----

95JON/GAN    Datum: EA=1.665(50) eV LPES | HOF(A-)=11.8/5.0 R-EA p:9

DaffH(AH)=  84.7/5.0 A-IN

Vertical Detachment Energy:1.68(5) eV.
###### the following are "below the line": evaluated as not accurate ####

----

74BEN/MAR    Datum: HOF(A-)=38.2/5.7 EIAE;EA(eV)=0.919 p:3

DaffH(AH)=  58.3/5.7 A-IN

From P4.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pppc.zaf]

W1U        |24.7   |353.4|346.1| 1.308|37.2   |55.0   |24.5|69.9 

CBS-QB3    |20.8   |351.6|344.4| 1.344|34.9   |51.8   |24.4|69.1 

G3MP2B3    |21.0   |351.2|343.9| 1.526|37.0   |56.3   |24.5|71.4 

G3MP2B3+   |21.0   |351.2|343.9| 1.528|36.9   |56.3   |24.5|71.4 

G4MP2      |20.7   |352.8|345.6| 1.473|35.1   |54.8   |24.4|71.8 

M062X/Def2T|22.6   |358.1|350.7|      |29.3   |       |24.6|     

B3/6-311++G|38.6   |353.0|345.7| 1.336|52.9   |69.5   |24.5|68.7 

++++++++++++++++++++++++++++++++

P4-

P4  mw:123.896 Anion CAS: Z-78725-14-1 fg:2 cnt:4713

HOF(A.)=  14.1/0.1  89GUR/VEY    |

----

95JON/GAN    Datum: EA=>1.35(5) eV LPES | HOF(A-)=<-17.0/15.0  p:8

DaffH(AH)= >104.5/15.0 A-IN

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [p4.zaf]

W1U        |10.5   |     |     | 0.211|       |15.1   |    |     

CBS-QB3    |4.6    |     |     | 0.317|       |11.6   |    |     

G3MP2B3    |8.1    |     |     | 0.306|       |14.9   |    |     

G3MP2B3+   |7.8    |     |     | 0.316|       |14.8   |    |     

G4MP2      |5.2    |     |     | 0.292|       |11.7   |    |     

M062X/Def2T|0.8    |     |     |-0.101|       |-1.7   |    |     

B3/6-311++G|36.5   |     |     | 0.489|       |47.5   |    |     

++++++++++++++++++++++++++++++++

P5-

P5  mw:154.869 Anion CAS: Z-109660-04-0 fg:2 cnt:4718

----

95JON/GAN    Datum: EA=4.04(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

02ZHA/WAN3   Datum: EA=3.88(3) eV LPES p:8

Vertical Detachment Energy:4.05(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [p5.zzf]

W1U        |-24.7  |301.7|294.8| 3.952|39.4   |66.8   |23.3|79.6 

CBS-QB3    |-32.3  |300.5|293.7| 4.038|32.9   |61.2   |22.9|80.4 

G3MP2B3    |-27.7  |301.1|294.2| 4.266|38.5   |71.1   |23.1|84.8 

G3MP2B3+   |-27.7  |301.1|294.2| 4.192|38.4   |69.4   |23.2|83.1 

G4MP2      |-29.6  |301.6|294.8| 4.255|35.9   |69.0   |23.0|85.1 

M062X/Def2T|-31.2  |303.3|296.1| 3.827|30.2   |57.6   |24.2|79.5 

B3/6-311++G|0.8    |300.3|293.4| 3.957|67.8   |92.5   |23.1|76.8 

++++++++++++++++++++++++++++++++

P6-

P6  mw:185.843 Anion CAS: Z-138875-85-1 fg:2 cnt:4714

----

95JON/GAN    Datum: EA=2.22(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [p6.zzf]

CBS-QB3    |11.3   |     |     | 1.616|       |48.7   |    |     

G3MP2B3    |19.4   |     |     | 1.573|       |55.8   |    |     

G3MP2B3+   |19.3   |     |     | 1.571|       |55.7   |    |     

G4MP2      |14.7   |     |     | 1.595|       |51.6   |    |     

M062X/Def2T|12.3   |     |     | 1.404|       |44.9   |    |     

B3/6-311++G|67.4   |     |     | 1.662|       |106.0  |    |     

++++++++++++++++++++++++++++++++

P7-

P7  mw:216.817 Anion CAS: Z-172307-89-0 fg:2 cnt:4715

----

95JON/GAN    Datum: EA=2.79(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

P8-

P8  mw:247.791 Anion CAS: Z-172307-90-3 fg:2 cnt:4716

----

95JON/GAN    Datum: EA=3.05(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

P9-

P9  mw:278.764 Anion CAS: Z-172307-91-4 fg:2 cnt:4717

----

95JON/GAN    Datum: EA=3.49(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Pb-

Pb  mw:207.977 Anion CAS: Z-59359-31-8 fg:1 cnt:943

HOF(A.)=  46.7/0.2  98JANAF      | BDE(A-H)= 42.3/4.6 R-AH           

HOF(AH)=  56.5/4.6  98JANAF      |

DacidS=17.9/0.1 A-AH |  S(A-)=44.7/0.1  98JANAF |  S(AH)=52.8/0.1  02BIN/MIL | S(A.)=41.9  82WAG/EVA

----

22WAL/VAS    Datum: EA=0.356723(7) eV LPD  p:9

Given: 356.723(7) meV, isotope averaged. .DELTA.EA(206Pb-208Pb) = -0.003(4) meV. >Delta.EA(207Pb-208Pb)=-0.002(4) meV.

----

19BRE/DRA    Datum: EA=0.356721(2) eV LPD  | HOF(A-)=38.4/5.5 Acid p:9

DacidH(AH)= 347.7/3.0 D-EA

Given: 0.356721(2) eV.

----

24SON/YAN    Datum: EA=0.356720(11) eV [2877.14(9) cm-1] p:8

Given: 0.356720(10) eV. for 208Pb.

----

16CHE/NIN    Datum: EA=0.356743(16) eV SEVI p:8

Given: 0.356743(16) eV. For 208Pb isotope. Binding energy for 206Pb is 0.0000496(233) eV weaker, and for 207Pb is 0.0000149(248) weaker.

----

81FEI/COR2   Datum: EA=0.364(8) eV LPES p:8

Transition is Pb- 4S to Pb 3P0.

----

77FEL/RAC3   Datum: EA=<0.5 eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pb-q.za0]

M062X/Def2T|22.1   |339.6|334.2| 1.064|47.2   |46.6   |17.9|51.5 

++++++++++++++++++++++++++++++++

PbS-

PbS  mw:239.949 Anion CAS: Z-515156-89-5 fg:19 cnt:7582

HOF(A.)=  31.5/1.5  02BIN/MIL    |

----

02FAN/DEC    Datum: EA=1.049(10) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pbs-d.za0]

M062X/Def2T|-3.4   |     |     | 0.767|       |14.2   |    |     

++++++++++++++++++++++++++++++++

SnPb-

PbSn  mw:327.879 Anion CAS: Z-139320-68-6 fg:19 cnt:2699

----

92HO_/POL    Datum: EA=1.569(8) eV LPES p:9

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [snpb-d.za0]

M062X/Def2T|53.1   |     |     | 1.286|       |82.8   |    |     

++++++++++++++++++++++++++++++++

Pb2-

Pb2  mw:415.954 Anion CAS: Z-64417-78-3 fg:2 cnt:2698

HOF(A.)=  73.4/0.1  92HO_/POL    |

----

92HO_/POL    Datum: EA=1.366(10) eV LPES | HOF(A-)=41.9/0.3 R-EA p:9

DaffH(AH)=  4.8/0.3 A-IN

----

09SUN/SUN    Datum: EA=1.21(10) eV LPES p:8

----

09SOB/REV    Datum: EA=1.48(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

89GAN/GAU    Datum: EA=1.45(10) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pb2-d.za0]

M062X/Def2T|35.0   |     |     | 1.142|       |61.3   |    |     

++++++++++++++++++++++++++++++++

Pb2S2-

Pb2S2  mw:479.898 Anion CAS: Z-1344731-49-2 fg:20 cnt:8128

----

11KOI/KIR    Datum: EA=1.30(10) eV LPES p:8

Vertical Detachment Energy:1.50(6) eV. electron affinity taken as the energy at 10% of main peak height.

++++++++++++++++++++++++++++++++

Pb3-

Pb3  mw:623.930 Anion CAS: Z-145810-79-3 fg:2 cnt:2875

----

09SUN/SUN    Datum: EA=1.63(10) eV LPES p:8

----

09SOB/REV    Datum: EA=1.68(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

89GAN/GAU    Datum: EA=1.70(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pb3-q.za0]

M062X/Def2T|32.4   |     |     | 1.191|       |59.8   |    |     

++++++++++++++++++++++++++++++++

Pb3S3-

Pb3S3  mw:719.847 Anion CAS: Z-1344731-50-5 fg:20 cnt:8129

----

11KOI/KIR    Datum: EA=1.89(10) eV LPES p:8

Vertical Detachment Energy:2.20(5) eV. electron affinity taken as the energy at 10% of main peak height.

++++++++++++++++++++++++++++++++

Pb4-

Pb4  mw:831.907 Anion CAS: Z-145810-80-6 fg:2 cnt:2876

----

09SUN/SUN    Datum: EA=1.50(10) eV LPES p:8

----

00NEG/KAW    Datum: EA=1.37(3) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

09SOB/REV    Datum: EA=1.58(10) eV LPES p:7

The stated EA is the Vertical Detachment Energy.

----

89GAN/GAU    Datum: EA=1.55(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb4S4-

Pb4S4  mw:959.795 Anion CAS: Z-1344731-51-6 fg:20 cnt:8130

----

11KOI/KIR    Datum: EA=1.47(10) eV LPES p:8

Vertical Detachment Energy:1.66(5) eV. electron affinity taken as the energy at 10% of main peak height.

++++++++++++++++++++++++++++++++

Pb5-

Pb5  mw:1039.88 Anion CAS: Z-116220-77-0 fg:2 cnt:2877

----

00NEG/KAW    Datum: EA=2.17(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.35(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb5S5-

Pb5S5  mw:1199.74 Anion CAS: Z-1344731-52-7 fg:20 cnt:8131

----

11KOI/KIR    Datum: EA=1.95(10) eV LPES p:8

Vertical Detachment Energy:2.10(5) eV. electron affinity taken as the energy at 10% of main peak height.

++++++++++++++++++++++++++++++++

Pb6-

Pb6  mw:1247.86 Anion CAS: Z-145810-81-7 fg:2 cnt:2878

----

00NEG/KAW    Datum: EA=1.85(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.05(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb6S6-

Pb6S6  mw:1439.69 Anion CAS: Z-1344731-53-8 fg:20 cnt:8132

----

11KOI/KIR    Datum: EA=1.74(10) eV LPES p:8

Vertical Detachment Energy:2.00(5) eV. electron affinity taken as the energy at 10% of main peak height.

++++++++++++++++++++++++++++++++

Pb7-

Pb7  mw:1455.84 Anion CAS: Z-145810-83-9 fg:2 cnt:2879

----

00NEG/KAW    Datum: EA=1.68(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=1.95(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb7S7-

Pb7S7  mw:1679.64 Anion CAS: Z-1344731-54-9 fg:20 cnt:8133

----

11KOI/KIR    Datum: EA=2.01(10) eV LPES p:8

Vertical Detachment Energy:2.22(5) eV. electron affinity taken as the energy at 10% of main peak height.

++++++++++++++++++++++++++++++++

Pb8-

Pb8  mw:1663.81 Anion CAS: Z-209968-48-9 fg:2 cnt:2880

----

00NEG/KAW    Datum: EA=1.94(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.15(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb8S8-

Pb8S8  mw:1919.59 Anion CAS: Z-1344731-55-0 fg:20 cnt:8134

----

11KOI/KIR    Datum: EA=1.93(10) eV LPES p:8

Vertical Detachment Energy:2.25(5) eV. electron affinity taken as the energy at 10% of main peak height.

++++++++++++++++++++++++++++++++

Pb9-

Pb9  mw:1871.79 Anion CAS: Z-209968-49-0 fg:2 cnt:2881

----

00NEG/KAW    Datum: EA=2.21(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.45(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb9S9-

Pb9S9  mw:2159.54 Anion CAS: Z-1344731-56-1 fg:20 cnt:8135

----

11KOI/KIR    Datum: EA=1.99(10) eV LPES p:8

Vertical Detachment Energy:2.15(5) eV. electron affinity taken as the energy at 10% of main peak height.

++++++++++++++++++++++++++++++++

Pb10-

Pb10  mw:2079.77 Anion CAS: Z-209968-50-3 fg:2 cnt:2882

----

00NEG/KAW    Datum: EA=2.28(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.55(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

PtPb10-

Pb10Pt  mw:2274.73 Anion CAS: Z-1401997-76-9 fg:19 cnt:8125

----

11GRU/WAN    Datum: EA=2.80(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Pb10S10-

Pb10S10  mw:2399.49 Anion CAS: Z-1344731-57-2 fg:20 cnt:8136

----

11KOI/KIR    Datum: EA=2.08(10) eV LPES p:8

Vertical Detachment Energy:2.25(5) eV. electron affinity taken as the energy at 10% of main peak height.

++++++++++++++++++++++++++++++++

Pb11-

Pb11  mw:2287.74 Anion CAS: Z-259091-77-5 fg:2 cnt:2883

----

06CUI/HUA    Datum: EA=2.45(3) eV LPES p:8

Vertical Detachment Energy:2.60(3) eV.

----

00NEG/KAW    Datum: EA=2.34(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.55(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb12-

Pb12  mw:2495.72 Anion CAS: Z-259091-78-6 fg:2 cnt:2884

----

06CUI/HUA    Datum: EA=3.09(3) eV LPES p:8

Vertical Detachment Energy:3.14(3) eV.

----

00NEG/KAW    Datum: EA=2.82(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.60(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

PtPb12-

Pb12Pt  mw:2690.68 Anion CAS: Z-1401997-79-2 fg:19 cnt:8126

----

11GRU/WAN    Datum: EA=3.10(10) eV LPES p:9

++++++++++++++++++++++++++++++++

Pb13-

Pb13  mw:2703.70 Anion CAS: Z-259091-79-7 fg:2 cnt:2885

----

06CUI/HUA    Datum: EA=2.65(3) eV LPES p:8

Vertical Detachment Energy:2.70(3) eV.

----

00NEG/KAW    Datum: EA=2.48(32) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.30(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb14-

Pb14  mw:2911.67 Anion CAS: Z-259091-81-1 fg:2 cnt:2886

----

00NEG/KAW    Datum: EA=2.28(9) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.50(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb15-

Pb15  mw:3119.65 Anion CAS: Z-259092-07-4 fg:2 cnt:2887

----

00NEG/KAW    Datum: EA=1.94(5) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.20(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb16-

Pb16  mw:3327.63 Anion CAS: Z-259092-10-9 fg:2 cnt:2888

----

00NEG/KAW    Datum: EA=2.11(3) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.30(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

TiPb16-.

Pb16Ti  mw:3375.57 Anion CAS: Z-1065506-85-5 fg:19 cnt:7191

----

08FUR/KOY    Datum: EA=2.17(5) eV LPES p:8

Vertical Detachment Energy:2.40(1) eV.

++++++++++++++++++++++++++++++++

ZrPb16-.

Pb16Zr  mw:3417.53 Anion CAS: Z-1065506-88-8 fg:19 cnt:7192

----

08FUR/KOY    Datum: EA=2.18(7) eV LPES p:8

Vertical Detachment Energy:2.38(2) eV.

++++++++++++++++++++++++++++++++

Pb17-

Pb17  mw:3535.60 Anion CAS: Z-259092-12-1 fg:2 cnt:2889

----

00NEG/KAW    Datum: EA=2.62(4) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.85(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb18-

Pb18  mw:3743.58 Anion CAS: Z-259092-16-5 fg:2 cnt:2890

----

00NEG/KAW    Datum: EA=2.33(3) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.55(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb19-

Pb19  mw:3951.56 Anion CAS: Z-259092-18-7 fg:2 cnt:2891

----

00NEG/KAW    Datum: EA=2.42(3) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.60(10) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb20-

Pb20  mw:4159.53 Anion CAS: Z-259092-19-8 fg:2 cnt:2892

----

00NEG/KAW    Datum: EA=2.70(4) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.60(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Pb21-

Pb21  mw:4367.51 Anion CAS: Z-261521-15-7 fg:2 cnt:4756

----

00NEG/KAW    Datum: EA=2.60(12) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb22-

Pb22  mw:4575.49 Anion CAS: Z-261521-18-0 fg:2 cnt:4757

----

00NEG/KAW    Datum: EA=2.49(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb23-

Pb23  mw:4783.46 Anion CAS: Z-261521-20-4 fg:2 cnt:4758

----

00NEG/KAW    Datum: EA=2.36(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb24-

Pb24  mw:4991.44 Anion CAS: Z-213904-67-7 fg:2 cnt:4367

----

00NEG/KAW    Datum: EA=2.25(5) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

98LUD/MEI    Datum: EA=2.45(33) eV LPES p:8

DaffH(AH)=  2.1/7.7 dEA

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb25-

Pb25  mw:5199.42 Anion CAS: Z-261521-25-9 fg:2 cnt:4759

----

00NEG/KAW    Datum: EA=2.28(5) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb28-

Pb28  mw:5823.35 Anion CAS: Z-213904-80-4 fg:2 cnt:4368

----

98LUD/MEI    Datum: EA=2.66(28) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb30-

Pb30  mw:6239.30 Anion CAS: Z-261521-28-2 fg:2 cnt:4760

----

00NEG/KAW    Datum: EA=2.50(11) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb34-

Pb34  mw:7071.21 Anion CAS: Z-213904-95-1 fg:2 cnt:4369

----

98LUD/MEI    Datum: EA=2.70(28) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb35-

Pb35  mw:7279.18 Anion CAS: Z-261521-33-9 fg:2 cnt:4761

----

00NEG/KAW    Datum: EA=2.58(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb37-

Pb37  mw:7695.14 Anion CAS: Z-213905-14-7 fg:2 cnt:4370

----

98LUD/MEI    Datum: EA=2.82(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb39-

Pb39  mw:8111.09 Anion CAS: Z-213905-28-3 fg:2 cnt:4371

----

98LUD/MEI    Datum: EA=2.82(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb40-

Pb40  mw:8319.07 Anion CAS: Z-261521-34-0 fg:2 cnt:4762

----

00NEG/KAW    Datum: EA=2.60(5) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb41-

Pb41  mw:8527.04 Anion CAS: Z-213905-46-5 fg:2 cnt:4372

----

98LUD/MEI    Datum: EA=2.84(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb42-

Pb42  mw:8735.02 Anion CAS: Z-213905-85-2 fg:2 cnt:4373

----

98LUD/MEI    Datum: EA=2.83(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb44-

Pb44  mw:9150.97 Anion CAS: Z-213906-34-4 fg:2 cnt:4374

----

98LUD/MEI    Datum: EA=2.84(25) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb45-

Pb45  mw:9358.95 Anion CAS: Z-261521-35-1 fg:2 cnt:4763

----

00NEG/KAW    Datum: EA=2.63(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb50-

Pb50  mw:10398.8 Anion CAS: Z-261521-36-2 fg:2 cnt:4764

----

00NEG/KAW    Datum: EA=2.70(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb52-

Pb52  mw:10814.8 Anion CAS: Z-213906-38-8 fg:2 cnt:4375

----

98LUD/MEI    Datum: EA=2.99(22) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb54-

Pb54  mw:11230.7 Anion CAS: Z-213906-45-7 fg:2 cnt:4376

----

98LUD/MEI    Datum: EA=3.01(21) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb55-

Pb55  mw:11438.7 Anion CAS: Z-213906-46-8 fg:2 cnt:4377

----

00NEG/KAW    Datum: EA=2.75(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

98LUD/MEI    Datum: EA=2.97(22) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb60-

Pb60  mw:12478.6 Anion CAS: Z-261521-37-3 fg:2 cnt:4765

----

00NEG/KAW    Datum: EA=2.79(9) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb62-

Pb62  mw:12894.6 Anion CAS: Z-213906-47-9 fg:2 cnt:4378

----

98LUD/MEI    Datum: EA=2.98(22) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb65-

Pb65  mw:13518.5 Anion CAS: Z-261521-41-9 fg:2 cnt:4766

----

00NEG/KAW    Datum: EA=2.81(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Pb68-

Pb68  mw:14142.4 Anion CAS: Z-213906-48-0 fg:2 cnt:4379

----

98LUD/MEI    Datum: EA=3.05(21) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb70-

Pb70  mw:14558.4 Anion CAS: Z-213906-49-1 fg:2 cnt:4380

----

00NEG/KAW    Datum: EA=2.81(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

98LUD/MEI    Datum: EA=3.04(21) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb79-

Pb79  mw:16430.2 Anion CAS: Z-213906-50-4 fg:2 cnt:4381

----

98LUD/MEI    Datum: EA=3.11(19) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb80-

Pb80  mw:16638.1 Anion CAS: Z-213906-51-5 fg:2 cnt:4382

----

98LUD/MEI    Datum: EA=3.09(20) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb85-

Pb85  mw:17678.0 Anion CAS: Z-213906-52-6 fg:2 cnt:4383

----

98LUD/MEI    Datum: EA=3.13(19) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb89-

Pb89  mw:18509.9 Anion CAS: Z-213906-53-7 fg:2 cnt:4384

----

98LUD/MEI    Datum: EA=3.13(28) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb101-

Pb101  mw:21005.6 Anion CAS: Z-168255-36-5 fg:2 cnt:4385

----

98LUD/MEI    Datum: EA=3.18(19) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb107-

Pb107  mw:22253.5 Anion CAS: Z-213906-55-9 fg:2 cnt:4386

----

98LUD/MEI    Datum: EA=3.21(18) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb117-

Pb117  mw:24333.3 Anion CAS: N-787562-32-7 fg:2 cnt:4387

----

98LUD/MEI    Datum: EA=3.27(16) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb134-

Pb134  mw:27868.9 Anion CAS: Z-213906-57-1 fg:2 cnt:4388

----

98LUD/MEI    Datum: EA=3.25(17) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb150-

Pb150  mw:31196.5 Anion CAS: Z-125384-16-9 fg:2 cnt:4389

----

98LUD/MEI    Datum: EA=3.28(16) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb166-

Pb166  mw:34524.1 Anion CAS: Z-213906-59-3 fg:2 cnt:4390

----

98LUD/MEI    Datum: EA=3.36(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pb204-

Pb204  mw:42427.2 Anion CAS: Z-213906-60-6 fg:2 cnt:4391

----

98LUD/MEI    Datum: EA=3.38(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy (set as 10% of max).

++++++++++++++++++++++++++++++++

Pd-

Pd  mw:105.904 Anion CAS: Z-54604-31-8 fg:1 cnt:34

HOF(A.)=  90.4/0.5  82WAG/EVA    | BDE(A-H)= 55.9/6.0  86TOL/BEA     

HOF(AH)=  86.6/6.0 R-DH          | S(A-)=41.3/0.1 Stat |  S(AH)= | S(A.)=39.9  82WAG/EVA

----

98SCH/BRO    Datum: EA=0.56214(12) eV IRPD | HOF(A-)=77.4/0.5 R-EA p:9

DacidH(AH)= 356.6/3.5 D-EA

Given: 0.56214(12) eV.

----

91HO_/ERV    Datum: EA=0.562(5) eV LPES p:8

----

81FEI/COR    Datum: EA=0.557(8) eV LPES p:7

Assigned transition is Pd- 2S1/2 to Pd 1S0. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pd-d.za0]

M062X/Def2T|88.5   |356.4|351.2| 0.081|96.8   |90.4   |17.3|45.7 

++++++++++++++++++++++++++++++++

Pd2-

Pd2  mw:211.808 Anion CAS: Z-137165-38-9 fg:2 cnt:2557

HOF(A.)= 157.0/3.7  91HO_/ERV    |

----

91HO_/ERV    Datum: EA=1.685(8) eV LPES | HOF(A-)=118.1/3.8 R-EA p:9

DaffH(AH)=  49.7/3.8 A-IN

Singlet state 0.497(8) eV higher.

----

90GAN/GAU    Datum: EA=1.30(15) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.71(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pd2-d.za0]

M062X/Def2T|150.4  |     |     | 0.915|       |171.6  |    |     

++++++++++++++++++++++++++++++++

Pd3-

Pd3  mw:317.711 Anion CAS: Z-118517-84-3 fg:2 cnt:2164

----

00PON/BEC    Datum: EA=1.4(1) eV LPES p:8

----

90GAN/GAU    Datum: EA=1.35(10) eV LPES p:8

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.60(10) eV.

----

88ERV/HO 2   Datum: EA=<1.50(10) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pd3-d.za0]

M062X/Def2T|207.8  |     |     | 1.709|       |247.3  |    |     

++++++++++++++++++++++++++++++++

Pd4-

Pd4  mw:423.614 Anion CAS: Z-155422-44-9 fg:2 cnt:4690

----

90GAN/GAU    Datum: EA=1.35(10) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.50(10) eV.

++++++++++++++++++++++++++++++++

Pd5-

Pd5  mw:529.518 Anion CAS: Z-155422-45-0 fg:2 cnt:4691

----

90GAN/GAU    Datum: EA=1.45(10) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.78(10) eV.

++++++++++++++++++++++++++++++++

Pd6-

Pd6  mw:635.421 Anion CAS: Z-155422-46-1 fg:2 cnt:4692

----

90GAN/GAU    Datum: EA=1.65(10) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.74(10) eV.

++++++++++++++++++++++++++++++++

Pd7-

Pd7  mw:741.325 Anion CAS: Z-155422-47-2 fg:2 cnt:4693

----

00PON/BEC    Datum: EA=1.95(10) eV LPES p:8

----

90GAN/GAU    Datum: EA=1.70(15) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:1.91(10) eV.

++++++++++++++++++++++++++++++++

Pd8-

Pd8  mw:847.228 Anion CAS: Z-155422-48-3 fg:2 cnt:4694

----

90GAN/GAU    Datum: EA=1.85(25) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.28(10) eV.

++++++++++++++++++++++++++++++++

Pd9-

Pd9  mw:953.132 Anion CAS: N-150385-96-9 fg:2 cnt:4695

----

90GAN/GAU    Datum: EA=1.95(25) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.39(10) eV.

++++++++++++++++++++++++++++++++

Pd10-

Pd10  mw:1059.04 Anion CAS: N-150385-97-0 fg:2 cnt:4696

----

90GAN/GAU    Datum: EA=2.00(25) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.58(10) eV.

++++++++++++++++++++++++++++++++

Pd11-

Pd11  mw:1164.94 Anion CAS: N-150385-98-1 fg:2 cnt:4697

----

90GAN/GAU    Datum: EA=1.95(25) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.62(10) eV.

++++++++++++++++++++++++++++++++

Pd12-

Pd12  mw:1270.84 Anion CAS: N-150385-99-2 fg:2 cnt:4698

----

90GAN/GAU    Datum: EA=2.00(30) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.74(10) eV.

++++++++++++++++++++++++++++++++

Pd13-

Pd13  mw:1376.75 Anion CAS: Z-314263-40-6 fg:2 cnt:4699

----

90GAN/GAU    Datum: EA=2.25(30) eV LPES p:7

Electron affinity: threshold, radiabatic electron affinity. Vertical Detachment Energy:2.96(10) eV.

++++++++++++++++++++++++++++++++

Po-

Po  mw:208.983 Anion CAS: Z-94492-00-9 fg:1 cnt:10992 S(A-)=43.3/0.1 Stat |  S(AH)=

----

99AND/HAU    Datum: EA=1.90(30) eV Est4 p:5

Extrapolated from horizontal series.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [po-d.za0]

M062X/Def2T|12.4   |     |     | 1.479|       |46.5   |    |     

++++++++++++++++++++++++++++++++

Pr-

Pr  mw:140.908 Anion CAS: Z-54922-97-3 fg:1 cnt:5885

HOF(A.)=  85.2/0.7  10KON/BEN    | S(A-)=44.0/0.1 Stat |  S(AH)= | S(A.)=45.4  82WAG/EVA

----

20FU_/LU     Datum: EA=0.1092(5) eV [881.0(37) cm-1] | HOF(A-)=82.7/0.7 R-EA p:9

Given: 0.10923(46) eV. Quintet anion to quartet neutral. The authors state that the value of 02DAV/THO3 is a mis-asignment of peaks.

----

02DAV/THO3   Datum: EA=0.962(24) eV LPES p:5

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pr-k.za0]

M062X/Def2T|100.5  |     |     |-0.673|       |85.2   |    |     

++++++++++++++++++++++++++++++++

PrSi4-

PrSi4  mw:252.816 Anion CAS: Z-1174268-39-3 fg:19 cnt:7817

----

09GRU/KO     Datum: EA=1.60(10) eV LPES p:8

Second isomer, electron affinity = 3.8(2) eV.

++++++++++++++++++++++++++++++++

PrSi5-

PrSi5  mw:280.793 Anion CAS: Z-1174268-40-6 fg:19 cnt:7818

----

09GRU/KO     Datum: EA=1.90(10) eV LPES p:8

Second isomer, electron affinity = 3.5(2) eV.

++++++++++++++++++++++++++++++++

PrSi6-

PrSi6  mw:308.770 Anion CAS: Z-1174268-41-7 fg:19 cnt:7819

----

09GRU/KO     Datum: EA=2.10(10) eV LPES p:8

Second isomer, electron affinity = 3.1(3) eV.

++++++++++++++++++++++++++++++++

PrSi7-

PrSi7  mw:336.747 Anion CAS: Z-1174268-42-8 fg:19 cnt:7820

----

09GRU/KO     Datum: EA=2.40(10) eV LPES p:8

Second isomer, electron affinity = 3.0(2) eV.

++++++++++++++++++++++++++++++++

PrSi8-

PrSi8  mw:364.724 Anion CAS: Z-1174268-43-9 fg:19 cnt:7821

----

09GRU/KO     Datum: EA=2.50(20) eV LPES p:8

++++++++++++++++++++++++++++++++

PrSi9-

PrSi9  mw:392.701 Anion CAS: Z-1174268-44-0 fg:19 cnt:7822

----

09GRU/KO     Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

positronium-

Ps  mw:0.001 Anion CAS: N-12585-87-4 fg:1 cnt:8219

----

20MIC/KUM    Datum: EA=0.32688(19) eV LPD  p:9

Given: 0.32688(10) eV. See also 86WAR/MCD, 83BHA/DRA, 15FRO/, 21EMA/DAR, 24MIC/CHI.

++++++++++++++++++++++++++++++++

Pt-

Pt  mw:194.965 Anion CAS: Z-40817-31-0 fg:1 cnt:45

HOF(A.)= 135.1/0.5  82WAG/EVA    | BDE(A-H)=<80.3  92ARM/SUN         

HOF(AH)=<106.9/0.5 R-DH          | S(A-)=43.1/0.1 Stat |  S(AH)= | S(A.)=46.0  82WAG/EVA

----

99BIL/SCH    Datum: EA=2.12510(5) eV LPD  | HOF(A-)=<86.1/0.5 Acid p:9

DacidH(AH)=<344.9 D-EA

Given: 2.12510(5) eV. Doublet anion to triplet neutral.

----

93GIB/DAV    Datum: EA=2.1232(11) eV LPD  [17125.(9) cm-1] p:8

***Execution error on STR() : Out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
***Execution error on SUBSTR() : Start point out of range.
----

73HOT/LIN    Datum: EA=2() eV LPD  [17160(16) cm-1] p:8

----

00PON/BEC    Datum: EA=2.1(1) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pt-d.za0]

M062X/Def2T|102.2  |348.9|343.7| 1.422|118.0  |135.0  |17.3|69.1 

++++++++++++++++++++++++++++++++

Pt@Sn12-

PtSn12  mw:1633.79 Anion CAS: Z-930090-32-7 fg:19 cnt:7271

----

07CUI/HUA    Datum: EA=3.24(3) eV LPES p:8

Vertical Detachment Energy:3.31(2) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Pt2-

Pt2  mw:389.930 Anion CAS: Z-153298-77-2 fg:2 cnt:3106

HOF(A.)= 197.8/1.4  88HAM/TAY    |

----

93HO_/POL    Datum: EA=1.898(8) eV LPES | HOF(A-)=154.0/1.6 R-EA p:9

DaffH(AH)=  67.2/1.6 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pt2-d.za0]

M062X/Def2T|190.2  |     |     | 1.937|       |234.8  |    |     

++++++++++++++++++++++++++++++++

Pt3-

Pt3  mw:584.895 Anion CAS: Z-119177-55-8 fg:2 cnt:2165

HOF(A.)= 231.4/9.7  97GRU/ERV    |

----

88ERV/HO 2   Datum: EA=1.87(2) eV LPES | HOF(A-)=188.3/9.8 R-EA p:9

DaffH(AH)=  100.9/9.8 A-IN

----

00PON/BEC    Datum: EA=1.8(1) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [pt3-d.za0]

M062X/Def2T|264.9  |     |     | 1.842|       |307.3  |    |     

++++++++++++++++++++++++++++++++

Pt4-

Pt4  mw:779.860 Anion CAS: Z-151247-64-2 fg:2 cnt:4288

HOF(A.)= 248.5/15.0  97GRU/ERV   |

----

00PON/BEC    Datum: EA=2.5(1) eV LPES p:8

----

97GRU/ERV    Datum: DaffH= 99.2/6.9 CIDT | HOF(A-)=224.2/11.9 AfIN p:8

++++++++++++++++++++++++++++++++

Pt5-

Pt5  mw:974.824 Anion CAS: Z-151247-65-3 fg:2 cnt:4290

----

00PON/BEC    Datum: EA=2.5(1) eV LPES p:8

----

97GRU/ERV    Datum: DaffH= 113.0/6.9 CIDT | HOF(A-)=22.1/6.9 AfIN p:8

++++++++++++++++++++++++++++++++

Rb-

Rb  mw:84.912 Anion CAS: Z-26396-76-9 fg:1 cnt:28

HOF(A.)=  19.3/0.1  82WAG/EVA    | BDE(A-H)= 41.0/0.5 Spec 91STW/ZEM 

HOF(AH)=  30.4/0.5 R-DH          |

DacidS=15.4/2.0 A-AH |  S(A-)=39.3/0.1  98JANAF |  S(AH)=49.9/2.0 Est4 | S(A.)=40.7/0.1  82WAG/EVA

----

24RIN/NIC    Datum: EA=0.485887(6) eV LPD  | HOF(A-)=8.1/0.1 R-EA p:9

DacidG(AH)= 338.8/0.9 H-TS| DacidH(AH)= 343.4/1.0 D-EA

Given:0.485997(6) eV.

----

78FRE/BRE    Datum: EA=0.485916(20) eV [3919.18(16) cm-1] p:8

Given: 3919.18(16) cm-1, or 0.485916(20) eV.

----

74PAT/HOT    Datum: EA=0.486(3) eV LPES p:8

----

74KAI/HEI    Datum: EA=0.490(20) eV LPD  p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rb-s.za0]

M062X/Def2T|6.6    |337.8|333.2| 0.552|33.4   |19.3   |15.4|38.0 

++++++++++++++++++++++++++++++++

Rb2-

Rb2  mw:169.824 Anion CAS: Z-64177-60-2 fg:2 cnt:2318

HOF(A.)=  27.1  02BIN/MIL        |

----

89MCH/EAT    Datum: EA=0.498(15) eV LPES | HOF(A-)=15.6/0.4 R-EA p:8

DaffH(AH)=  11.8/0.4 A-IN

Vertical Detachment Energy:0.537(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rb2-d.za0]

M062X/Def2T|8.5    |     |     | 0.609|       |22.5   |    |     

++++++++++++++++++++++++++++++++

Rb3-

Rb3  mw:254.736 Anion CAS: Z-879898-61-0 fg:2 cnt:2326

----

89MCH/EAT    Datum: EA=0.920(30) eV LPES p:8

Vertical Detachment Energy:0.988(10) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rb3-s.za0]

M062X/Def2T|11.5   |     |     | 0.897|       |32.1   |    |     

++++++++++++++++++++++++++++++++

Re-

Re  mw:186.956 Anion CAS: Z-24203-21-2 fg:1 cnt:8988

HOF(A.)= 184.0/0.5  82WAG/EVA    | S(A-)=44.8/0.1 Stat |  S(AH)= | S(A.)=45.2  82WAG/EVA

----

17CHE/NIN    Datum: EA=0.060396(63) eV PVMI | HOF(A-)=182.6/0.5 R-EA p:9

Given: 0.060396(63) eV. Anion is 5d6 6s2 5D4. Sextet neutral.
###### the following are "below the line": evaluated as not accurate ####

----

67SCH/FIN    Datum: EA=0.15(10) eV Surf p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [re-k.za0]

M062X/Def2T|193.9  |369.2|364.1|-0.429|189.4  |184.0  |17.1|46.7 

++++++++++++++++++++++++++++++++

Re2-

Re2  mw:373.912 Anion CAS: Z-99746-93-7 fg:2 cnt:1085

----

86LEO/MIL2   Datum: EA=1.571(8) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [re2-6.za0]

M062X/Def2T|345.8  |     |     | 0.461|       |356.4  |    |     

++++++++++++++++++++++++++++++++

Rh-

Rh  mw:102.906 Anion CAS: Z-54604-30-7 fg:1 cnt:33

HOF(A.)= 133.1/0.5  82WAG/EVA    | BDE(A-H)= 59.0/5.0  86TOL/BEA     

HOF(AH)= 126.2/5.0 R-DH          | S(A-)=42.0/0.1 Stat |  S(AH)= | S(A.)=44.4  82WAG/EVA

----

98SCH/BRO    Datum: EA=1.14289(20) eV IRPD | HOF(A-)=106.8/0.5 R-EA p:9

DacidH(AH)= 346.3/3.2 D-EA

Given: 1.14289(20) eV.

----

81FEI/COR    Datum: EA=1.137(8) eV LPES p:8

Transition is Rh- 3F to Rh 4F7/2. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rh-t.za0]

M062X/Def2T|111.1  |354.9|349.8| 0.953|120.9  |133.1  |17.3|64.3 

++++++++++++++++++++++++++++++++

Rh2-

Rh2  mw:205.812 Anion CAS: Z-1292819-48-7 fg:2 cnt:8441

----

13BEL/ZAM    Datum: EA=1.50(5) eV LPES p:9

Vertical Detachment Energy:1.65(5) eV. Quartet anion to pentet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rh2-6.za0]

M062X/Def2T|207.6  |     |     | 2.130|       |256.5  |    |     

++++++++++++++++++++++++++++++++

Rh3-

Rh3  mw:308.717 Anion CAS: Z-1293289-57-2 fg:2 cnt:8442

----

13BEL/ZAM    Datum: EA=1.00(5) eV LPES p:9

Vertical Detachment Energy:1.2(5) eV. Computations indicate pentet anion to sextet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [rh3-k.za0]

M062X/Def2T|297.9  |     |     | 1.484|       |331.9  |    |     

++++++++++++++++++++++++++++++++

Rh4-

Rh4  mw:411.623 Anion CAS: Z-206137-92-0 fg:2 cnt:8443

----

13BEL/ZAM    Datum: EA=0.70(5) eV LPES p:9

Vertical Detachment Energy:0.9(5) eV.

++++++++++++++++++++++++++++++++

Rh5-

Rh5  mw:514.528 Anion CAS: Z-206137-93-1 fg:2 cnt:8444

----

13BEL/ZAM    Datum: EA=1.40(5) eV LPES p:9

Vertical Detachment Energy:1.47(5) eV.

++++++++++++++++++++++++++++++++

Rh6-

Rh6  mw:617.434 Anion CAS: Z-206137-94-2 fg:2 cnt:8445

----

13BEL/ZAM    Datum: EA=1.40(5) eV LPES p:9

Vertical Detachment Energy:1.5(5) eV.

++++++++++++++++++++++++++++++++

Rh7-

Rh7  mw:720.339 Anion CAS: Z-206137-95-3 fg:2 cnt:8446

----

13BEL/ZAM    Datum: EA=2.10(5) eV LPES p:9

Vertical Detachment Energy:2.2(5) eV.

++++++++++++++++++++++++++++++++

Rh8-

Rh8  mw:823.245 Anion CAS: Z-206137-96-4 fg:2 cnt:8447

----

13BEL/ZAM    Datum: EA=2.10(5) eV LPES p:9

Vertical Detachment Energy:2.3(5) eV.

++++++++++++++++++++++++++++++++

Rh9-

Rh9  mw:926.150 Anion CAS: Z-1204753-80-9 fg:2 cnt:8448

----

13BEL/ZAM    Datum: EA=2.20(5) eV LPES p:9

Vertical Detachment Energy:2.4(5) eV.

++++++++++++++++++++++++++++++++

Rn-

Rn  mw:222.018 Anion CAS: Z-122039-76-3 fg:1 cnt:11000

HOF(A.)= 0.0 Defn            | S(A-)=43.5/0.1 Stat |  S(AH)= | S(A.)=42.1  82WAG/EVA

----

99AND/HAU    Datum: EA=<0.0 eV Est4 p:5

There is no evidence that this anion is bound.

++++++++++++++++++++++++++++++++

Ru-

Ru  mw:101.905 Anion CAS: Z-65115-16-4 fg:1 cnt:4828

HOF(A.)= 153.6/0.5  82WAG/EVA    | BDE(A-H)= 55.9/5.0  86TOL/BEA     

HOF(AH)= 149.8/5.0 R-DH          | S(A-)=42.6/0.1 Stat |  S(AH)= | S(A.)=44.6  82WAG/EVA

----

22NIN/LU     Datum: EA=1.046270(20) eV SEVI | HOF(A-)=129.5/5.9 Acid p:9

DacidH(AH)= 345.4/3.2 D-EA

Given: 1.046270(20) eV.

----

99NOR/BEC    Datum: EA=1.04638(25) eV LPD  p:9

Given: 1.04638(25) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ru-q.za0]

M062X/Def2T|138.6  |354.4|349.3| 0.650|148.9  |153.6  |17.2|56.8 

++++++++++++++++++++++++++++++++

S-

S  mw:31.973 Anion CAS: Z-14337-03-2 fg:1 cnt:12

HOF(A.)=  66.2/0.1  89GUR/VEY    | BDE(A-H)= 84.5/0.1 PDis 05ZHO/YUA 

HOF(AH)=  34.2/0.1 d+ah          |

DacidS=18.7/0.1 A-AH |  S(A-)=39.4/0.1  98JANAF |  S(AH)=46.7/0.1  82WAG/EVA | S(A.)=40.1  82WAG/EVA

----

10CHA/PEL    Datum: EA=2.0771020(6) eV LPDM | HOF(A-)=18.7/0.4 Acid p:9

DacidG(AH)= 344.6/0.2 H-TS| DacidH(AH)= 350.2/0.4 D-EA

Given: 2.0771020(6) eV. For 32S.

----

09WEL/YUK    Datum: EA=2.0171460(109) eV LPD  [16269.380(88) cm-1] p:8

Given: 16269.380(88) cm-1 or 2.0171460(109) eV.

----

06BLO/CHA    Datum: EA=2.07710418(71) eV LPDM p:8

Given: 2.07710418(71) eV. For 32S. Superceded by 10CHA/PEL.

----

05BLO/CHA    Datum: EA=2.0771040(9) eV LPD  p:8

32S: 2.0771040(9) eV: revised analysis of 01BLO/DEL.

----

85LAR/STO    Datum: EA=2.0771032(25) eV LPD  [16752.967(20) cm-1] p:8

Given: 16752.967(20)cm-1.

----

00REM/ERV    Datum: DacidH(AH)= 350.2/2.9 Endo p:7

DacidG(AH)= 344.6/2.9 H-TS  EA(eV)= 2.075

----

70LIN/WOO    Datum: EA=2.077104(3) eV LPES p:7

Revised per 1986 CODATA (95BLO) to 2.077104(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s-d.zzf]

W1U        |18.1   |350.4|345.1| 2.084|33.6   |66.2   |17.9|84.7 

CBS-QB3    |17.9   |350.0|344.7| 2.093|33.6   |66.1   |17.9|84.7 

G3MP2B3    |17.9   |352.2|346.9| 2.091|32.9   |66.1   |17.8|85.3 

G3MP2B3+   |18.5   |352.8|347.4| 2.067|32.9   |66.1   |17.8|85.3 

G4MP2      |19.1   |352.8|347.5| 2.041|33.5   |66.1   |17.8|84.8 

M062X/Def2T|24.0   |354.6|349.2| 1.825|34.2   |66.1   |17.8|84.1 

B3/6-311++G|15.6   |348.2|342.9| 2.194|34.6   |66.1   |17.8|83.6 

++++++++++++++++++++++++++++++++

SiS-

SSi  mw:59.950 Anion CAS: Z-142293-88-7 fg:19 cnt:8674

HOF(A.)=  25.3/0.6  98JANAF      |

----

14XU_/DEN    Datum: EA=0.477(40) eV LPES | HOF(A-)=14.3/1.1 R-EA p:9

Vertical Detachment Energy:0.566(40) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sis.zzf]

W1U        |15.7   |     |     | 0.503|       |27.3   |    |     

CBS-QB3    |15.0   |     |     | 0.468|       |25.7   |    |     

G3MP2B3    |13.4   |     |     | 0.496|       |24.8   |    |     

G3MP2B3+   |13.4   |     |     | 0.498|       |24.8   |    |     

G4MP2      |14.1   |     |     | 0.476|       |25.0   |    |     

M062X/Def2T|19.5   |     |     | 0.300|       |26.4   |    |     

B3/6-311++G|22.4   |     |     | 0.654|       |37.4   |    |     

++++++++++++++++++++++++++++++++

Si2S-

SSi2  mw:87.926 Anion CAS: Z-1630761-56-6 fg:19 cnt:8678

----

14XU_/DEN    Datum: EA=1.37(8) eV LPES p:8

Vertical Detachment Energy:1.65(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2s.zzf]

W1U        |36.7   |     |     | 1.489|       |70.9   |    |     

CBS-QB3    |35.4   |     |     | 1.490|       |69.6   |    |     

G3MP2B3    |34.1   |     |     | 1.529|       |69.2   |    |     

G3MP2B3+   |34.0   |     |     | 1.530|       |69.2   |    |     

G4MP2      |33.5   |     |     | 1.524|       |68.5   |    |     

M062X/Def2T|35.7   |     |     | 1.350|       |66.7   |    |     

B3/6-311++G|54.2   |     |     | 1.619|       |91.4   |    |     

++++++++++++++++++++++++++++++++

US-

SU  mw:270.023 Anion CAS: N-12039-11-1 fg:14 cnt:11897

----

25HUN/TUF    Datum: EA=1.71(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

S2-

S2  mw:63.945 Anion CAS: Z-12185-15-8 fg:2 cnt:251

HOF(A.)=  30.7/0.1  89GUR/VEY    | BDE(A-H)= 54.8/3.6 R-AH           

HOF(AH)=  28.0/3.6 d+ah          |

----

88MOR/ELL    Datum: EA=1.670(15) eV LPES | HOF(A-)=-7.8/4.5 Acid p:9

DacidH(AH)= 329.9/2.7 D-EA

DaffH(AH)=  92.7/4.5 A-IN

----

74CEL/BEN    Datum: EA=1.663(40) eV LPES p:8

----

95HUN/JON    Datum: EA=1.565(50) eV LPD  p:7
###### the following are "below the line": evaluated as not accurate ####

----

68DIL/FRA    Datum: HOF(A-)=<11.0/5.5 IMRB p:4

EA(eV)= 0.856 DaffH(X..Y-)=>73.9/5.5 A-IN

S- + COS -> S2- + CO. Also S2- + COS -> S3- + CO, etc. to n=6.

----

86GOO/BOH    Datum: DacidG=>344.6 IMRB p:3

S- deprotonates H2S; S2-, S3-, etc. do not.

----

72THY/       Datum: EA=>2.5(8) eV EIAE p:2

From CS2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s2.zzf]

W1U        |-9.0   |332.7|326.9| 1.663|24.2   |29.3   |19.4|57.3 

CBS-QB3    |-9.9   |331.6|325.7| 1.695|24.3   |29.1   |19.5|57.0 

G3MP2B3    |-8.7   |333.2|327.4| 1.686|25.4   |30.2   |19.4|56.9 

G3MP2B3+   |-8.7   |333.1|327.4| 1.688|25.4   |30.2   |19.4|56.9 

G4MP2      |-9.2   |334.1|328.3| 1.696|23.9   |29.9   |19.4|58.1 

M062X/Def2T|-6.2   |334.9|329.1| 1.482|23.6   |27.9   |19.4|56.4 

B3/6-311++G|-3.0   |329.6|323.9| 1.795|34.7   |38.4   |19.3|55.8 

++++++++++++++++++++++++++++++++

SiS2-

S2Si  mw:91.922 Anion CAS: Z-303039-47-6 fg:19 cnt:8675

HOF(A.)=  19.0  02BIN/MIL        |

----

14XU_/DEN    Datum: EA=2.34(8) eV LPES p:8

Vertical Detachment Energy:2.79(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sis2.zzf]

W1U        |-29.0  |     |     | 1.845|       |13.6   |    |     

CBS-QB3    |-31.9  |     |     | 1.864|       |11.1   |    |     

G3MP2B3    |-31.1  |     |     | 1.847|       |11.6   |    |     

G3MP2B3+   |-31.1  |     |     | 1.846|       |11.6   |    |     

M062X/Def2T|-27.8  |     |     | 1.741|       |12.3   |    |     

B3/6-311++G|-13.9  |     |     | 2.107|       |34.8   |    |     

++++++++++++++++++++++++++++++++

Si2S2-

S2Si2  mw:119.899 Anion CAS: Z-1630761-60-2 fg:20 cnt:8679

----

14XU_/DEN    Datum: EA=1.50(8) eV LPES p:8

Vertical Detachment Energy:1.68(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2s2.zzf]

W1U        |-7.2   |     |     | 1.530|       |28.0   |    |     

CBS-QB3    |-10.4  |     |     | 1.554|       |25.3   |    |     

G3MP2B3    |-9.7   |     |     | 1.578|       |26.6   |    |     

G3MP2B3+   |-9.7   |     |     | 1.581|       |26.6   |    |     

G4MP2      |-11.3  |     |     | 1.594|       |25.4   |    |     

M062X/Def2T|-8.9   |     |     | 1.396|       |23.2   |    |     

B3/6-311++G|19.6   |     |     | 1.767|       |60.2   |    |     

++++++++++++++++++++++++++++++++

ThS2-

S2Th  mw:295.983 Anion CAS: N-12138-07-7 fg:14 cnt:11725

----

24MAR/ZHU    Datum: EA=2(2) eV LPES [2.10 eV] p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

US2-

S2U  mw:301.995 Anion CAS: Z-795211-78-8 fg:14 cnt:11898

----

25HUN/TUF    Datum: EA=2.02(6) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

S3-

S3  mw:95.917 Anion CAS: Z-12597-04-5 fg:2 cnt:207

HOF(A.)=  34.6/1.0  89GUR/VEY    |

----

13KIM/HOC    Datum: EA=2.363(9) eV SEVI | HOF(A-)=-19.9/4.6 R-EA p:9

DaffH(AH)=  78.4/4.6 A-IN

----

95HUN/JON    Datum: EA=2.31(10) eV LPD  p:8

Vertical Detachment Energy:2.50 eV.

----

86NIM/ELL    Datum: EA=2.093(25) eV LPES p:7

Assigned electron affinity may be a hot band; see 13KIM/HOC.

----

77FEL/RAC    Datum: EA=2.00(15) eV PD   p:7
###### the following are "below the line": evaluated as not accurate ####

----

86GOO/BOH    Datum: DacidG=>344.6 IMRB p:4

S- deprotonates H2S; S2-, S3-, etc. do not.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s3.zzf]

W1U        |-22.0  |316.7|310.4| 2.402|27.2   |33.3   |21.3|58.3 

CBS-QB3    |-24.2  |315.4|309.1| 2.453|26.1   |32.2   |21.1|58.2 

G3MP2B3    |-21.5  |317.4|311.6| 2.359|28.3   |32.8   |19.5|56.6 

G3MP2B3+   |-21.5  |317.4|311.6| 2.361|28.3   |32.8   |19.5|56.6 

G4MP2      |-23.6  |318.2|311.8| 2.361|25.4   |30.8   |21.4|57.5 

M062X/Def2T|-20.1  |318.8|312.5| 2.465|25.9   |36.7   |21.0|62.9 

B3/6-311++G|-5.6   |315.3|309.5| 2.805|46.4   |59.0   |19.5|64.7 

++++++++++++++++++++++++++++++++

SiS3-

S3Si  mw:123.894 Anion CAS: Z-375797-94-7 fg:19 cnt:8676

----

14XU_/DEN    Datum: EA=3.92(8) eV LPES p:7

Vertical Detachment Energy:4.00(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sis3.zaf]

W1U        |-51.9  |     |     | 2.945|       |15.6   |    |     

CBS-QB3    |-57.9  |     |     | 3.086|       |12.9   |    |     

G3MP2B3    |-53.8  |     |     | 3.003|       |15.1   |    |     

G3MP2B3+   |-53.9  |     |     | 3.002|       |15.1   |    |     

G4MP2      |-54.7  |     |     | 2.991|       |13.9   |    |     

M062X/Def2T|-52.2  |     |     | 2.839|       |13.1   |    |     

B3/6-311++G|-32.5  |     |     | 3.596|       |50.1   |    |     

++++++++++++++++++++++++++++++++

Si2S3-

S3Si2  mw:151.871 Anion CAS: Z-1630761-61-3 fg:20 cnt:8680

----

14XU_/DEN    Datum: EA=1.76(8) eV LPES p:8

Vertical Detachment Energy:2.02(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2s3.zzf]

W1U        |-47.4  |     |     | 1.853|       |-4.7   |    |     

CBS-QB3    |-56.8  |     |     | 2.100|       |-8.5   |    |     

G3MP2B3    |-48.5  |     |     | 1.848|       |-5.9   |    |     

G3MP2B3+   |-48.5  |     |     | 1.849|       |-5.9   |    |     

G4MP2      |-51.3  |     |     | 1.921|       |-7.0   |    |     

M062X/Def2T|-51.3  |     |     | 1.894|       |-7.6   |    |     

B3/6-311++G|-4.2   |     |     | 1.858|       |38.5   |    |     

++++++++++++++++++++++++++++++++

S4-

S4  mw:127.889 Anion CAS: Z-37301-16-9 fg:2 cnt:3082

HOF(A.)=  32.4/0.7  89GUR/VEY    |

----

95HUN/JON    Datum: EA=2.22(3) eV LPD  | HOF(A-)=-18.8/4.7 R-EA p:8

DaffH(AH)=  65.1/1.4 A-IN

Vertical Detachment Energy:2.42(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s4-u.zzf]

W1U        |-18.0  |     |     | 2.355|       |36.1   |    |     

CBS-QB3    |-23.2  |     |     | 2.375|       |31.3   |    |     

G3MP2B3    |-18.7  |     |     | 2.242|       |32.8   |    |     

G3MP2B3+   |-18.8  |     |     | 2.248|       |32.8   |    |     

G4MP2      |-21.8  |     |     | 2.295|       |30.8   |    |     

M062X/Def2T|-16.6  |     |     | 2.578|       |42.6   |    |     

B3/6-311++G|5.8    |     |     | 2.832|       |70.9   |    |     

++++++++++++++++++++++++++++++++

SiS4-

S4Si  mw:155.866 Anion CAS: Z-1630761-54-4 fg:19 cnt:8677

----

14XU_/DEN    Datum: EA=4.08(8) eV LPES p:8

Vertical Detachment Energy:4.39(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sis4.zzf]

W1U        |-54.3  |     |     | 2.629|       |6.0    |    |     

CBS-QB3    |-58.1  |     |     | 3.899|       |31.8   |    |     

G3MP2B3    |-55.0  |     |     | 2.666|       |6.2    |    |     

G3MP2B3+   |-55.0  |     |     | 2.670|       |6.2    |    |     

G4MP2      |-57.6  |     |     | 3.911|       |32.6   |    |     

M062X/Def2T|-55.0  |     |     | 2.583|       |4.2    |    |     

B3/6-311++G|-20.8  |     |     | 3.165|       |51.8   |    |     

++++++++++++++++++++++++++++++++

Si2S4-

S4Si2  mw:183.843 Anion CAS: Z-330626-98-7 fg:20 cnt:8681

----

14XU_/DEN    Datum: EA=2.84(8) eV LPES p:8

Vertical Detachment Energy:3.36(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2s4.zzf]

CBS-QB3    |-87.3  |     |     | 2.280|       |-35.0  |    |     

G3MP2B3    |-83.2  |     |     | 2.264|       |-31.2  |    |     

G3MP2B3+   |-83.3  |     |     | 2.263|       |-31.2  |    |     

G4MP2      |-85.9  |     |     | 2.336|       |-32.2  |    |     

M062X/Def2T|-82.6  |     |     | 2.212|       |-31.7  |    |     

B3/6-311++G|-33.8  |     |     | 2.555|       |25.0   |    |     

++++++++++++++++++++++++++++++++

S5-

S5  mw:159.861 Anion CAS: Z-12597-11-4 fg:2 cnt:3083

HOF(A.)=  31.8/1.0  89GUR/VEY    |

----

95HUN/JON    Datum: EA=2.80(5) eV LPD  | HOF(A-)=-32.8/5.0 R-EA p:8

DaffH(AH)=  80.2/1.8 A-IN

Vertical Detachment Energy:2.97(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s5-env.zzf]

W1U        |-11.9  |     |     | 1.746|       |27.8   |    |     

CBS-QB3    |-20.2  |     |     | 1.986|       |25.1   |    |     

G3MP2B3    |-11.2  |     |     | 1.765|       |29.0   |    |     

G3MP2B3+   |-11.2  |     |     | 1.766|       |29.0   |    |     

G4MP2      |-16.6  |     |     | 1.793|       |24.2   |    |     

M062X/Def2T|-13.5  |     |     | 1.763|       |26.8   |    |     

B3/6-311++G|18.8   |     |     | 2.563|       |77.4   |    |     

++++++++++++++++++++++++++++++++

S6-

S6  mw:191.833 Anion CAS: Z-66524-41-2 fg:2 cnt:3084

HOF(A.)=  24.2/0.7  89GUR/VEY    |

----

95HUN/JON    Datum: EA=3.21(7) eV LPD  | HOF(A-)=-49.8/5.3 R-EA p:8

DaffH(AH)=  83.3/2.3 A-IN

Vertical Detachment Energy:3.55 eV. An isomer exists with electron affinity=2.26 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s6-ch.zzf]

CBS-QB3    |-19.8  |     |     | 1.630|       |17.3   |    |     

G3MP2B3    |-12.3  |     |     | 1.517|       |22.2   |    |     

G3MP2B3+   |-13.8  |     |     | 1.583|       |22.2   |    |     

G4MP2      |-20.0  |     |     | 1.613|       |16.6   |    |     

M062X/Def2T|-15.3  |     |     | 1.480|       |18.3   |    |     

B3/6-311++G|29.5   |     |     | 2.209|       |79.9   |    |     

++++++++++++++++++++++++++++++++

S7-

S7  mw:223.805 Anion CAS: Z-66524-43-4 fg:2 cnt:3085

HOF(A.)=  26.7/0.7  89GUR/VEY    |

----

95HUN/JON    Datum: EA=3.16(5) eV LPD  | HOF(A-)=-46.1/5.4 R-EA p:8

DaffH(AH)=  62.6/2.2 A-IN

Vertical Detachment Energy:3.55 eV. An isomer exists with electron affinity=2.26 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s7-c.zzf]

CBS-QB3    |-21.9  |     |     | 1.771|       |18.4   |    |     

G3MP2B3    |-14.8  |     |     | 1.714|       |24.2   |    |     

G3MP2B3+   |-14.7  |     |     | 1.710|       |24.2   |    |     

G4MP2      |-22.1  |     |     | 1.771|       |18.1   |    |     

M062X/Def2T|-17.4  |     |     | 1.652|       |20.2   |    |     

B3/6-311++G|39.1   |     |     | 2.209|       |89.3   |    |     

++++++++++++++++++++++++++++++++

S8-

S8  mw:255.777 Anion CAS: Z-184378-98-1 fg:2 cnt:3086

HOF(A.)=  24.2/0.5  89GUR/VEY    |

----

95HUN/JON    Datum: EA=3.59(5) eV LPD  | HOF(A-)=-58.6/5.6 R-EA p:8

DaffH(AH)=  78.7/1.8 A-IN

Vertical Detachment Energy:3.87 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [s8.zzf]

CBS-QB3    |-22.4  |     |     | 1.634|       |14.7   |    |     

G3MP2B3    |-14.6  |     |     | 1.602|       |21.7   |    |     

G3MP2B3+   |-14.5  |     |     | 1.601|       |21.8   |    |     

G4MP2      |-23.5  |     |     | 1.672|       |14.4   |    |     

M062X/Def2T|-17.2  |     |     | 1.474|       |16.3   |    |     

B3/6-311++G|44.2   |     |     | 2.198|       |94.1   |    |     

++++++++++++++++++++++++++++++++

S9-

S9  mw:287.749 Anion CAS: Z-184378-98-1 fg:2 cnt:3087

----

95HUN/JON    Datum: EA=3.60(10) eV LPD  p:8

Vertical Detachment Energy:3.90 eV.

++++++++++++++++++++++++++++++++

S10-

S10  mw:319.721 Anion CAS: Z-164252-54-4 fg:2 cnt:3088

----

95HUN/JON    Datum: EA=3.50(10) eV LPD  p:8

Vertical Detachment Energy:3.90 eV.

++++++++++++++++++++++++++++++++

S11-

S11  mw:351.693 Anion CAS: Z-164252-55-5 fg:2 cnt:3089

----

95HUN/JON    Datum: EA=3.43(10) eV LPD  p:8

Vertical Detachment Energy:3.75 eV.

++++++++++++++++++++++++++++++++

Sb-

Sb  mw:120.904 Anion CAS: Z-16050-76-3 fg:1 cnt:38

HOF(A.)=  62.7/0.5  82WAG/EVA    | BDE(A-H)= 55.7/1.1 R-AH           

HOF(AH)=  59.1/1.0  93RUS/BER    |

DacidS=17.0/3.0 Calc |  S(A-)=42.5/0.1 Stat |  S(AH)= | S(A.)=43.1  82WAG/EVA

----

97SCH/HAU    Datum: EA=1.047401(20) eV IRPD | HOF(A-)=38.6/1.8 Acid p:9

DacidG(AH)= 340.1/1.5 H-TS| DacidH(AH)= 345.1/1.5 D-EA

Given: 1.047401(20) eV.

----

92POL/GER    Datum: EA=1.046(5) eV LPES p:8

----

77FEL/RAC2   Datum: EA=1.07(5) eV PD   p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sb-t.za0]

M062X/Def2T|54.5   |353.0|348.0| 0.529|66.2   |66.7   |16.9|52.6 

++++++++++++++++++++++++++++++++

Sb2-

Sb2  mw:241.808 Anion CAS: Z-64177-62-4 fg:2 cnt:2917

HOF(A.)=  56.3/0.5  82WAG/EVA    |

----

92POL/GER    Datum: EA=1.282(8) eV LPES | HOF(A-)=26.8/1.9 R-EA p:9

DaffH(AH)=  74.5/1.9 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sb2-d.zz0]

M062X/Def2T|77.4   |     |     | 1.289|       |107.1  |    |     

++++++++++++++++++++++++++++++++

Sb3-

Sb3  mw:362.712 Anion CAS: Z-105888-32-2 fg:2 cnt:2918

----

92POL/GER    Datum: EA=1.85(3) eV LPES p:9

Vertical Detachment Energy:1.85(3) eV. Triplet anion to doublet neutral.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sb3-t.zz0]

M062X/Def2T|109.6  |     |     | 2.477|       |167.0  |    |     

++++++++++++++++++++++++++++++++

Sb4-

Sb4  mw:483.616 Anion CAS: Z-146703-69-7 fg:2 cnt:2919

HOF(A.)=  49.0/0.5  82WAG/EVA    |

----

92POL/GER    Datum: EA=<1.00(10) eV LPES | HOF(A-)=>25.9/2.4 R-EA p:8

DaffH(AH)= <36.8/2.4 A-IN

Vertical Detachment Energy:1.57(5) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sb4.zz0]

M062X/Def2T|117.2  |     |     | 0.754|       |134.4  |    |     

++++++++++++++++++++++++++++++++

Sb5-

Sb5  mw:604.520 Anion CAS: Z-153301-20-3 fg:2 cnt:10263

----

02ZHA/WAN3   Datum: EA=3.46(3) eV LPES p:8

Vertical Detachment Energy:3.46(3) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sb5.za0]

M062X/Def2T|142.1  |293.6|288.3| 2.499|213.2  |200.0  |17.8|38.9 

++++++++++++++++++++++++++++++++

Sc-

Sc  mw:44.956 Anion CAS: Z-16727-42-7 fg:1 cnt:15

HOF(A.)=  90.3/0.5  82WAG/EVA    | BDE(A-H)= 49.0/4.1  81KAN/MOO     

HOF(AH)=  93.4/4.1 R-DH          |

DacidS=16.7/3.0 Calc |  S(A-)=37.4/0.1 Stat |  S(AH)= | S(A.)=41.8/0.1  82WAG/EVA

----

22NIN/LU     Datum: EA=0.179380(22) eV SEVI | HOF(A-)=86.2/5.0 Acid p:9

DacidG(AH)= 353.5/4.3 H-TS| DacidH(AH)= 358.5/2.9 D-EA

Given: 0.179380(22) eV.

----

23ZHA/LU     Datum: EA=0.1793878(22) eV SEVI p:8

Given: 0.1793878(22) eV.

----

81FEI/HER    Datum: EA=0.188(20) eV LPES p:8

Sc- is 3d4s24p. Transition is Sc- 1D0 to Sc 2D0.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sc-s.za0]

CBS-QB3    |112.6  |387.5|382.5|-0.974|90.9   |90.1   |16.7|51.4 

M062X/Def2T|123.6  |392.1|387.1|-1.451|96.2   |90.1   |16.8|46.1 

B3/6-311++G|113.8  |391.6|386.6|-1.027|89.5   |90.1   |16.7|52.8 

++++++++++++++++++++++++++++++++

ScSi2-

ScSi2  mw:100.910 Anion CAS: Z-2035041-69-9 fg:19 cnt:11084

----

11XU_/WU     Datum: EA=1.28(8) eV LPES p:8

Vertical Detachment Energy:1.44(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [scsi2-t.za0]

CBS-QB3    |138.2  |     |     | 0.822|       |157.1  |    |     

M062X/Def2T|143.2  |     |     | 0.849|       |162.8  |    |     

B3/6-311++G|140.8  |     |     | 0.878|       |161.0  |    |     

++++++++++++++++++++++++++++++++

ScSi3-

ScSi3  mw:128.887 Anion CAS: N-90157-91-8 fg:19 cnt:11085

----

11XU_/WU     Datum: EA=1.78(8) eV LPES p:8

Vertical Detachment Energy:1.95(8) eV.

++++++++++++++++++++++++++++++++

ScSi4-

ScSi4  mw:156.864 Anion CAS: Z-2381314-80-1 fg:19 cnt:11086

----

11XU_/WU     Datum: EA=2.19(8) eV LPES p:8

Vertical Detachment Energy:2.57(8) eV.

++++++++++++++++++++++++++++++++

ScSi5-

ScSi5  mw:184.841 Anion CAS: Z-2381314-81-2 fg:19 cnt:11087

----

11XU_/WU     Datum: EA=2.15(8) eV LPES p:8

Vertical Detachment Energy:2.35(8) eV.

++++++++++++++++++++++++++++++++

Si6Sc-

ScSi6  mw:212.818 Anion CAS: Z-1111944-91-2 fg:19 cnt:7731

----

11XU_/WU     Datum: EA=2.85(8) eV LPES p:8

Vertical Detachment Energy:3.28(8) eV.

----

08KOY/ATO    Datum: EA=2.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si7Sc-

ScSi7  mw:240.795 Anion CAS: Z-1111944-93-4 fg:19 cnt:7732

----

08KOY/ATO    Datum: EA=2.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si8Sc-

ScSi8  mw:268.772 Anion CAS: Z-1111944-95-6 fg:19 cnt:7733

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si9Sc-

ScSi9  mw:296.749 Anion CAS: Z-1111944-98-9 fg:19 cnt:7734

----

08KOY/ATO    Datum: EA=2.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si10Sc-

ScSi10  mw:324.726 Anion CAS: Z-1111945-00-6 fg:19 cnt:7735

----

08KOY/ATO    Datum: EA=3.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si11Sc-

ScSi11  mw:352.703 Anion CAS: Z-1111945-03-9 fg:19 cnt:7736

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si12Sc-

ScSi12  mw:380.680 Anion CAS: Z-1111945-04-0 fg:19 cnt:7737

----

08KOY/ATO    Datum: EA=3.00(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si13Sc-

ScSi13  mw:408.657 Anion CAS: Z-1111945-05-1 fg:19 cnt:7738

----

08KOY/ATO    Datum: EA=2.90(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si14Sc-

ScSi14  mw:436.633 Anion CAS: Z-946616-62-2 fg:19 cnt:7739

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si15Sc-

ScSi15  mw:464.610 Anion CAS: Z-910815-35-9 fg:19 cnt:7740

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

ScSi16-.

ScSi16  mw:492.587 Anion CAS: Z-851431-50-0 fg:19 cnt:7261

----

05KOY/AKU    Datum: EA=3.41(12) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.40(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si17Sc-

ScSi17  mw:520.564 Anion CAS: Z-910815-44-0 fg:19 cnt:7741

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si18Sc-

ScSi18  mw:548.541 Anion CAS: Z-946616-63-3 fg:19 cnt:7742

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si19Sc-

ScSi19  mw:576.518 Anion CAS: Z-1111945-06-2 fg:19 cnt:7743

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si20Sc-

ScSi20  mw:604.495 Anion CAS: Z-1111945-07-3 fg:19 cnt:7744

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

ScSn15-

ScSn15  mw:1843.49 Anion CAS: Z-1383727-96-5 fg:19 cnt:8345

----

12ATO/KOY    Datum: EA=2.92(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ScSn16-

ScSn16  mw:1963.39 Anion CAS: Z-1383727-97-6 fg:19 cnt:8346

----

12ATO/KOY    Datum: EA=2.95(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ScSn17-

ScSn17  mw:2083.29 Anion CAS: Z-1383727-98-7 fg:19 cnt:8347

----

12ATO/KOY    Datum: EA=2.78(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Sc2Si2-

Sc2Si2  mw:145.866 Anion CAS: Z-1255705-57-7 fg:20 cnt:11077

----

10XU_/ZHA2   Datum: EA=1.42(8) eV LPES p:8

Vertical Detachment Energy:1.68(8) eV.

++++++++++++++++++++++++++++++++

Sc2Si3-

Sc2Si3  mw:173.843 Anion CAS: Z-1255705-58-8 fg:20 cnt:11078

----

10XU_/ZHA2   Datum: EA=1.37(8) eV LPES p:8

Vertical Detachment Energy:1.57(8) eV.

++++++++++++++++++++++++++++++++

Sc2Si4-

Sc2Si4  mw:201.820 Anion CAS: Z-1255705-61-3 fg:20 cnt:11079

----

10XU_/ZHA2   Datum: EA=1.33(8) eV LPES p:8

Vertical Detachment Energy:1.52(8) eV.

++++++++++++++++++++++++++++++++

Sc2Si5-

Sc2Si5  mw:229.797 Anion CAS: Z-1255705-63-5 fg:20 cnt:11080

----

10XU_/ZHA2   Datum: EA=1.9(2) eV LPES p:8

Vertical Detachment Energy:2.3(2) eV.

++++++++++++++++++++++++++++++++

Sc2Si6-

Sc2Si6  mw:257.774 Anion CAS: Z-1255705-65-7 fg:20 cnt:11081

----

10XU_/ZHA2   Datum: EA=2.0(2) eV LPES p:8

Vertical Detachment Energy:2.3(2) eV.

++++++++++++++++++++++++++++++++

Se-

Se  mw:79.917 Anion CAS: Z-16050-74-1 fg:1 cnt:942

HOF(A.)=  58.1/0.3  07WAN/       | BDE(A-H)= 76.7/0.9 R-AH           

HOF(AH)=  33.5/0.9 d+ah          |

DacidS=17.5/2.0 A-AH |  S(A-)=40.5/0.1 Stat |  S(AH)=49.0/2.0 Calc | S(A.)=42.2/0.5  82WAG/EVA

----

12VAN/DRA    Datum: EA=2.0206046(11) eV LPDM | HOF(A-)=11.5/1.6 Acid p:9

DacidG(AH)= 338.4/1.4 H-TS| DacidH(AH)= 343.7/1.4 D-EA

Given: 2.0206046(11) eV. .DELTAfH(Se) corrected to 298K per 82WAG/EVA.

----

96THO/STE    Datum: EA=2.02066(5) eV LPD  [16297.7(4) cm-1] p:8

----

88MAN/EDG    Datum: EA=2.02067(2) eV LPD  p:8

Given: 2.02067(2) eV.

----

73HOT/PAT    Datum: EA=2.0206(2) eV LPES [16297.(2) cm-1] p:8

Given: 16297(2) cm-1.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [se-d.zzf]

G3MP2B3    |12.5   |343.8|338.6| 1.975|35.9   |58.1   |17.5|74.3 

G3MP2B3+   |12.5   |343.8|338.6| 1.975|35.9   |58.1   |17.5|74.3 

G4MP2      |12.9   |343.6|338.4| 1.960|36.5   |58.1   |17.5|73.7 

M062X/Def2T|16.7   |343.2|338.0| 1.795|38.2   |58.1   |17.5|72.0 

B3/6-311++G|7.0    |340.2|335.0| 2.213|34.1   |58.1   |17.4|76.1 

++++++++++++++++++++++++++++++++

Se2-

Se2  mw:159.834 Anion CAS: Z-12597-21-6 fg:2 cnt:1440

HOF(A.)=  34.9/0.5  82WAG/EVA    |

----

89SNO/COE    Datum: EA=1.940(70) eV LPES | HOF(A-)=-9.8/2.4 R-EA p:9

DaffH(AH)=  79.4/2.3 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [se2-d.zzf]

CBS-QB3    |-13.0  |     |     | 1.962|       |32.2   |    |     

G3MP2B3    |-7.0   |     |     | 1.953|       |38.0   |    |     

G3MP2B3+   |-7.1   |     |     | 1.954|       |37.9   |    |     

G4MP2      |-6.5   |     |     | 1.980|       |39.1   |    |     

M062X/Def2T|1.6    |     |     | 1.873|       |44.8   |    |     

B3/6-311++G|-11.7  |     |     | 1.953|       |33.3   |    |     

++++++++++++++++++++++++++++++++

Se3-

Se3  mw:239.750 Anion CAS: Z-124673-84-3 fg:2 cnt:1442

HOF(A.)=  41.5  02BIN/MIL        |

----

89SNO/COE    Datum: EA=>2.2 eV LPES | HOF(A-)=<-9.3/2.4 R-EA p:7

DaffH(AH)= >57.5/1.7 A-IN

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [se3.zaf]

CBS-QB3    |-22.8  |     |     | 2.768|       |40.9   |    |     

G3MP2B3    |-12.3  |     |     | 2.649|       |48.7   |    |     

G3MP2B3+   |-12.6  |     |     | 2.658|       |48.6   |    |     

G4MP2      |-11.9  |     |     | 2.668|       |49.5   |    |     

M062X/Def2T|-0.6   |     |     | 2.885|       |65.8   |    |     

B3/6-311++G|-16.5  |     |     | 2.869|       |49.6   |    |     

++++++++++++++++++++++++++++++++

Si-

Si  mw:27.977 Anion CAS: Z-14337-02-1 fg:1 cnt:10

HOF(A.)= 107.6/1.9  91GUR/VEY    | BDE(A-H)= 71.6/2.7 R-AH           

HOF(AH)=  88.1/1.9  91GUR/VEY    |

DacidS=17.4/0.1 A-AH |  S(A-)=38.7/0.1  98JANAF |  S(AH)=47.3/0.1  98JANAF | S(A.)=40.1  82WAG/EVA

----

10CHA/PEL    Datum: EA=1.3895210(7) eV LPDM | HOF(A-)=75.5/3.0 Acid p:9

DacidG(AH)= 347.8/2.8 H-TS| DacidH(AH)= 353.1/2.3 D-EA

Given: 1.3895210(7) eV. For 28Si.

----

05BLO/CHA    Datum: EA=1.3895213(13) eV LPD  p:9

28Si: 1.3895213(13) eV; revised analysis of 01BLO/DEL.

----

01BLO/DEL    Datum: EA=1.3895222(22) eV LPD  [11207.252(18) cm-1] p:8

Given: 1.3895220(24) eV, or 11207.252(18) cm-1.

----

98SCH/BIL    Datum: EA=1.389521(20) eV IRPD p:8

Given: 1.389521(20) eV.

----

75KAS/HER    Datum: EA=1.385(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si-q.zzf]

W1U        |75.7   |353.4|347.8| 1.397|88.2   |107.9  |18.7|71.9 

CBS-QB3    |76.4   |353.9|348.3| 1.363|88.3   |107.9  |18.7|71.7 

G3MP2B3    |76.9   |357.0|351.4| 1.342|87.1   |107.9  |18.7|72.8 

G3MP2B3+   |76.9   |357.0|351.4| 1.342|87.1   |107.9  |18.7|72.8 

G4MP2      |77.9   |357.2|351.6| 1.299|87.8   |107.9  |18.7|72.1 

M062X/Def2T|83.7   |360.6|355.1| 1.048|87.7   |107.9  |18.7|72.2 

B3/6-311++G|77.3   |356.4|350.8| 1.327|88.2   |107.9  |18.6|71.8 

++++++++++++++++++++++++++++++++

SiZr-

SiZr  mw:117.882 Anion CAS: Z-1313615-46-1 fg:19 cnt:8086

HOF(A.)= 211.9/0.4  20SOR/TIE    |

----

11GUN/HAZ    Datum: EA=1.584(14) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sizr-d.za0]

M062X/Def2T|159.4  |     |     | 1.301|       |189.4  |    |     

++++++++++++++++++++++++++++++++

Si2-

Si2  mw:55.954 Anion CAS: Z-64236-73-3 fg:2 cnt:1802

HOF(A.)= 141.0/3.1  02BIN/MIL    |

----

87NIM/HAR    Datum: EA=2.199(12) eV LPES | HOF(A-)=90.3/4.7 R-EA p:9

DaffH(AH)=  92.8/4.7 A-IN

----

10PEP/GUN    Datum: EA=2.23(1) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

91KIT/CHI2   Datum: EA=2.176(2) eV LPES p:7

----

93ARN/KIT    Datum: EA=2.202(10) eV LPES p:6
###### the following are "below the line": evaluated as not accurate ####

----

87MAN/BON    Datum: EA=<2.6 eV IMRB p:4

Electron affinity less than NO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2.zaf]

W1U        |89.9   |     |     | 2.168|       |140.0  |    |     

CBS-QB3    |89.0   |     |     | 2.245|       |140.8  |    |     

G3MP2B3    |85.4   |     |     | 2.277|       |138.0  |    |     

G3MP2B3+   |87.0   |     |     | 2.209|       |138.0  |    |     

G4MP2      |87.1   |     |     | 2.259|       |139.2  |    |     

M062X/Def2T|94.9   |     |     | 1.733|       |135.0  |    |     

B3/6-311++G|96.8   |     |     | 2.088|       |145.0  |    |     

++++++++++++++++++++++++++++++++

TaSi2-

Si2Ta  mw:236.902 Anion CAS: N-12039-79-1 fg:19 cnt:11193

----

20LU_/XU     Datum: EA=1.60(8) eV LPES p:8

Vertical Detachment Energy:1.88(8) eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si2ta-t.za0]

M062X/Def2T|188.8  |     |     | 1.504|       |223.5  |    |     

++++++++++++++++++++++++++++++++

Si3-

Si3  mw:83.931 Anion CAS: Z-106411-50-1 fg:2 cnt:2304

HOF(A.)= 152.0/10.0  02BIN/MIL   |

----

94ARN/NEU    Datum: EA=2.3018(4.6601) eV ZEKE [538.65(1) nm] | HOF(A-)=98.9/11.2 R-EA p:9

DaffH(AH)=  98.9/10.6 A-IN

----

10PEP/GUN    Datum: EA=2.40(3) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

00MUL/LIU    Datum: EA=2.60(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

98XU_/TAY    Datum: EA=2.29(2) eV LPES p:8

----

90KIT/CHI    Datum: EA=0.1010(9) eV LPES p:8

----

87MAN/BON    Datum: EA=<2.6 eV IMRB p:7

Electron affinity less than NO2.

----

87CHE/YAN    Datum: EA=2.0(2) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si3-c.zzf]

CBS-QB3    |97.5   |324.3|317.4| 2.281|138.9  |150.1  |23.0|63.2 

G3MP2B3    |95.0   |323.6|316.8| 2.299|138.6  |148.0  |23.0|61.5 

G3MP2B3+   |95.0   |323.6|316.8| 2.300|138.6  |148.0  |23.0|61.5 

G4MP2      |94.9   |324.0|317.1| 2.297|138.0  |147.8  |23.1|61.9 

M062X/Def2T|98.3   |326.5|319.6| 2.200|136.5  |148.9  |23.1|64.6 

B3/6-311++G|115.8  |326.3|319.5| 2.320|156.8  |169.3  |22.9|64.6 

++++++++++++++++++++++++++++++++

SmSi3-

Si3Sm  mw:235.851 Anion CAS: Z-1174268-12-2 fg:19 cnt:7809

----

09GRU/KO     Datum: EA=1.40(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaSi3-

Si3Ta  mw:264.879 Anion CAS: N-94557-53-6 fg:19 cnt:11194

----

20LU_/XU     Datum: EA=2.03(8) eV LPES p:8

Vertical Detachment Energy:2.34(8) eV.

++++++++++++++++++++++++++++++++

VSi3-

Si3V  mw:134.875 Anion CAS: Z-1223075-06-6 fg:19 cnt:9347

----

10XU_/ZHA    Datum: EA=1.79(8) eV LPES p:8

Vertical Detachment Energy:2.00(8) eV.

++++++++++++++++++++++++++++++++

V2Si3-

Si3V2  mw:185.819 Anion CAS: Z-1223075-13-5 fg:20 cnt:9351

----

10XU_/ZHA    Datum: EA=2.15(8) eV LPES p:8

Vertical Detachment Energy:2.34(8) eV.

++++++++++++++++++++++++++++++++

V3Si3-

Si3V3  mw:236.763 Anion CAS: Z-1644533-34-5 fg:20 cnt:9215

----

15HUA/LU     Datum: EA=1.90(8) eV LPES p:8

Vertical Detachment Energy:2.11(8) eV.

++++++++++++++++++++++++++++++++

Si4-

Si4  mw:111.908 Anion CAS: Z-106389-61-1 fg:2 cnt:2305

HOF(A.)= 156.6/5.3  01HOO/BIS    |

----

10PEP/GUN    Datum: EA=2.14(1) eV PVMI | HOF(A-)=107.3/5.3  p:9

The stated EA is the Vertical Detachment Energy.

----

00MUL/LIU    Datum: EA=2.20(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

98XU_/TAY    Datum: EA=2.13(1) eV LPES p:8

----

97KIS/KAW    Datum: EA=1.98(4) eV LPES p:8

Vertical Detachment Energy:2.15(2) eV.

----

96KAW/NEG    Datum: EA=1.98(16) eV LPES p:8

Vertical Detachment Energy:2.19(4) eV.

----

95NAK/TAG2   Datum: EA=1.92(6) eV LPES p:8

DaffH(AH)=  94.1/11.6 A-IN

Vertical Detachment Energy:2.15(4) eV.

----

04MEL/FER    Datum: EA=1.0(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:1.8(1) eV.

----

90KIT/CHI    Datum: EA=0.0932(11) eV LPES p:7

See also 93ARN/NEU.

----

87CHE/YAN    Datum: EA=1.8(2) eV LPES p:7
###### the following are "below the line": evaluated as not accurate ####

----

87MAN/BON    Datum: EA=<2.6 eV IMRB p:4

Electron affinity less than NO2.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si4-r.zzf]

W1U        |103.1  |     |     | 2.144|       |152.6  |    |     

CBS-QB3    |100.9  |     |     | 2.193|       |151.5  |    |     

G3MP2B3    |100.6  |     |     | 2.207|       |151.5  |    |     

G3MP2B3+   |100.6  |     |     | 2.207|       |151.5  |    |     

G4MP2      |100.0  |     |     | 2.194|       |150.6  |    |     

M062X/Def2T|103.0  |     |     | 2.012|       |149.4  |    |     

B3/6-311++G|132.8  |     |     | 2.109|       |181.4  |    |     

++++++++++++++++++++++++++++++++

SmSi4-

Si4Sm  mw:263.828 Anion CAS: Z-1174268-13-3 fg:19 cnt:7810

----

09GRU/KO     Datum: EA=1.50(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaSi4-

Si4Ta  mw:292.856 Anion CAS: N-835617-12-4 fg:19 cnt:11195

----

20LU_/XU     Datum: EA=2.36(8) eV LPES p:8

Vertical Detachment Energy:2.65(8) eV.

++++++++++++++++++++++++++++++++

VSi4-

Si4V  mw:162.852 Anion CAS: Z-1223075-08-8 fg:19 cnt:9348

----

10XU_/ZHA    Datum: EA=2.10(8) eV LPES p:8

Vertical Detachment Energy:2.35(8) eV.

++++++++++++++++++++++++++++++++

V2Si4-

Si4V2  mw:213.796 Anion CAS: Z-1223425-26-0 fg:20 cnt:9352

----

10XU_/ZHA    Datum: EA=2.25(8) eV LPES p:8

Vertical Detachment Energy:2.51(8) eV.

++++++++++++++++++++++++++++++++

V3Si4-

Si4V3  mw:264.740 Anion CAS: Z-1644408-40-1 fg:20 cnt:9216

----

15HUA/LU     Datum: EA=2.14(8) eV LPES p:8

Vertical Detachment Energy:2.51(8) eV.

++++++++++++++++++++++++++++++++

YbSi4-

Si4Yb  mw:285.847 Anion CAS: Z-884535-60-8 fg:19 cnt:7799

----

09GRU/KO     Datum: EA=1.80(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Si5-

Si5  mw:139.885 Anion CAS: Z-106389-62-2 fg:2 cnt:2306

HOF(A.)= 167.4/5.7  94RAN/SCH    |

----

98XU_/TAY    Datum: EA=2.59(2) eV LPES | HOF(A-)=107.7/5.8 R-EA p:9

----

10PEP/GUN    Datum: EA=2.7(1) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

00MUL/LIU    Datum: EA=3.25(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97KIS/KAW    Datum: EA=2.64(16) eV LPES p:8

----

05ZUB/BOL    Datum: EA=2.7(2) eV LPES p:7

Vertical Detachment Energy:3.0(1) eV.

----

04MEL/FER    Datum: EA=1.0(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:1.5(1) eV.

----

95NAK/TAG2   Datum: EA=2.40(25) eV LPES p:7

----

87CHE/YAN    Datum: EA=2.5(2) eV LPES p:6
###### the following are "below the line": evaluated as not accurate ####

----

96KAW/NEG    Datum: EA=2.87(29) eV LPES p:4

Vertical Detachment Energy:3.38(21) eV.

----

87MAN/BON #  Datum: EA=3.15(65) eV IMRB p:4

Electron affinity bracketed between NO2 and WF6. Value adjusted using more recent electron affinities.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si5-p.zzf]

W1U        |112.7  |     |     | 2.323|       |166.0  |    |     

CBS-QB3    |108.6  |     |     | 2.122|       |157.3  |    |     

G3MP2B3    |108.5  |     |     | 2.217|       |159.4  |    |     

G3MP2B3+   |108.5  |     |     | 2.216|       |159.3  |    |     

G4MP2      |107.4  |     |     | 2.261|       |159.3  |    |     

M062X/Def2T|106.0  |     |     | 2.382|       |160.8  |    |     

B3/6-311++G|161.5  |     |     | 2.270|       |213.6  |    |     

++++++++++++++++++++++++++++++++

SmSi5-

Si5Sm  mw:291.805 Anion CAS: Z-1174268-14-4 fg:19 cnt:7811

----

09GRU/KO     Datum: EA=1.60(5) eV LPES p:8

++++++++++++++++++++++++++++++++

TaSi5-

Si5Ta  mw:320.833 Anion CAS: N-835617-14-6 fg:19 cnt:11196

----

20LU_/XU     Datum: EA=2.58(8) eV LPES p:8

Vertical Detachment Energy:2.74(8) eV.

++++++++++++++++++++++++++++++++

VSi5-

Si5V  mw:190.829 Anion CAS: Z-1223075-11-3 fg:19 cnt:9349

----

10XU_/ZHA    Datum: EA=2.38(8) eV LPES p:8

Vertical Detachment Energy:2.51(8) eV.

++++++++++++++++++++++++++++++++

V2Si5-

Si5V2  mw:241.773 Anion CAS: Z-1223075-15-7 fg:20 cnt:9353

----

10XU_/ZHA    Datum: EA=2.24(8) eV LPES p:8

Vertical Detachment Energy:2.43(8) eV.

++++++++++++++++++++++++++++++++

V3Si5-

Si5V3  mw:292.717 Anion CAS: Z-1644408-41-2 fg:20 cnt:9217

----

15HUA/LU     Datum: EA=2.34(8) eV LPES p:8

Vertical Detachment Energy:2.60(8) eV.

++++++++++++++++++++++++++++++++

YbSi5-

Si5Yb  mw:313.824 Anion CAS: Z-884535-61-9 fg:19 cnt:7800

----

09GRU/KO     Datum: EA=1.85(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Si6-

Si6  mw:167.862 Anion CAS: Z-106389-63-3 fg:2 cnt:2204

HOF(A.)= 175.2/10.0  96GIN/RAN   |

----

98XU_/TAY    Datum: EA=2.21(2) eV LPES p:9

Vertical Detachment Energy:2.36(2) eV.

----

10PEP/GUN    Datum: EA=2.39(1) eV PVMI | HOF(A-)=120.1/20.8  p:8

DaffH(AH)=  95.1/20.8 A-IN

The stated EA is the Vertical Detachment Energy.

----

06ZUB/ALE    Datum: EA=2.23(3) eV LPES p:8

Vertical Detachment Energy:2.35(3) eV.

----

00MUL/LIU    Datum: EA=2.30(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

86LIU/ZHA    Datum: EA=<2.34 eV LPD  p:7

The stated EA is the Vertical Detachment Energy. Thought to be considerably greater than adiabatic.

----

97KIS/KAW    Datum: EA=2.00(3) eV LPES p:6

Vertical Detachment Energy:2.32(3) eV.

----

96KAW/NEG    Datum: EA=2.08(14) eV LPES p:6

Vertical Detachment Energy:2.40(5) eV.

----

04MEL/FER    Datum: EA=1.1(1) eV LPES p:5

Using 7.9 eV photons. Vertical Detachment Energy:1.9(1) eV.

----

95NAK/TAG2   Datum: EA=1.73(15) eV LPES p:5

Vertical Detachment Energy:2.23(8) eV.

----

87CHE/YAN    Datum: EA=1.8(2) eV LPES p:5
###### the following are "below the line": evaluated as not accurate ####

----

87MAN/BON #  Datum: EA=3.15(65) eV IMRB p:4

Electron affinity bracketed between NO2 and WF6. Value adjusted using more recent electron affinities.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si6.zzf]

G3MP2B3    |116.1  |     |     | 2.097|       |164.6  |    |     

B3/6-311++G|185.8  |     |     | 2.088|       |234.1  |    |     

++++++++++++++++++++++++++++++++

SmSi6-

Si6Sm  mw:319.782 Anion CAS: Z-1174268-15-5 fg:19 cnt:7812

----

09GRU/KO     Datum: EA=1.50(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si6Ta-

Si6Ta  mw:348.810 Anion CAS: Z-1111946-05-4 fg:19 cnt:7694

----

20LU_/XU     Datum: EA=2.83(8) eV LPES p:8

Vertical Detachment Energy:2.96(8) eV.

----

08KOY/ATO    Datum: EA=2.50(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi6-.

Si6Tb  mw:326.787 Anion CAS: Z-422314-34-9 fg:19 cnt:5916

----

02OHA/MIY    Datum: EA=1.95(10) eV LPES p:9

----

08KOY/ATO    Datum: EA=2.30(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si6Ti-

Si6Ti  mw:215.810 Anion CAS: Z-1111945-57-3 fg:19 cnt:7705

----

08KOY/ATO    Datum: EA=2.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si6V-

Si6V  mw:218.806 Anion CAS: Z-1111945-83-5 fg:19 cnt:7671

----

10XU_/ZHA    Datum: EA=2.64(8) eV LPES p:8

Vertical Detachment Energy:2.74(8) eV.

----

08KOY/ATO    Datum: EA=2.25(5) eV LPES p:7

++++++++++++++++++++++++++++++++

V2Si6-

Si6V2  mw:269.750 Anion CAS: Z-1223425-30-6 fg:20 cnt:9354

----

10XU_/ZHA    Datum: EA=2.74(8) eV LPES p:8

Vertical Detachment Energy:2.90(8) eV.

++++++++++++++++++++++++++++++++

V3Si6-

Si6V3  mw:320.694 Anion CAS: Z-1644408-42-3 fg:20 cnt:9218

----

15HUA/LU     Datum: EA=2.18(8) eV LPES p:8

Vertical Detachment Energy:2.46(8) eV.

++++++++++++++++++++++++++++++++

Si6Y-

Si6Y  mw:256.768 Anion CAS: Z-1111945-08-4 fg:19 cnt:7745

----

08KOY/ATO    Datum: EA=2.50(5) eV LPES p:7

++++++++++++++++++++++++++++++++

YbSi6-

Si6Yb  mw:341.801 Anion CAS: Z-884535-62-0 fg:19 cnt:7801

----

09GRU/KO     Datum: EA=1.80(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Si6Zr-

Si6Zr  mw:257.767 Anion CAS: Z-1111945-61-9 fg:19 cnt:7709

----

08KOY/ATO    Datum: EA=2.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si7-

Si7  mw:195.839 Anion CAS: Z-135113-09-6 fg:2 cnt:2205

----

98XU_/TAY    Datum: EA=1.85(2) eV LPES p:9

----

10PEP/GUN    Datum: EA=2.39(4) eV PVMI p:8

The stated EA is the Vertical Detachment Energy.

----

00MUL/LIU    Datum: EA=2.35(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

96KAW/NEG    Datum: EA=1.65(6) eV LPES p:8

Vertical Detachment Energy:2.33(15) eV.

----

95NAK/TAG2   Datum: EA=1.50(10) eV LPES p:8

Vertical Detachment Energy:2.25(8) eV.

----

04MEL/FER    Datum: EA=1.5(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:3.6(1) eV.

----

97KIS/KAW    Datum: EA=1.65(13) eV LPES p:7

Vertical Detachment Energy:2.36(6) eV.

----

87CHE/YAN    Datum: EA=1.7(2) eV LPES p:7

----

86LIU/ZHA    Datum: EA=<2.34 eV LPD  p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si7.zzf]

G3MP2B3    |153.2  |     |     | 0.858|       |172.5  |    |     

B3/6-311++G|235.6  |     |     | 0.953|       |257.0  |    |     

++++++++++++++++++++++++++++++++

SmSi7-

Si7Sm  mw:347.759 Anion CAS: Z-1174268-16-6 fg:19 cnt:7813

----

09GRU/KO     Datum: EA=1.60(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si7Ta-

Si7Ta  mw:376.787 Anion CAS: Z-1111946-06-5 fg:19 cnt:7695

----

20LU_/XU     Datum: EA=2.99(8) eV LPES p:8

Vertical Detachment Energy:3.14(8) eV.

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi7-.

Si7Tb  mw:354.764 Anion CAS: Z-422314-35-0 fg:19 cnt:5917

----

02OHA/MIY    Datum: EA=2.08(10) eV LPES p:9

----

08KOY/ATO    Datum: EA=2.00(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si7Ti-

Si7Ti  mw:243.787 Anion CAS: Z-1111945-58-4 fg:19 cnt:7706

----

08KOY/ATO    Datum: EA=2.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si7V-

Si7V  mw:246.783 Anion CAS: Z-1111945-84-6 fg:19 cnt:7672

----

08KOY/ATO    Datum: EA=2.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

V3Si7-

Si7V3  mw:348.671 Anion CAS: Z-1644408-43-4 fg:20 cnt:9219

----

15HUA/LU     Datum: EA=2.73(8) eV LPES p:8

Vertical Detachment Energy:3.06(8) eV.

++++++++++++++++++++++++++++++++

Si7Y-

Si7Y  mw:284.745 Anion CAS: Z-1111945-09-5 fg:19 cnt:7746

----

08KOY/ATO    Datum: EA=2.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

YbSi7-

Si7Yb  mw:369.778 Anion CAS: Z-1174268-05-3 fg:19 cnt:7802

----

09GRU/KO     Datum: EA=1.85(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Si7Zr-

Si7Zr  mw:285.744 Anion CAS: Z-1111945-62-0 fg:19 cnt:7710

----

08KOY/ATO    Datum: EA=2.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si8-

Si8  mw:223.816 Anion CAS: Z-135113-10-9 fg:2 cnt:2206

----

03OHA/KOY    Datum: EA=2.30(20) eV LPES p:8

----

00MUL/LIU    Datum: EA=3.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

96KAW/NEG    Datum: EA=2.36(10) eV LPES p:8

Vertical Detachment Energy:2.66(6) eV.

----

95NAK/TAG2   Datum: EA=1.95(25) eV LPES p:8

Vertical Detachment Energy:2.55(15) eV.

----

04MEL/FER    Datum: EA=2.3(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:2.0(1) eV.

----

97KIS/KAW    Datum: EA=2.09(15) eV LPES p:7

----

87CHE/YAN    Datum: EA=2.3(2) eV LPES p:7

----

86LIU/ZHA    Datum: EA=<2.34 eV LPD  p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [si8.zzf]

G3MP2B3    |155.4  |     |     | 2.791|       |219.8  |    |     

B3/6-311++G|247.3  |     |     | 2.821|       |312.4  |    |     

++++++++++++++++++++++++++++++++

SmSi8-

Si8Sm  mw:375.736 Anion CAS: Z-1174268-17-7 fg:19 cnt:7814

----

09GRU/KO     Datum: EA=1.70(10) eV LPES p:8

Second isomer, electron affinity=2.35(5) eV.

++++++++++++++++++++++++++++++++

Si8Ta-

Si8Ta  mw:404.764 Anion CAS: Z-1111946-07-6 fg:19 cnt:7696

----

20LU_/XU     Datum: EA=3.01(8) eV LPES p:8

Vertical Detachment Energy:3.20(8) eV.

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi8-.

Si8Tb  mw:382.741 Anion CAS: Z-422314-36-1 fg:19 cnt:5918

----

02OHA/MIY    Datum: EA=2.23(10) eV LPES p:9

----

08KOY/ATO    Datum: EA=2.50(10) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi8-

Si8Ti  mw:271.764 Anion CAS: Z-550379-46-9 fg:19 cnt:7279

----

03OHA/KOY    Datum: EA=2.04(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.40(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si8V-

Si8V  mw:274.760 Anion CAS: Z-1111945-85-7 fg:19 cnt:7673

----

08KOY/ATO    Datum: EA=2.95(5) eV LPES p:7

++++++++++++++++++++++++++++++++

V3Si8-

Si8V3  mw:376.648 Anion CAS: Z-1644408-44-5 fg:20 cnt:9220

----

15HUA/LU     Datum: EA=2.81(8) eV LPES p:8

Vertical Detachment Energy:3.03(8) eV.

++++++++++++++++++++++++++++++++

Si8W-

Si8W  mw:407.767 Anion CAS: Z-550379-72-1 fg:19 cnt:7305

----

03OHA/KOY    Datum: EA=2.21(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si8Y-

Si8Y  mw:312.722 Anion CAS: Z-1111945-10-8 fg:19 cnt:7747

----

08KOY/ATO    Datum: EA=2.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

YbSi8-

Si8Yb  mw:397.755 Anion CAS: Z-1174268-06-4 fg:19 cnt:7803

----

09GRU/KO     Datum: EA=2.05(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Si8Zr-

Si8Zr  mw:313.721 Anion CAS: Z-1111945-63-1 fg:19 cnt:7711

----

08KOY/ATO    Datum: EA=2.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si9-

Si9  mw:251.793 Anion CAS: Z-135113-11-0 fg:2 cnt:2207

----

03OHA/KOY    Datum: EA=2.40(20) eV LPES p:8

----

00MUL/LIU    Datum: EA=3.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

97KIS/KAW    Datum: EA=2.31(25) eV LPES p:8

----

04MEL/FER    Datum: EA=2.0(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:4.0(1) eV.

----

96KAW/NEG    Datum: EA=3.14(16) eV LPES p:7

Vertical Detachment Energy:3.53(7) eV. This reference's value is appreciably more bound than other references.

----

87CHE/YAN    Datum: EA=2.4(2) eV LPES p:7

----

86LIU/ZHA    Datum: EA=2.385(45) eV LPD  p:7

++++++++++++++++++++++++++++++++

SmSi9-

Si9Sm  mw:403.713 Anion CAS: Z-1174268-18-8 fg:19 cnt:7815

----

09GRU/KO     Datum: EA=2.10(10) eV LPES p:8

Second isomer, electron affinity = 2.6(2) eV.

++++++++++++++++++++++++++++++++

Si9Ta-

Si9Ta  mw:432.741 Anion CAS: Z-1111946-08-7 fg:19 cnt:7697

----

20LU_/XU     Datum: EA=3.20(8) eV LPES p:8

Vertical Detachment Energy:3.36(8) eV.

----

08KOY/ATO    Datum: EA=2.80(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi9-.

Si9Tb  mw:410.718 Anion CAS: Z-422314-37-2 fg:19 cnt:5919

----

02OHA/MIY    Datum: EA=2.20(10) eV LPES p:9

----

08KOY/ATO    Datum: EA=2.80(10) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi9-

Si9Ti  mw:299.741 Anion CAS: Z-550379-47-0 fg:19 cnt:7280

----

03OHA/KOY    Datum: EA=2.18(12) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.30(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si9V-

Si9V  mw:302.737 Anion CAS: Z-1111945-86-8 fg:19 cnt:7674

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

V3Si9-

Si9V3  mw:404.625 Anion CAS: Z-1644408-45-6 fg:20 cnt:9221

----

15HUA/LU     Datum: EA=2.96(8) eV LPES p:8

Vertical Detachment Energy:3.15(8) eV.

++++++++++++++++++++++++++++++++

Si9W-

Si9W  mw:435.744 Anion CAS: Z-550379-73-2 fg:19 cnt:7306

----

03OHA/KOY    Datum: EA=2.80(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si9Y-

Si9Y  mw:340.699 Anion CAS: Z-1111945-11-9 fg:19 cnt:7748

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

YbSi9-

Si9Yb  mw:425.732 Anion CAS: Z-1174268-07-5 fg:19 cnt:7804

----

09GRU/KO     Datum: EA=2.60(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Si9Zr-

Si9Zr  mw:341.698 Anion CAS: Z-1111945-64-2 fg:19 cnt:7712

----

08KOY/ATO    Datum: EA=2.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si10-

Si10  mw:279.770 Anion CAS: Z-135402-20-9 fg:2 cnt:2208

----

03OHA/KOY    Datum: EA=2.20(20) eV LPES p:8

----

00MUL/LIU    Datum: EA=2.60(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

96KAW/NEG    Datum: EA=2.29(5) eV LPES p:8

Vertical Detachment Energy:2.66(16) eV.

----

04MEL/FER    Datum: EA=1.9(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:2.5(1) eV.

----

97KIS/KAW    Datum: EA=2.23(8) eV LPES p:7

Vertical Detachment Energy:2.57(3) eV.

----

87CHE/YAN    Datum: EA=2.2(2) eV LPES p:7

----

86LIU/ZHA    Datum: EA=2.59(11) eV LPD  p:7

The stated EA is the Vertical Detachment Energy. Thought to be considerably greater than adiabatic.

++++++++++++++++++++++++++++++++

SmSi10-

Si10Sm  mw:431.690 Anion CAS: Z-1174268-19-9 fg:19 cnt:7816

----

09GRU/KO     Datum: EA=2.00(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si10Ta-

Si10Ta  mw:460.718 Anion CAS: Z-1111946-09-8 fg:19 cnt:7698

----

20LU_/XU     Datum: EA=3.08(8) eV LPES p:8

Vertical Detachment Energy:3.34(8) eV.

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi10-.

Si10Tb  mw:438.695 Anion CAS: Z-422314-38-3 fg:19 cnt:5920

----

02OHA/MIY    Datum: EA=3.60(10) eV LPES p:9

----

08KOY/ATO    Datum: EA=3.80(10) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi10-

Si10Ti  mw:327.718 Anion CAS: Z-550379-48-1 fg:19 cnt:7281

----

03OHA/KOY    Datum: EA=2.32(16) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.90(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si10V-

Si10V  mw:330.714 Anion CAS: Z-1111945-87-9 fg:19 cnt:7675

----

08KOY/ATO    Datum: EA=3.25(5) eV LPES p:7

++++++++++++++++++++++++++++++++

V3Si10-

Si10V3  mw:432.602 Anion CAS: Z-1644408-46-7 fg:20 cnt:9222

----

15HUA/LU     Datum: EA=2.85(8) eV LPES p:8

Vertical Detachment Energy:3.00(8) eV.

++++++++++++++++++++++++++++++++

Si10W-

Si10W  mw:463.721 Anion CAS: Z-550379-74-3 fg:19 cnt:7307

----

03OHA/KOY    Datum: EA=3.01(18) eV LPES p:8

++++++++++++++++++++++++++++++++

Si10Y-

Si10Y  mw:368.676 Anion CAS: Z-1111945-12-0 fg:19 cnt:7749

----

08KOY/ATO    Datum: EA=3.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

YbSi10-

Si10Yb  mw:453.709 Anion CAS: Z-1174268-08-6 fg:19 cnt:7805

----

09GRU/KO     Datum: EA=2.20(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Si10Zr-

Si10Zr  mw:369.675 Anion CAS: Z-1111945-65-3 fg:19 cnt:7713

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si11-

Si11  mw:307.747 Anion CAS: Z-185228-44-8 fg:2 cnt:2209

----

03OHA/KOY    Datum: EA=2.50(20) eV LPES p:8

----

00MUL/LIU    Datum: EA=2.75(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

96KAW/NEG    Datum: EA=2.59(16) eV LPES p:8

Vertical Detachment Energy:2.93(11) eV.

----

04MEL/FER    Datum: EA=2.2(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:3.7(1) eV.

----

97KIS/KAW    Datum: EA=2.32(11) eV LPES p:7

----

87CHE/YAN    Datum: EA=2.5(2) eV LPES p:7

----

86LIU/ZHA    Datum: EA=2.59(11) eV LPD  p:7

++++++++++++++++++++++++++++++++

Si11Ta-

Si11Ta  mw:488.695 Anion CAS: Z-1111946-10-1 fg:19 cnt:7699

----

20LU_/XU     Datum: EA=3.84(8) eV LPES p:8

Vertical Detachment Energy:4.21(8) eV.

----

08KOY/ATO    Datum: EA=3.80(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi11-.

Si11Tb  mw:466.672 Anion CAS: Z-422314-39-4 fg:19 cnt:5921

----

02OHA/MIY    Datum: EA=3.55(10) eV LPES p:9

----

08KOY/ATO    Datum: EA=3.50(10) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi11-

Si11Ti  mw:355.695 Anion CAS: Z-550379-49-2 fg:19 cnt:7282

----

03OHA/KOY    Datum: EA=2.45(15) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.90(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si11V-

Si11V  mw:358.691 Anion CAS: Z-1111945-88-0 fg:19 cnt:7676

----

08KOY/ATO    Datum: EA=3.05(5) eV LPES p:7

++++++++++++++++++++++++++++++++

V3Si11-

Si11V3  mw:460.579 Anion CAS: Z-1644408-47-8 fg:20 cnt:9223

----

15HUA/LU     Datum: EA=2.84(8) eV LPES p:8

Vertical Detachment Energy:3.02(8) eV.

++++++++++++++++++++++++++++++++

Si11W-

Si11W  mw:491.698 Anion CAS: Z-550379-75-4 fg:19 cnt:7308

----

03OHA/KOY    Datum: EA=2.61(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si11Y-

Si11Y  mw:396.653 Anion CAS: Z-1111945-13-1 fg:19 cnt:7750

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

YbSi11-

Si11Yb  mw:481.686 Anion CAS: Z-1174268-09-7 fg:19 cnt:7806

----

09GRU/KO     Datum: EA=2.60(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si11Zr-

Si11Zr  mw:397.651 Anion CAS: Z-1111945-66-4 fg:19 cnt:7714

----

08KOY/ATO    Datum: EA=2.90(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si12-

Si12  mw:335.724 Anion CAS: Z-144274-73-7 fg:2 cnt:2210

----

03OHA/KOY    Datum: EA=2.60(20) eV LPES p:8

----

00MUL/LIU    Datum: EA=3.80(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04MEL/FER    Datum: EA=2.3(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:3.9(1) eV.

----

87CHE/YAN    Datum: EA=2.6(2) eV LPES p:7

----

86LIU/ZHA    Datum: EA=>3.00 eV LPD  p:7

The stated EA is the Vertical Detachment Energy. Thought to be considerably greater than adiabatic.

++++++++++++++++++++++++++++++++

Si12Ta-

Si12Ta  mw:516.672 Anion CAS: Z-1111946-11-2 fg:19 cnt:7700

----

20LU_/XU     Datum: EA=3.68(8) eV LPES p:8

Vertical Detachment Energy:4.07(8) eV.

----

08KOY/ATO    Datum: EA=3.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi12-.

Si12Tb  mw:494.649 Anion CAS: Z-422314-40-7 fg:19 cnt:7321

----

07OHA/MIY    Datum: EA=2.98(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.30(10) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi12-

Si12Ti  mw:383.672 Anion CAS: Z-550379-50-5 fg:19 cnt:7283

----

03OHA/KOY    Datum: EA=2.56(17) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.00(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si12V-

Si12V  mw:386.668 Anion CAS: Z-1111945-89-1 fg:19 cnt:7677

----

14HUA/XU     Datum: EA=3.71(8) eV LPES p:8

Vertical Detachment Energy:3.82(8) eV.

----

08KOY/ATO    Datum: EA=3.30(5) eV LPES p:7

++++++++++++++++++++++++++++++++

V2Si12-

Si12V2  mw:437.612 fg:20 cnt:11119

----

14HUA/XU     Datum: EA=3.55(8) eV LPES p:8

Vertical Detachment Energy:3.66(8) eV.

++++++++++++++++++++++++++++++++

V3Si12-

Si12V3  mw:488.556 Anion CAS: Z-1644533-33-4 fg:20 cnt:9224

----

14HUA/XU     Datum: EA=2.44(8) eV LPES p:8

Vertical Detachment Energy:2.59(8) eV.

++++++++++++++++++++++++++++++++

Si12W-

Si12W  mw:519.675 Anion CAS: Z-530136-15-3 fg:19 cnt:7309

----

03OHA/KOY    Datum: EA=2.36(13) eV LPES p:8

++++++++++++++++++++++++++++++++

Si12Y-

Si12Y  mw:424.630 Anion CAS: Z-1111945-14-2 fg:19 cnt:7751

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

YbSi12-

Si12Yb  mw:509.663 Anion CAS: Z-1174268-10-0 fg:19 cnt:7807

----

09GRU/KO     Datum: EA=2.80(20) eV LPES p:8

++++++++++++++++++++++++++++++++

Si12Zr-

Si12Zr  mw:425.628 Anion CAS: Z-1111945-67-5 fg:19 cnt:7715

----

08KOY/ATO    Datum: EA=2.90(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si13-

Si13  mw:363.701 Anion CAS: Z-144274-74-8 fg:2 cnt:2211

----

03OHA/KOY    Datum: EA=3.10(19) eV LPES p:8

----

00MUL/LIU    Datum: EA=3.40(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04MEL/FER    Datum: EA=3.0(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy: 4.2(1) eV.

----

86LIU/ZHA    Datum: EA=>3.00 eV LPD  p:7

++++++++++++++++++++++++++++++++

Si13Ta-

Si13Ta  mw:544.649 Anion CAS: Z-1111946-12-3 fg:19 cnt:7701

----

20LU_/XU     Datum: EA=3.33(8) eV LPES p:8

Vertical Detachment Energy:3.60(8) eV.

----

08KOY/ATO    Datum: EA=3.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi13-.

Si13Tb  mw:522.626 Anion CAS: Z-422314-41-8 fg:19 cnt:7322

----

07OHA/MIY    Datum: EA=2.83(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.90(10) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi13-

Si13Ti  mw:411.649 Anion CAS: Z-550379-51-6 fg:19 cnt:7284

----

03OHA/KOY    Datum: EA=2.59(15) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.10(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si13V-

Si13V  mw:414.645 Anion CAS: Z-1111945-90-4 fg:19 cnt:7678

----

08KOY/ATO    Datum: EA=3.25(5) eV LPES p:7

++++++++++++++++++++++++++++++++

V3Si13-

Si13V3  mw:516.532 Anion CAS: Z-1644408-48-9 fg:20 cnt:9225

----

15HUA/LU     Datum: EA=3.07(8) eV LPES p:8

Vertical Detachment Energy:3.39(6) eV.

++++++++++++++++++++++++++++++++

Si13W-

Si13W  mw:547.652 Anion CAS: Z-550379-76-5 fg:19 cnt:7310

----

03OHA/KOY    Datum: EA=2.99(18) eV LPES p:8

++++++++++++++++++++++++++++++++

Si13Y-

Si13Y  mw:452.606 Anion CAS: Z-1111945-15-3 fg:19 cnt:7752

----

08KOY/ATO    Datum: EA=3.00(5) eV LPES p:7

++++++++++++++++++++++++++++++++

YbSi13-

Si13Yb  mw:537.639 Anion CAS: Z-1174268-11-1 fg:19 cnt:7808

----

09GRU/KO     Datum: EA=2.70(20) eV LPES p:8

++++++++++++++++++++++++++++++++

Si13Zr-

Si13Zr  mw:453.605 Anion CAS: Z-1111945-68-6 fg:19 cnt:7716

----

08KOY/ATO    Datum: EA=3.00(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si14-

Si14  mw:391.678 Anion CAS: Z-275360-18-4 fg:2 cnt:7330

----

03OHA/KOY    Datum: EA=3.20(19) eV LPES p:8

----

00MUL/LIU    Datum: EA=3.45(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04MEL/FER    Datum: EA=3.4(1) eV LPES p:7

Ussing 7.9 eV photons. Vertical Detachment Energy: 4.7(1) eV.

++++++++++++++++++++++++++++++++

Si14Ta-

Si14Ta  mw:572.626 Anion CAS: Z-1111946-13-4 fg:19 cnt:7702

----

20LU_/XU     Datum: EA=3.52(10) eV LPES p:8

Vertical Detachment Energy:3.90(10) eV.

----

08KOY/ATO    Datum: EA=3.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi14-.

Si14Tb  mw:550.603 Anion CAS: Z-422314-42-9 fg:19 cnt:7323

----

07OHA/MIY    Datum: EA=3.03(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.00(10) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi14-

Si14Ti  mw:439.625 Anion CAS: Z-550379-52-7 fg:19 cnt:7285

----

03OHA/KOY    Datum: EA=2.56(15) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.40(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si14V-

Si14V  mw:442.621 Anion CAS: Z-1111945-91-5 fg:19 cnt:7679

----

08KOY/ATO    Datum: EA=3.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

V3Si14-

Si14V3  mw:544.509 Anion CAS: Z-1644408-49-0 fg:20 cnt:9226

----

15HUA/LU     Datum: EA=2.9(2) eV LPES p:8

Vertical Detachment Energy:3.0(2) eV.

++++++++++++++++++++++++++++++++

Si14W-

Si14W  mw:575.628 Anion CAS: Z-550379-77-6 fg:19 cnt:7311

----

03OHA/KOY    Datum: EA=2.50(15) eV LPES p:8

++++++++++++++++++++++++++++++++

Si14Y-

Si14Y  mw:480.583 Anion CAS: Z-1111945-16-4 fg:19 cnt:7753

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si14Zr-

Si14Zr  mw:481.582 Anion CAS: Z-1111945-69-7 fg:19 cnt:7717

----

08KOY/ATO    Datum: EA=3.00(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si15-

Si15  mw:419.654 Anion CAS: Z-182016-55-3 fg:2 cnt:2212

----

03OHA/KOY    Datum: EA=3.10(19) eV LPES p:8

----

00MUL/LIU    Datum: EA=3.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04MEL/FER    Datum: EA=3.5(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:4.8(1) eV.

----

86LIU/ZHA    Datum: EA=>3.00 eV LPD  p:7

++++++++++++++++++++++++++++++++

Si15Ta-

Si15Ta  mw:600.602 Anion CAS: Z-1111946-14-5 fg:19 cnt:7703

----

20LU_/XU     Datum: EA=3.52(10) eV LPES p:8

Vertical Detachment Energy:3.90(10) eV.

----

08KOY/ATO    Datum: EA=3.60(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi15-.

Si15Tb  mw:578.580 Anion CAS: Z-422314-43-0 fg:19 cnt:7324

----

07OHA/MIY    Datum: EA=3.05(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.90(10) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi15-

Si15Ti  mw:467.602 Anion CAS: Z-550379-53-8 fg:19 cnt:7286

----

03OHA/KOY    Datum: EA=2.78(13) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.30(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si15V-

Si15V  mw:470.598 Anion CAS: Z-910815-39-3 fg:19 cnt:7680

----

08KOY/ATO    Datum: EA=3.40(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si15W-

Si15W  mw:603.605 Anion CAS: Z-550379-78-7 fg:19 cnt:7312

----

03OHA/KOY    Datum: EA=2.47(10) eV LPES p:8

++++++++++++++++++++++++++++++++

Si15Y-

Si15Y  mw:508.560 Anion CAS: Z-1111945-17-5 fg:19 cnt:7754

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si15Zr-

Si15Zr  mw:509.559 Anion CAS: Z-1111945-70-0 fg:19 cnt:7718

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si16-

Si16  mw:447.631 Anion CAS: Z-275361-01-8 fg:2 cnt:7331

----

03OHA/KOY    Datum: EA=3.20(19) eV LPES p:8

----

00MUL/LIU    Datum: EA=3.80(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04MEL/FER    Datum: EA=3.3(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:4.8(1) eV.

++++++++++++++++++++++++++++++++

TaSi16-

Si16Ta  mw:628.579 Anion CAS: Z-1111946-15-6 fg:19 cnt:7329

----

07KOY/ATO    Datum: EA=3.37(9) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.40(10) eV LPES p:7

++++++++++++++++++++++++++++++++

TbSi16-.

Si16Tb  mw:606.557 Anion CAS: Z-422314-44-1 fg:19 cnt:7325

----

07OHA/MIY    Datum: EA=3.62(10) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.60(10) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi16-.

Si16Ti  mw:495.579 Anion CAS: Z-550379-54-9 fg:19 cnt:7182

----

05KOY/AKU    Datum: EA=2.03(9) eV LPES p:8

Vertical Detachment Energy:2.45(6) eV.

----

08KOY/ATO    Datum: EA=2.00(10) eV LPES p:7

++++++++++++++++++++++++++++++++

VSi16-.

Si16V  mw:498.575 Anion CAS: Z-851431-52-2 fg:19 cnt:7262

----

05KOY/AKU    Datum: EA=3.08(13) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.10(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si16W-

Si16W  mw:631.582 Anion CAS: Z-550379-79-8 fg:19 cnt:7313

----

03OHA/KOY    Datum: EA=2.31(10) eV LPES p:8

++++++++++++++++++++++++++++++++

YSi16-

Si16Y  mw:536.537 Anion CAS: Z-1111945-18-6 fg:19 cnt:7326

----

07KOY/ATO    Datum: EA=2.97(15) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.20(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si16Zr-.

Si16Zr  mw:537.536 Anion CAS: Z-1065506-65-1 fg:19 cnt:7183

----

08FUR/KOY    Datum: EA=2.46(8) eV LPES p:8

Vertical Detachment Energy:2.92(2) eV.

----

08KOY/ATO    Datum: EA=2.40(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si17-

Si17  mw:475.608 Anion CAS: Z-275361-04-1 fg:2 cnt:7332

----

03OHA/KOY    Datum: EA=3.10(19) eV LPES p:8

----

00MUL/LIU    Datum: EA=3.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04MEL/FER    Datum: EA=3.5(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:4.4(1) eV.

++++++++++++++++++++++++++++++++

Si17Ta-

Si17Ta  mw:656.556 Anion CAS: Z-1111946-16-7 fg:19 cnt:7704

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si17Tb-

Si17Tb  mw:634.534 Anion CAS: Z-1111945-23-3 fg:19 cnt:7759

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi17-

Si17Ti  mw:523.556 Anion CAS: Z-550379-55-0 fg:19 cnt:7287

----

03OHA/KOY    Datum: EA=2.47(13) eV LPES p:8

----

08KOY/ATO    Datum: EA=2.80(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si17V-

Si17V  mw:526.552 Anion CAS: Z-910815-51-9 fg:19 cnt:7681

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si17W-

Si17W  mw:659.559 Anion CAS: Z-550379-81-2 fg:19 cnt:7314

----

03OHA/KOY    Datum: EA=2.70(12) eV LPES p:8

++++++++++++++++++++++++++++++++

Si17Y-

Si17Y  mw:564.514 Anion CAS: Z-1111945-19-7 fg:19 cnt:7755

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si17Zr-

Si17Zr  mw:565.513 Anion CAS: Z-1111945-71-1 fg:19 cnt:7719

----

08KOY/ATO    Datum: EA=2.80(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si18-.

Si18  mw:503.585 Anion CAS: Z-182016-56-4 fg:2 cnt:7333

----

03OHA/KOY    Datum: EA=3.10(19) eV LPES p:8

----

00MUL/LIU    Datum: EA=3.55(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04MEL/FER    Datum: EA=3.5(1) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:5.0(1) eV.

++++++++++++++++++++++++++++++++

Si18Tb-

Si18Tb  mw:662.511 Anion CAS: Z-1111945-24-4 fg:19 cnt:7760

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

TiSi18-

Si18Ti  mw:551.533 Anion CAS: Z-550379-56-1 fg:19 cnt:7288

----

03OHA/KOY    Datum: EA=2.82(12) eV LPES p:8

----

08KOY/ATO    Datum: EA=3.00(10) eV LPES p:7

++++++++++++++++++++++++++++++++

Si18Y-

Si18Y  mw:592.491 Anion CAS: Z-1111945-20-0 fg:19 cnt:7756

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si18Zr-

Si18Zr  mw:593.490 Anion CAS: Z-1111945-72-2 fg:19 cnt:7720

----

08KOY/ATO    Datum: EA=2.90(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si19-.

Si19  mw:531.562 Anion CAS: Z-275361-34-7 fg:2 cnt:10219

----

00MUL/LIU    Datum: EA=3.40(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

----

04MEL/FER    Datum: EA=3.0(2) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:5.0(1) eV.

++++++++++++++++++++++++++++++++

Si19Tb-

Si19Tb  mw:690.487 Anion CAS: Z-1111945-25-5 fg:19 cnt:7761

----

08KOY/ATO    Datum: EA=3.10(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si19Ti-

Si19Ti  mw:579.510 Anion CAS: Z-1111945-59-5 fg:19 cnt:7707

----

08KOY/ATO    Datum: EA=2.90(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si19Y-

Si19Y  mw:620.468 Anion CAS: Z-1111945-21-1 fg:19 cnt:7757

----

08KOY/ATO    Datum: EA=3.20(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si19Zr-

Si19Zr  mw:621.467 Anion CAS: Z-1111945-73-3 fg:19 cnt:7721

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si20-

Si20  mw:559.539 Anion CAS: Z-275361-53-0 fg:2 cnt:10416

----

06BAI/CUI    Datum: EA=3.57(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy for the major isomer. A minor isomer has Vertical Detachment Energy 3.38 eV.

----

00MUL/LIU    Datum: EA=3.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

Si20Tb-

Si20Tb  mw:718.464 Anion CAS: Z-1111945-26-6 fg:19 cnt:7762

----

08KOY/ATO    Datum: EA=2.90(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si20Ti-

Si20Ti  mw:607.487 Anion CAS: Z-1111945-60-8 fg:19 cnt:7708

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

V2@Si20-

Si20V2  mw:661.427 Anion CAS: N-517104-36-8 fg:20 cnt:11231

----

14XU_/KON    Datum: EA=3.5(1) eV LPES p:7

Vertical Detachment Energy:3.7(1) eV.

++++++++++++++++++++++++++++++++

Si20Y-

Si20Y  mw:648.445 Anion CAS: Z-1111945-22-2 fg:19 cnt:7758

----

08KOY/ATO    Datum: EA=3.00(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si20Zr-

Si20Zr  mw:649.444 Anion CAS: Z-1111945-74-4 fg:19 cnt:7722

----

08KOY/ATO    Datum: EA=2.70(5) eV LPES p:7

++++++++++++++++++++++++++++++++

Si21-

Si21  mw:587.516 Anion CAS: Z-182016-57-5 fg:2 cnt:10417

----

06BAI/CUI    Datum: EA=3.57(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy for the major isomer. A minor isomer has Vertical Detachment Energy 3.16 eV.

++++++++++++++++++++++++++++++++

Si22-.

Si22  mw:615.493 Anion CAS: Z-766542-34-1 fg:2 cnt:10220

----

06BAI/CUI    Datum: EA=3.37(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy for the major isomer. A minor isomer has Vertical Detachment Energy 3.23 eV.

----

04MEL/FER    Datum: EA=3.5(2) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:5.2(1) eV.

++++++++++++++++++++++++++++++++

Si23-

Si23  mw:643.470 Anion CAS: Z-766542-39-6 fg:2 cnt:10418

----

06BAI/CUI    Datum: EA=3.26(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy for the major isomer. A minor isomer has Vertical Detachment Energy 3.12 eV.

++++++++++++++++++++++++++++++++

Si24-

Si24  mw:671.447 Anion CAS: Z-766542-55-6 fg:2 cnt:10419

----

06BAI/CUI    Datum: EA=3.66(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy for the major isomer. A minor isomer has Vertical Detachment Energy 3.34 eV.

++++++++++++++++++++++++++++++++

Si25-

Si25  mw:699.424 Anion CAS: Z-766542-57-8 fg:2 cnt:10420

----

06BAI/CUI    Datum: EA=3.21(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy for the major isomer. A minor isomer has Vertical Detachment Energy 3.60 eV.

++++++++++++++++++++++++++++++++

Si26-

Si26  mw:727.401 Anion CAS: Z-862850-85-9 fg:2 cnt:10421

----

06BAI/CUI    Datum: EA=3.34(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy for the major isomer. A minor isomer has Vertical Detachment Energy 3.02 eV.

++++++++++++++++++++++++++++++++

Si27-.

Si27  mw:755.378 Anion CAS: Z-827348-03-8 fg:2 cnt:10221

----

04MEL/FER    Datum: EA=3.3(2) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:5.5(1) eV.

++++++++++++++++++++++++++++++++

Si32-.

Si32  mw:895.262 Anion CAS: Z-275361-64-3 fg:2 cnt:10222

----

04MEL/FER    Datum: EA=3.2(2) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:5.0(1) eV.

++++++++++++++++++++++++++++++++

Si35-.

Si35  mw:979.193 Anion CAS: Z-827348-04-9 fg:2 cnt:10223

----

04MEL/FER    Datum: EA=3.0(2) eV LPES p:7

Using 7.9 eV photons. Vertical Detachment Energy:5.0(1) eV.

++++++++++++++++++++++++++++++++

Sm-

Sm  mw:151.920 Anion CAS: Z-54923-00-1 fg:1 cnt:7855

HOF(A.)=  49.1/0.5  10KON/BEN    | S(A-)=45.1/0.1 Stat |  S(AH)= | S(A.)=43.7  82WAG/EVA

----

97NAD/GAR    Datum: EA=>0.050 eV EFD  p:6

++++++++++++++++++++++++++++++++

Sn-

Sn  mw:119.903 Anion CAS: Z-16050-75-2 fg:1 cnt:37

HOF(A.)=  72.0/0.4  91GUR/VEY    | BDE(A-H)= 55.0/3.0  90RUS/SCH     

HOF(AH)=  69.1/3.0 R-DH          | S(A-)=43.0/0.1 Stat |  S(AH)= | S(A.)=40.3  82WAG/EVA

----

13VAN/DRA    Datum: EA=1.112070(2) eV LPD  | HOF(A-)=46.4/0.4 R-EA p:9

DacidH(AH)= 343.0/2.5 D-EA

Given: 1.112070(2) eV.

----

98SCH/BIL    Datum: EA=1.112067(15) eV IRPD p:8

Given: 1.112067(15) eV.

----

86MIL/MIL    Datum: EA=1.112(4) eV LPES p:8

----

77FEL/RAC3   Datum: EA=1.15(15) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sn-q.za0]

M062X/Def2T|45.1   |340.8|335.4| 1.172|69.0   |72.2   |18.1|55.2 

++++++++++++++++++++++++++++++++

Sn2-

Sn2  mw:239.805 Anion CAS: Z-64177-64-6 fg:2 cnt:2697

HOF(A.)= 100.6/0.1  92HO_/POL    |

----

92HO_/POL    Datum: EA=1.962(10) eV LPES | HOF(A-)=55.4/0.6 R-EA p:9

DaffH(AH)=  63.0/0.6 A-IN

----

99MOR/KLO    Datum: EA=1.965(10) eV LPES p:8

----

89GAN/GAU    Datum: EA=1.70(20) eV LPES p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sn2-d.za0]

M062X/Def2T|71.9   |     |     | 1.425|       |104.8  |    |     

++++++++++++++++++++++++++++++++

Sn3-

Sn3  mw:359.707 Anion CAS: Z-64886-44-8 fg:2 cnt:2857

----

99MOR/KLO    Datum: EA=2.24(1) eV LPES p:8

----

89GAN/GAU    Datum: EA=1.70(20) eV LPES p:6

Electron affinity: threshold, radiabatic electron affinity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sn3-d.za0]

M062X/Def2T|80.5   |     |     | 2.319|       |134.0  |    |     

++++++++++++++++++++++++++++++++

Sn4-

Sn4  mw:479.609 Anion CAS: Z-145810-91-9 fg:2 cnt:2858

----

07CUI/WAN    Datum: EA=2.00(7) eV LPES p:8

----

99MOR/KLO    Datum: EA=2.04(1) eV LPES p:8

----

11ZHE/THO    Datum: EA=2.04(10) eV LPES p:7

Vertical Detachment Energy:2.05(5) eV.

----

00NEG/KAW    Datum: EA=1.79(11) eV LPES p:7

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=1.70(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn5-

Sn5  mw:599.512 Anion CAS: Z-145810-92-0 fg:2 cnt:2859

----

07CUI/WAN    Datum: EA=2.69(6) eV LPES p:8

----

99MOR/KLO    Datum: EA=2.65(1) eV LPES p:8

Vertical Detachment Energy:2.85 eV.

----

00NEG/KAW    Datum: EA=2.51(32) eV LPES p:7

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.20(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn6-

Sn6  mw:719.414 Anion CAS: Z-145810-93-1 fg:2 cnt:2860

----

07CUI/WAN    Datum: EA=2.43(6) eV LPES p:8

----

99MOR/KLO    Datum: EA=2.28(10) eV LPES p:8

Vertical Detachment Energy:2.61 eV.

----

00NEG/KAW    Datum: EA=2.07(13) eV LPES p:7

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=1.80(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn7-

Sn7  mw:839.316 Anion CAS: Z-145810-94-2 fg:2 cnt:2861

----

07CUI/WAN    Datum: EA=2.10(7) eV LPES p:8

----

99MOR/KLO    Datum: EA=1.95(10) eV LPES p:8

Vertical Detachment Energy:2.23 eV.

----

00NEG/KAW    Datum: EA=1.87(7) eV LPES p:7

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=1.80(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn8-

Sn8  mw:959.218 Anion CAS: Z-145810-95-3 fg:2 cnt:2862

----

07CUI/WAN    Datum: EA=2.57(6) eV LPES p:8

----

99MOR/KLO    Datum: EA=2.48(10) eV LPES p:8

Vertical Detachment Energy:2.63 eV.

----

00NEG/KAW    Datum: EA=2.39(32) eV LPES p:7

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.00(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn9-

Sn9  mw:1079.12 Anion CAS: Z-145810-96-4 fg:2 cnt:2863

----

07CUI/WAN    Datum: EA=3.01(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.74(5) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

99MOR/KLO    Datum: EA=>2.5(1) eV LPES p:7

Vertical Detachment Energy:3.1 eV.

----

89GAN/GAU    Datum: EA=1.80(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn10-

Sn10  mw:1199.02 Anion CAS: Z-209968-60-5 fg:2 cnt:2864

----

07CUI/WAN    Datum: EA=3.06(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.76(11) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

99MOR/KLO    Datum: EA=>3.0(1) eV LPES p:7

Vertical Detachment Energy:3.15 eV.

----

89GAN/GAU    Datum: EA=1.90(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn11-

Sn11  mw:1318.92 Anion CAS: Z-261518-56-3 fg:2 cnt:2865

----

07CUI/WAN    Datum: EA=2.83(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.47(5) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

99MOR/KLO    Datum: EA=>2.7(1) eV LPES p:7

Vertical Detachment Energy:2.95 eV.

----

89GAN/GAU    Datum: EA=2.00(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn12-

Sn12  mw:1438.83 Anion CAS: Z-261519-36-2 fg:2 cnt:2866

----

07CUI/WAN    Datum: EA=3.23(6) eV LPES p:8

----

06CUI/HUA2   Datum: EA=3.23(5) eV LPES p:8

Vertical Detachment Energy:3.34(3) eV.

----

00NEG/KAW    Datum: EA=2.35(15) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

99MOR/KLO    Datum: EA=>3.0(1) eV LPES p:7

Vertical Detachment Energy:3.6 eV.

----

89GAN/GAU    Datum: EA=1.90(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Ta@Sn12-

Sn12Ta  mw:1619.78 Anion CAS: Z-930090-25-8 fg:19 cnt:7273

----

07CUI/HUA    Datum: EA=3.30(8) eV LPES p:8

Vertical Detachment Energy:3.44(4) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Ti@Sn12-

Sn12Ti  mw:1486.78 Anion CAS: Z-930089-88-6 fg:19 cnt:7263

----

07CUI/HUA    Datum: EA=2.95(5) eV LPES p:8

Vertical Detachment Energy:3.05(4) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

V@Sn12-

Sn12V  mw:1489.77 Anion CAS: Z-930089-90-0 fg:19 cnt:7264

----

07CUI/HUA    Datum: EA=3.03(4) eV LPES p:8

Vertical Detachment Energy:3.17(3) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Y@Sn12-

Sn12Y  mw:1527.73 Anion CAS: Z-930090-06-5 fg:19 cnt:7275

----

07CUI/HUA    Datum: EA=3.33(8) eV LPES p:8

Vertical Detachment Energy:3.42(5) eV. See also 08CUI/WAN.

++++++++++++++++++++++++++++++++

Sn13-

Sn13  mw:1558.73 Anion CAS: Z-261519-65-7 fg:2 cnt:2867

----

07CUI/WAN    Datum: EA=2.89(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.63(9) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.00(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn14-

Sn14  mw:1678.63 Anion CAS: Z-261519-69-1 fg:2 cnt:2868

----

07CUI/WAN    Datum: EA=2.96(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.68(12) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=1.90(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn15-

Sn15  mw:1798.53 Anion CAS: Z-261519-89-5 fg:2 cnt:2869

----

07CUI/WAN    Datum: EA=2.97(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.66(4) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.10(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

TiSn15-

Sn15Ti  mw:1846.48 Anion CAS: Z-1383727-90-9 fg:19 cnt:8351

----

12ATO/KOY    Datum: EA=2.68(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YSn15-

Sn15Y  mw:1887.44 Anion CAS: Z-1383727-99-8 fg:19 cnt:8342

----

12ATO/KOY    Datum: EA=2.74(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrSn15-

Sn15Zr  mw:1888.44 Anion CAS: Z-1383727-92-1 fg:19 cnt:8354

----

12ATO/KOY    Datum: EA=2.65(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Sn16-

Sn16  mw:1918.44 Anion CAS: Z-261519-90-8 fg:2 cnt:2870

----

07CUI/WAN    Datum: EA=2.92(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.62(10) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.00(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

TiSn16-.

Sn16Ti  mw:1966.38 Anion CAS: Z-1065506-76-4 fg:19 cnt:7188

----

12ATO/KOY    Datum: EA=2.01(5) eV LPES p:8

----

08FUR/KOY    Datum: EA=2.01(1) eV LPES p:8

Vertical Detachment Energy:2.30(6) eV.

++++++++++++++++++++++++++++++++

YSn16-

Sn16Y  mw:2007.34 Anion CAS: Z-1383728-00-4 fg:19 cnt:8343

----

12ATO/KOY    Datum: EA=2.89(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrSn16-.

Sn16Zr  mw:2008.34 Anion CAS: Z-1065506-79-7 fg:19 cnt:7189

----

12ATO/KOY    Datum: EA=2.01(5) eV LPES p:8

----

08FUR/KOY    Datum: EA=2.16(17) eV LPES p:8

Vertical Detachment Energy:2.36(22) eV.

++++++++++++++++++++++++++++++++

Sn17-

Sn17  mw:2038.34 Anion CAS: Z-261519-92-0 fg:2 cnt:2871

----

07CUI/WAN    Datum: EA=2.82(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.58(4) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.00(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

TiSn17-

Sn17Ti  mw:2086.29 Anion CAS: Z-1383727-91-0 fg:19 cnt:8353

----

12ATO/KOY    Datum: EA=2.95(5) eV LPES p:8

++++++++++++++++++++++++++++++++

YSn17-

Sn17Y  mw:2127.24 Anion CAS: Z-1383728-01-5 fg:19 cnt:8344

----

12ATO/KOY    Datum: EA=2.63(5) eV LPES p:8

++++++++++++++++++++++++++++++++

ZrSn17-

Sn17Zr  mw:2128.24 Anion CAS: Z-1383727-93-2 fg:19 cnt:8356

----

12ATO/KOY    Datum: EA=2.55(5) eV LPES p:8

++++++++++++++++++++++++++++++++

Sn18-

Sn18  mw:2158.24 Anion CAS: Z-261519-96-4 fg:2 cnt:2872

----

07CUI/WAN    Datum: EA=2.93(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.68(12) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=2.10(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn19-

Sn19  mw:2278.14 Anion CAS: Z-261519-97-5 fg:2 cnt:2873

----

07CUI/WAN    Datum: EA=3.18(6) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.80(18) eV LPES p:7

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=1.90(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn20-

Sn20  mw:2398.04 Anion CAS: Z-261519-98-6 fg:2 cnt:2874

----

07CUI/WAN    Datum: EA=3.19(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.82(16) eV LPES p:7

The stated EA is the threshold energy, upper limit to true electron affinity.

----

89GAN/GAU    Datum: EA=1.90(20) eV LPES p:6

Electron affinity: sharp threshold, sadiabatic electron affinity.

++++++++++++++++++++++++++++++++

Sn21-

Sn21  mw:2517.95 Anion CAS: Z-261519-99-7 fg:2 cnt:4767

----

07CUI/WAN    Datum: EA=3.08(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.81(9) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn22-

Sn22  mw:2637.85 Anion CAS: Z-261520-00-7 fg:2 cnt:4768

----

07CUI/WAN    Datum: EA=2.98(5) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.72(13) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn23-

Sn23  mw:2757.75 Anion CAS: Z-261520-09-6 fg:2 cnt:4769

----

07CUI/WAN    Datum: EA=3.33(7) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.94(14) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn24-

Sn24  mw:2877.65 Anion CAS: Z-261520-54-1 fg:2 cnt:4770

----

07CUI/WAN    Datum: EA=3.28(6) eV LPES p:8

----

00NEG/KAW    Datum: EA=3.04(12) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn25-

Sn25  mw:2997.55 Anion CAS: Z-261520-59-6 fg:2 cnt:4771

----

07CUI/WAN    Datum: EA=3.32(6) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.98(12) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn26-

Sn26  mw:3117.46 Anion CAS: Z-261520-60-9 fg:2 cnt:4772

----

07CUI/WAN    Datum: EA=3.31(8) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.86(12) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn27-

Sn27  mw:3237.36 Anion CAS: Z-261520-61-0 fg:2 cnt:4773

----

07CUI/WAN    Datum: EA=3.30(10) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.80(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn28-

Sn28  mw:3357.26 Anion CAS: Z-261520-62-1 fg:2 cnt:4774

----

07CUI/WAN    Datum: EA=3.26(8) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.92(15) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn29-

Sn29  mw:3477.16 Anion CAS: Z-261520-63-2 fg:2 cnt:4775

----

07CUI/WAN    Datum: EA=3.11(4) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.92(7) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn30-

Sn30  mw:3597.07 Anion CAS: Z-261520-70-1 fg:2 cnt:4776

----

07CUI/WAN    Datum: EA=3.11(8) eV LPES p:8

----

00NEG/KAW    Datum: EA=3.00(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn31-

Sn31  mw:3716.97 Anion CAS: Z-261520-72-3 fg:2 cnt:4777

----

07CUI/WAN    Datum: EA=3.19(8) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.97(11) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn32-

Sn32  mw:3836.87 Anion CAS: Z-261520-74-5 fg:2 cnt:4778

----

07CUI/WAN    Datum: EA=3.38(8) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.98(15) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn33-

Sn33  mw:3956.77 Anion CAS: Z-261520-75-6 fg:2 cnt:4779

----

07CUI/WAN    Datum: EA=3.36(8) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.92(13) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn34-

Sn34  mw:4076.68 Anion CAS: Z-261520-77-8 fg:2 cnt:4780

----

07CUI/WAN    Datum: EA=3.30(10) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.96(18) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn35-

Sn35  mw:4196.58 Anion CAS: Z-261520-78-9 fg:2 cnt:4781

----

07CUI/WAN    Datum: EA=3.30(1) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.85(9) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn36-

Sn36  mw:4316.48 Anion CAS: Z-261520-82-5 fg:2 cnt:4782

----

07CUI/WAN    Datum: EA=3.20(10) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.88(11) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn37-

Sn37  mw:4436.38 Anion CAS: Z-261520-83-6 fg:2 cnt:4783

----

07CUI/WAN    Datum: EA=3.30(10) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.90(13) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn38-

Sn38  mw:4556.28 Anion CAS: Z-261520-84-7 fg:2 cnt:4784

----

07CUI/WAN    Datum: EA=3.32(8) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.96(10) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn39-

Sn39  mw:4676.19 Anion CAS: Z-261520-88-1 fg:2 cnt:4785

----

07CUI/WAN    Datum: EA=3.30(8) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.97(12) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn40-

Sn40  mw:4796.09 Anion CAS: Z-261520-89-2 fg:2 cnt:4786

----

07CUI/WAN    Datum: EA=3.24(8) eV LPES p:8

----

00NEG/KAW    Datum: EA=3.04(18) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn41-

Sn41  mw:4915.99 Anion CAS: Z-261520-90-5 fg:2 cnt:4787

----

07CUI/WAN    Datum: EA=3.37(8) eV LPES p:8

----

00NEG/KAW    Datum: EA=3.04(7) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn42-

Sn42  mw:5035.89 Anion CAS: Z-261520-91-6 fg:2 cnt:4788

----

07CUI/WAN    Datum: EA=3.40(10) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.93(6) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn43-

Sn43  mw:5155.80 Anion CAS: Z-261520-93-8 fg:2 cnt:4789

----

07CUI/WAN    Datum: EA=3.40(10) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.98(12) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn44-

Sn44  mw:5275.70 Anion CAS: Z-261520-95-0 fg:2 cnt:4790

----

07CUI/WAN    Datum: EA=3.40(10) eV LPES p:8

----

00NEG/KAW    Datum: EA=2.97(18) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sn45-

Sn45  mw:5395.60 Anion CAS: Z-261521-00-0 fg:2 cnt:4791

----

07CUI/WAN    Datum: EA=3.40(10) eV LPES p:8

----

00NEG/KAW    Datum: EA=3.01(9) eV LPES p:8

The stated EA is the threshold energy, upper limit to true electron affinity.

++++++++++++++++++++++++++++++++

Sr-

Sr  mw:87.906 Anion CAS: Z-98205-64-2 fg:1 cnt:3133

HOF(A.)=  38.4/0.5  96GUR/VEY    | BDE(A-H)= 38.1/0.9 R-AH           

HOF(AH)=  52.4/0.7  96GUR/VEY    |

DacidS=15.9/1.0 A-AH |  S(A-)=40.7/0.1 Stat |  S(AH)=50.8/1.0  82WAG/EVA | S(A.)=39.3  82WAG/EVA

----

97AND/PET    Datum: EA=0.05206(6) eV PDRI | HOF(A-)=37.2/1.5 Acid p:9

DacidG(AH)= 345.1/1.3 H-TS| DacidH(AH)= 350.5/1.3 D-EA

Given: 0.05206(6) eV.

----

95BER/BOA    Datum: EA=0.048(6) eV LPD  p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [sr-d.za0]

M062X/Def2T|47.0   |357.7|352.9|-0.333|54.0   |39.3   |15.9|37.4 

++++++++++++++++++++++++++++++++

Ta-

Ta  mw:180.949 Anion CAS: Z-56217-42-6 fg:1 cnt:42

HOF(A.)= 186.9/0.5  82WAG/EVA    | S(A-)=41.7/0.1  98JANAF |  S(AH)= | S(A.)=44.3  82WAG/EVA

----

22LI_/FU     Datum: EA=0.328859(23) eV SEVI | HOF(A-)=179.3/0.5 R-EA p:9

Given: 0.328859(23) eV.

----

81FEI/COR    Datum: EA=0.322(12) eV LPES p:8

Assigned transition is Ta- 5D to Ta 4F3/2. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ta-k.za0]

M062X/Def2T|182.7  |360.0|355.0| 0.184|187.4  |186.9  |16.7|51.6 

++++++++++++++++++++++++++++++++

Ta3-

Ta3  mw:542.845 Anion CAS: Z-911028-88-1 fg:2 cnt:8087

----

08WAN/ZHA    Datum: EA=1.35(3) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ta3-t.za0]

M062X/Def2T|393.7  |     |     | 0.958|       |415.6  |    |     

++++++++++++++++++++++++++++++++

Ta4-

Ta4  mw:723.793 Anion CAS: N-150923-51-6 fg:2 cnt:11324

----

21ZHA/XU 2   Datum: EA=1.10(8) eV LPES p:8

Vertical Detachment Energy:1.16(8) eV.

++++++++++++++++++++++++++++++++

Tb-

Tb  mw:158.926 Anion CAS: Z-54923-03-4 fg:1 cnt:6707

HOF(A.)=  93.9/0.5  10KON/BEN    | S(A-)=45.5/0.1 Stat |  S(AH)= | S(A.)=48.7  82WAG/EVA

----

20FU_/LU     Datum: EA=0.13131(79) eV [1059.1(64) cm-1] | HOF(A-)=90.9/0.5 R-EA p:8

Given: 0.13131(79) eV. Nonet anion to octet neutral.

----

05DAV/THO    Datum: EA=>1.165(20) eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tb-9.za0]

M062X/Def2T|107.8  |     |     | 1.614|       |145.0  |    |     

++++++++++++++++++++++++++++++++

Tc-

Tc  mw:96.907 Anion CAS: Z-54604-29-4 fg:1 cnt:10991

HOF(A.)= 162.8  02BIN/MIL        | S(A-)=42.8/0.1 Stat |  S(AH)= | S(A.)=43.3  82WAG/EVA

----

99AND/HAU    Datum: EA=0.55(20) eV Est4 p:5

Extrapolated from horizontal series.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tc-k.za0]

M062X/Def2T|153.0  |351.6|346.5| 0.394|166.1  |162.1  |17.0|48.1 

++++++++++++++++++++++++++++++++

Te-

Te  mw:129.907 Anion CAS: Z-16050-77-4 fg:1 cnt:40

HOF(A.)=  47.0/0.1  82WAG/EVA    | BDE(A-H)= 64.7/0.5  05UND/CHA     

HOF(AH)=  37.9/0.5 d+ah          | S(A-)=41.9/0.1 Stat |  S(AH)=50.9/2.0 | S(A.)=43.7/2.0  82WAG/EVA

----

96HAE/KLI    Datum: EA=1.970876(7) eV LPD  | HOF(A-)=1.6/0.1 R-EA p:9

DacidG(AH)= 327.8/0.8 H-TS| DacidH(AH)= 332.9/1.0 D-EA

Given: 1.970876(7) eV.

----

96THO/STE    Datum: EA=1.97096(5) eV LPD  [15896.9(4) cm-1] p:8

----

77SLA/LIN    Datum: EA=1.9708(3) eV LPD  p:7

----

77FEL/RAC2   Datum: EA=1.90(20) eV PD   p:6

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [te-d.za0]

M062X/Def2T|12.1   |332.6|327.5| 1.676|44.2   |50.7   |17.0|58.6 

++++++++++++++++++++++++++++++++

Te2-

Te2  mw:259.813 Anion CAS: Z-64177-66-8 fg:2 cnt:1441

HOF(A.)=  40.2/0.5  82WAG/EVA    |

----

24YAN/ZHA    Datum: EA=2.06926(114) eV SEVI [16689.7(92) cm-1] | HOF(A-)=-7.5/0.5 R-EA p:9

DaffH(AH)=  56.1/0.5 A-IN

Given: 16689.7(92) cm-1.

----

89SNO/COE    Datum: EA=1.920(70) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [te2-d.za0]

M062X/Def2T|11.9   |     |     | 2.025|       |58.6   |    |     

++++++++++++++++++++++++++++++++

Te3-

Te3  mw:389.719 Anion CAS: Z-455948-49-9 fg:2 cnt:1444

----

89SNO/COE    Datum: EA=<2.7 eV LPES p:7

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [te3.zz0]

M062X/Def2T|21.7   |     |     | 3.070|       |92.5   |    |     

++++++++++++++++++++++++++++++++

Th-

Th  mw:232.039 Anion CAS: Z-97484-05-4 fg:1 cnt:10720

HOF(A.)= 143.9/1.4  10KON/BEN    | S(A-)=45.0/0.1 Stat |  S(AH)= | S(A.)=45.4  82WAG/EVA

^

----

19TAN/SI     Datum: EA=0.6076899511(60) eV [4901.35(48) cm-1] | HOF(A-)=129.9/1.4 R-EA p:9

Given: 0.607690(60) eV. Quartet anion to triplet neutral.

++++++++++++++++++++++++++++++++

Ti-

Ti  mw:47.948 Anion CAS: Z-22325-58-2 fg:1 cnt:16

HOF(A.)= 112.3/0.5  82WAG/EVA    | BDE(A-H)= 48.9/2.1 Endo 91CHE/CLE 

HOF(AH)= 115.5/2.2 R-DH          | S(A-)=43.9/0.1  98JANAF |  S(AH)= | S(A.)=43.1  82WAG/EVA

----

18TAN/FU     Datum: EA=0.07554(4) eV [609.29(34) cm-1] | HOF(A-)=110.6/0.5 R-EA p:9

DacidG(AH)= 355.7/2.4 H-TS| DacidH(AH)= 360.8/2.1 D-EA

Given: 609.29(34) cm-1.

----

87ILI/SAK    Datum: EA=0.087(7) eV EFD  p:8

----

81FEI/COR    Datum: EA=0.080(14) eV LPES p:7

Assigned transition is Ti- 4F to Ti 3F. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ti-q.za0]

CBS-QB3    |113.1  |359.4|354.4|-0.046|119.4  |112.0  |16.8|44.7 

M062X/Def2T|110.0  |357.3|352.3| 0.085|117.4  |112.0  |16.7|46.7 

B3/6-311++G|96.2   |352.6|347.6| 0.684|110.9  |112.0  |16.8|53.2 

++++++++++++++++++++++++++++++++

Ti3-

Ti3  mw:143.844 Anion CAS: Z-500898-88-4 fg:2 cnt:5504

----

03LIU/ZHA    Datum: EA=1.13(6) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.17(6) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ti3-d.za0]

M062X/Def2T|272.4  |     |     | 1.115|       |298.1  |    |     

++++++++++++++++++++++++++++++++

Ti4-

Ti4  mw:191.792 Anion CAS: Z-500898-89-5 fg:2 cnt:5505

----

03LIU/ZHA    Datum: EA=1.18(3) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.21(6) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [ti4-qt.zan]

B3/6-311++G|302.2  |     |     | 1.083|       |327.2  |    |     

++++++++++++++++++++++++++++++++

Ti5-

Ti5  mw:239.740 Anion CAS: Z-500898-90-8 fg:2 cnt:5502

----

03LIU/ZHA    Datum: EA=1.15(3) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.16(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti6-

Ti6  mw:287.688 Anion CAS: Z-500898-94-2 fg:2 cnt:5506

----

03LIU/ZHA    Datum: EA=1.28(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.31(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti7-

Ti7  mw:335.636 Anion CAS: Z-500899-05-8 fg:2 cnt:5503

----

03LIU/ZHA    Datum: EA=1.11(3) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.16(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti8-

Ti8  mw:383.584 Anion CAS: Z-500899-09-2 fg:2 cnt:5507

----

03LIU/ZHA    Datum: EA=1.47(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.46(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti9-

Ti9  mw:431.532 Anion CAS: Z-521271-27-2 fg:2 cnt:5508

----

03LIU/ZHA    Datum: EA=1.56(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.55(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti10-

Ti10  mw:479.480 Anion CAS: Z-521271-28-3 fg:2 cnt:5509

----

03LIU/ZHA    Datum: EA=1.70(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.67(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti11-

Ti11  mw:527.428 Anion CAS: Z-521272-77-5 fg:2 cnt:5510

----

03LIU/ZHA    Datum: EA=1.72(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.69(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti12-

Ti12  mw:575.376 Anion CAS: Z-521272-82-2 fg:2 cnt:5511

----

03LIU/ZHA    Datum: EA=1.71(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.74(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti13-

Ti13  mw:623.324 Anion CAS: Z-439592-17-3 fg:2 cnt:5512

----

03LIU/ZHA    Datum: EA=1.87(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.82(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti14-

Ti14  mw:671.272 Anion CAS: Z-521272-86-6 fg:2 cnt:5513

----

03LIU/ZHA    Datum: EA=1.87(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.90(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti15-

Ti15  mw:719.220 Anion CAS: Z-521274-04-4 fg:2 cnt:5514

----

03LIU/ZHA    Datum: EA=2.00(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.90(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti16-

Ti16  mw:767.168 Anion CAS: Z-521274-05-5 fg:2 cnt:5515

----

03LIU/ZHA    Datum: EA=1.96(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.90(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti17-

Ti17  mw:815.116 Anion CAS: Z-521274-06-6 fg:2 cnt:5516

----

03LIU/ZHA    Datum: EA=2.01(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.90(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti18-

Ti18  mw:863.064 Anion CAS: Z-521274-13-5 fg:2 cnt:5517

----

03LIU/ZHA    Datum: EA=1.97(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.90(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti19-

Ti19  mw:911.012 Anion CAS: Z-521274-53-3 fg:2 cnt:5519

----

03LIU/ZHA    Datum: EA=1.93(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.97(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti20-

Ti20  mw:958.959 Anion CAS: Z-521274-60-2 fg:2 cnt:5518

----

03LIU/ZHA    Datum: EA=2.06(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=1.95(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti21-

Ti21  mw:1006.91 Anion CAS: Z-521274-64-6 fg:2 cnt:5520

----

03LIU/ZHA    Datum: EA=1.98(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.04(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti22-

Ti22  mw:1054.86 Anion CAS: Z-521274-92-0 fg:2 cnt:5521

----

03LIU/ZHA    Datum: EA=2.04(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.04(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti23-

Ti23  mw:1102.80 Anion CAS: Z-521274-94-2 fg:2 cnt:5522

----

03LIU/ZHA    Datum: EA=2.08(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.04(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti24-

Ti24  mw:1150.75 Anion CAS: Z-521274-96-4 fg:2 cnt:5523

----

03LIU/ZHA    Datum: EA=1.97(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.10(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti25-

Ti25  mw:1198.70 Anion CAS: Z-521274-97-5 fg:2 cnt:5524

----

03LIU/ZHA    Datum: EA=2.07(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.10(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti26-

Ti26  mw:1246.65 Anion CAS: Z-521274-98-6 fg:2 cnt:5525

----

03LIU/ZHA    Datum: EA=2.10(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.11(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti27-

Ti27  mw:1294.60 Anion CAS: Z-521274-99-7 fg:2 cnt:5526

----

03LIU/ZHA    Datum: EA=2.14(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.12(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti28-

Ti28  mw:1342.54 Anion CAS: Z-521275-00-3 fg:2 cnt:5527

----

03LIU/ZHA    Datum: EA=2.14(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.13(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti29-

Ti29  mw:1390.49 Anion CAS: Z-521275-04-7 fg:2 cnt:5528

----

03LIU/ZHA    Datum: EA=2.12(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.15(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti30-

Ti30  mw:1438.44 Anion CAS: Z-521275-06-9 fg:2 cnt:5529

----

03LIU/ZHA    Datum: EA=2.16(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.19(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti31-

Ti31  mw:1486.39 Anion CAS: Z-521275-07-0 fg:2 cnt:5530

----

03LIU/ZHA    Datum: EA=2.19(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.19(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti32-

Ti32  mw:1534.34 Anion CAS: Z-521275-08-1 fg:2 cnt:5531

----

03LIU/ZHA    Datum: EA=2.24(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.20(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti33-

Ti33  mw:1582.28 Anion CAS: Z-521275-09-2 fg:2 cnt:5532

----

03LIU/ZHA    Datum: EA=2.21(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.21(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti34-

Ti34  mw:1630.23 Anion CAS: Z-521275-10-5 fg:2 cnt:5533

----

03LIU/ZHA    Datum: EA=2.22(6) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.23(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti35-

Ti35  mw:1678.18 Anion CAS: Z-521271-21-6 fg:2 cnt:5534

----

03LIU/ZHA    Datum: EA=2.24(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.23(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti36-

Ti36  mw:1726.13 Anion CAS: Z-521275-11-6 fg:2 cnt:5535

----

03LIU/ZHA    Datum: EA=2.24(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.23(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti37-

Ti37  mw:1774.08 Anion CAS: Z-521275-12-7 fg:2 cnt:5536

----

03LIU/ZHA    Datum: EA=2.27(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.25(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti38-

Ti38  mw:1822.02 Anion CAS: Z-521275-13-8 fg:2 cnt:5537

----

03LIU/ZHA    Datum: EA=2.28(6) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.26(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti39-

Ti39  mw:1869.97 Anion CAS: Z-521275-14-9 fg:2 cnt:5538

----

03LIU/ZHA    Datum: EA=2.29(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.30(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti40-

Ti40  mw:1917.92 Anion CAS: Z-521275-15-0 fg:2 cnt:5539

----

03LIU/ZHA    Datum: EA=2.34(6) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.33(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti41-

Ti41  mw:1965.87 Anion CAS: Z-521275-17-2 fg:2 cnt:9414

----

03LIU/ZHA    Datum: EA=2.33(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti42-

Ti42  mw:2013.81 Anion CAS: Z-521276-54-0 fg:2 cnt:9415

----

03LIU/ZHA    Datum: EA=2.32(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti43-

Ti43  mw:2061.76 Anion CAS: Z-521276-64-2 fg:2 cnt:9416

----

03LIU/ZHA    Datum: EA=2.36(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti44-

Ti44  mw:2109.71 Anion CAS: Z-521276-65-3 fg:2 cnt:9417

----

03LIU/ZHA    Datum: EA=2.39(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti45-

Ti45  mw:2157.66 Anion CAS: Z-521276-73-3 fg:2 cnt:5540

----

03LIU/ZHA    Datum: EA=2.40(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.41(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti46-

Ti46  mw:2205.61 Anion CAS: Z-521276-74-4 fg:2 cnt:9418

----

03LIU/ZHA    Datum: EA=2.39(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti47-

Ti47  mw:2253.55 Anion CAS: Z-521276-76-6 fg:2 cnt:9419

----

03LIU/ZHA    Datum: EA=2.41(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti48-

Ti48  mw:2301.50 Anion CAS: Z-521276-78-8 fg:2 cnt:9420

----

03LIU/ZHA    Datum: EA=2.44(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti49-

Ti49  mw:2349.45 Anion CAS: Z-521276-78-8 fg:2 cnt:9421

----

03LIU/ZHA    Datum: EA=2.40(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti50-

Ti50  mw:2397.40 Anion CAS: Z-521277-06-5 fg:2 cnt:5541

----

03LIU/ZHA    Datum: EA=2.38(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.42(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti51-

Ti51  mw:2445.35 Anion CAS: Z-521277-08-7 fg:2 cnt:9422

----

03LIU/ZHA    Datum: EA=2.41(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti52-

Ti52  mw:2493.29 Anion CAS: Z-521277-11-2 fg:2 cnt:9423

----

03LIU/ZHA    Datum: EA=2.41(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti53-

Ti53  mw:2541.24 Anion CAS: Z-521277-12-3 fg:2 cnt:9424

----

03LIU/ZHA    Datum: EA=2.41(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti54-

Ti54  mw:2589.19 Anion CAS: Z-521277-18-9 fg:2 cnt:9425

----

03LIU/ZHA    Datum: EA=2.45(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti55-

Ti55  mw:2637.14 Anion CAS: Z-347187-87-5 fg:2 cnt:5542

----

03LIU/ZHA    Datum: EA=2.51(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.51(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti56-

Ti56  mw:2685.09 Anion CAS: Z-521277-21-4 fg:2 cnt:9426

----

03LIU/ZHA    Datum: EA=2.48(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti57-

Ti57  mw:2733.03 Anion CAS: Z-521277-22-5 fg:2 cnt:9427

----

03LIU/ZHA    Datum: EA=2.49(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti58-

Ti58  mw:2780.98 Anion CAS: Z-521277-23-6 fg:2 cnt:9428

----

03LIU/ZHA    Datum: EA=2.47(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti59-

Ti59  mw:2828.93 Anion CAS: Z-521277-24-7 fg:2 cnt:9429

----

03LIU/ZHA    Datum: EA=2.49(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti60-

Ti60  mw:2876.88 Anion CAS: Z-521277-25-8 fg:2 cnt:5543

----

03LIU/ZHA    Datum: EA=2.51(6) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.51(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti61-

Ti61  mw:2924.82 Anion CAS: Z-521277-27-0 fg:2 cnt:9430

----

03LIU/ZHA    Datum: EA=2.55(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti62-

Ti62  mw:2972.77 Anion CAS: Z-521277-28-1 fg:2 cnt:9431

----

03LIU/ZHA    Datum: EA=2.57(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti63-

Ti63  mw:3020.72 Anion CAS: Z-521277-29-2 fg:2 cnt:9432

----

03LIU/ZHA    Datum: EA=2.57(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti64-

Ti64  mw:3068.67 Anion CAS: Z-521277-30-5 fg:2 cnt:9433

----

03LIU/ZHA    Datum: EA=2.60(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti65-

Ti65  mw:3116.62 Anion CAS: Z-521277-31-6 fg:2 cnt:5544

----

03LIU/ZHA    Datum: EA=2.55(5) eV LPES p:9

----

96WU_/DES2   Datum: EA=2.58(6) eV LPES p:8

++++++++++++++++++++++++++++++++

Ti66-

Ti66  mw:3164.57 Anion CAS: Z-521277-32-7 fg:2 cnt:9434

----

03LIU/ZHA    Datum: EA=2.58(5) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti70-

Ti70  mw:3356.36 Anion CAS: Z-521277-33-8 fg:2 cnt:9435

----

03LIU/ZHA    Datum: EA=2.55(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti75-

Ti75  mw:3596.10 Anion CAS: N-936731-11-2 fg:2 cnt:9436

----

03LIU/ZHA    Datum: EA=2.63(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti80-

Ti80  mw:3835.84 Anion CAS: Z-521277-34-9 fg:2 cnt:9437

----

03LIU/ZHA    Datum: EA=2.68(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti90-

Ti90  mw:4315.32 Anion CAS: Z-521277-38-3 fg:2 cnt:9438

----

03LIU/ZHA    Datum: EA=2.66(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti100-

Ti100  mw:4794.80 Anion CAS: Z-521277-39-4 fg:2 cnt:9439

----

03LIU/ZHA    Datum: EA=2.73(6) eV LPES p:9

++++++++++++++++++++++++++++++++

Ti110-

Ti110  mw:5274.27 Anion CAS: Z-521277-45-2 fg:2 cnt:9440

----

03LIU/ZHA    Datum: EA=2.75(8) eV LPES p:9

Number of atoms is /4.

++++++++++++++++++++++++++++++++

Ti120-

Ti120  mw:5753.75 Anion CAS: Z-521277-54-3 fg:2 cnt:9441

----

03LIU/ZHA    Datum: EA=2.75(8) eV LPES p:9

Number of atoms is /4.

++++++++++++++++++++++++++++++++

Ti130-

Ti130  mw:6233.23 Anion CAS: Z-521277-57-6 fg:2 cnt:9442

----

03LIU/ZHA    Datum: EA=2.83(8) eV LPES p:9

Number of atoms is /4.

++++++++++++++++++++++++++++++++

Tl-

Tl  mw:204.975 Anion CAS: Z-54321-78-7 fg:1 cnt:47

HOF(A.)=  43.3/0.4  96GUR/VEY    | BDE(A-H)= 46.4/0.5 R-AH           

HOF(AH)=  48.9/0.4  96GUR/VEY    | S(A-)=44.1/0.1 Stat |  S(AH)= | S(A.)=43.3  82WAG/EVA

----

20WAL/GIB    Datum: EA=0.320053(19) eV IRPD | HOF(A-)=35.9/1.1 Acid p:9

DacidG(AH)= 347.1/1.1 H-TS| DacidH(AH)= 352.6/1.0 D-EA

Given: 0.320053(19) eV.

----

00CAR/COV    Datum: EA=0.377(13) eV LPES p:8

----

77FEL/RAC3   Datum: EA=0.1(2) eV PD   p:6
###### the following are "below the line": evaluated as not accurate ####

----

80BRU/COT    Datum: EA=1.15(15) eV EIAE [26.5(35) kcal] p:2

From TlBr.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tl-t.za0]

M062X/Def2T|42.0   |365.6|360.1| 0.066|41.1   |43.6   |18.6|54.6 

++++++++++++++++++++++++++++++++

Tl2-

Tl2  mw:409.949 Anion CAS: N-76939-73-6 fg:2 cnt:4910

----

90GAU/GAN    Datum: EA=0.95(10) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.  electron affinity=+0.05/-0.1 eV.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tl2-q.za0]

M062X/Def2T|46.3   |     |     | 0.821|       |65.2   |    |     

++++++++++++++++++++++++++++++++

Tl3-

Tl3  mw:614.924 Anion CAS: Z-185829-13-4 fg:2 cnt:4911

----

90GAU/GAN    Datum: EA=1.10(30) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tl3-k.za0]

M062X/Def2T|55.2   |     |     | 1.098|       |80.6   |    |     

++++++++++++++++++++++++++++++++

Tl4-

Tl4  mw:819.898 Anion CAS: Z-375825-29-9 fg:2 cnt:4912

----

90GAU/GAN    Datum: EA=1.65(15) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.10/-0.15 eV.

++++++++++++++++++++++++++++++++

Tl5-

Tl5  mw:1024.87 Anion CAS: N-146703-79-9 fg:2 cnt:4913

----

90GAU/GAN    Datum: EA=1.75(20) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.15/-0.2 eV.

++++++++++++++++++++++++++++++++

Tl6-

Tl6  mw:1229.85 Anion CAS: N-258518-18-2 fg:2 cnt:4914

----

90GAU/GAN    Datum: EA=1.73(20) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

++++++++++++++++++++++++++++++++

Tl7-

Tl7  mw:1434.82 Anion CAS: N-1007352-05-7 fg:2 cnt:4915

----

90GAU/GAN    Datum: EA=1.87(30) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.15/-0.3 eV.

++++++++++++++++++++++++++++++++

Tl8-

Tl8  mw:1639.80 Anion CAS: N-1007352-12-6 fg:2 cnt:4916

----

90GAU/GAN    Datum: EA=1.66(30) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.30/-0.35 eV.

++++++++++++++++++++++++++++++++

Tl9-

Tl9  mw:1844.77 Anion CAS: N-1007352-13-7 fg:2 cnt:4917

----

90GAU/GAN    Datum: EA=1.98(32) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

++++++++++++++++++++++++++++++++

Tl10-

Tl10  mw:2049.74 fg:2 cnt:4918

----

90GAU/GAN    Datum: EA=1.88(28) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.25/-0.28 eV.

++++++++++++++++++++++++++++++++

Tl11-

Tl11  mw:2254.72 fg:2 cnt:4919

----

90GAU/GAN    Datum: EA=2.01(25) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

++++++++++++++++++++++++++++++++

Tl12-

Tl12  mw:2459.69 fg:2 cnt:4920

----

90GAU/GAN    Datum: EA=2.05(40) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.15/-0.4  eV.

++++++++++++++++++++++++++++++++

Tl13-

Tl13  mw:2664.67 Anion CAS: N-1202745-89-8 fg:2 cnt:4921

----

90GAU/GAN    Datum: EA=1.94(30) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

++++++++++++++++++++++++++++++++

Tl14-

Tl14  mw:2869.64 fg:2 cnt:4922

----

90GAU/GAN    Datum: EA=2.00(40) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.05/-0.4 eV.

++++++++++++++++++++++++++++++++

Tl15-

Tl15  mw:3074.62 fg:2 cnt:4923

----

90GAU/GAN    Datum: EA=2.17(40) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.15/-0.30 eV.

++++++++++++++++++++++++++++++++

Tl16-

Tl16  mw:3279.59 fg:2 cnt:4924

----

90GAU/GAN    Datum: EA=2.17(40) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.15/-0.4 eV.

++++++++++++++++++++++++++++++++

Tl17-

Tl17  mw:3484.57 fg:2 cnt:4925

----

90GAU/GAN    Datum: EA=2.20(35) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.25/-0.35 eV.

++++++++++++++++++++++++++++++++

Tl18-

Tl18  mw:3689.54 fg:2 cnt:4926

----

90GAU/GAN    Datum: EA=2.10(30) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity. electron affinity=+0.2/-0.3 eV.

++++++++++++++++++++++++++++++++

Tl19-

Tl19  mw:3894.51 fg:2 cnt:4927

----

90GAU/GAN    Datum: EA=2.15(25) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

++++++++++++++++++++++++++++++++

Tl20-

Tl20  mw:4099.49 fg:2 cnt:4928

----

90GAU/GAN    Datum: EA=2.13(30) eV LPES p:7

Electron affinity=E(threshold), or upper bound to electron affinity.

++++++++++++++++++++++++++++++++

Tm-

Tm  mw:168.935 Anion CAS: Z-54923-07-8 fg:1 cnt:5496

HOF(A.)=  55.6/0.4  10KON/BEN    | S(A-)=43.5/0.1 Stat |  S(AH)= | S(A.)=45.4  82WAG/EVA

----

02DAV/THO    Datum: EA=1.029(22) eV LPES | HOF(A-)=31.8/0.6 R-EA p:9

Triplet anion to doublet neutral.
###### the following are "below the line": evaluated as not accurate ####

----

97NAD/GAR    Datum: EA=0.032(7) eV EFD  p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [tm-t.za0]

M062X/Def2T|66.6   |     |     |-0.481|       |55.6   |    |     

++++++++++++++++++++++++++++++++

U-

U  mw:238.051 Anion CAS: Z-33383-02-7 fg:1 cnt:11352

HOF(A.)= 128.0/0.5  82WAG/EVA    | S(A-)=45.9/0.1 Stat |  S(AH)=

----

21TAN/LU     Datum: EA=0.31497(9) eV SEVI p:9

Given: 0.31497(9) eV. Sextet anion to quintet neutral. There are excited states 84(11) and 160(12) meV above the ground state.

----

21CIB/LIU    Datum: EA=0.309(25) eV LPES p:8

++++++++++++++++++++++++++++++++

V-

V  mw:50.945 Anion CAS: Z-16727-17-6 fg:1 cnt:17

HOF(A.)= 122.9/0.1  82WAG/EVA    | BDE(A-H)= 49.0/1.6  93CHE/CLE     

HOF(AH)= 126.0/1.6 R-DH          |

DacidS=19.8/2.0 A-AH |  S(A-)=43.8/0.1  98JANAF |  S(AH)=50.0/2.0 Acid | S(A.)=43.6/0.2  82WAG/EVA

----

16FU_/LUO    Datum: EA=0.5277(2) eV SEVI | HOF(A-)=110.7/2.4 Acid p:9

DacidG(AH)= 347.4/4.6 H-TS| DacidH(AH)= 350.4/1.8 D-EA

----

81FEI/COR    Datum: EA=0.525(12) eV LPES p:9

Transition is V- 5D to V 4F. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

----

85SAL/LAN    Datum: DacidG= 332.0/3.0 IMRB p:8

DacidH(AH)= 337.9/3.1 G+TS

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [v-k.za0]

CBS-QB3    |113.9  |357.8|352.8| 0.373|121.8  |122.5  |16.9|52.8 

M062X/Def2T|111.9  |357.2|352.2| 0.459|119.4  |122.5  |16.9|55.2 

B3/6-311++G|106.5  |360.7|355.7| 0.900|113.0  |127.2  |16.9|66.3 

++++++++++++++++++++++++++++++++

V2-

V2  mw:101.888 Anion CAS: Z-319928-62-6 fg:2 cnt:5806

----

01DUN/KNI    Datum: EA=0.26(5) eV LPES p:8

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [v2-10l.za0]

CBS-QB3    |220.2  |     |     | 1.174|       |247.2  |    |     

M062X/Def2T|207.8  |     |     | 1.173|       |234.7  |    |     

B3/6-311++G|207.2  |     |     | 0.808|       |225.7  |    |     

++++++++++++++++++++++++++++++++

V3-

V3  mw:152.832 Anion CAS: Z-178806-72-9 fg:2 cnt:4263

----

97ISE/NIS    Datum: EA=1.01(6) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [v3-k.za0]

M062X/Def2T|295.5  |     |     | 0.906|       |316.4  |    |     

++++++++++++++++++++++++++++++++

V4-

V4  mw:203.776 Anion CAS: Z-178806-73-0 fg:2 cnt:4264

----

02PRA/KOY    Datum: EA=1.24(12) eV LPES p:9

Vertical Detachment Energy:1.54(7) eV.

----

97ISE/NIS    Datum: EA=1.32(7) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V5-

V5  mw:254.720 Anion CAS: Z-178806-74-1 fg:2 cnt:4265

----

02PRA/KOY    Datum: EA=1.24(12) eV LPES p:9

Vertical Detachment Energy:1.49(15) eV.

----

96WU_/DES3   Datum: EA=1.27(6) eV LPES p:9

----

97ISE/NIS    Datum: EA=1.20(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V6-

V6  mw:305.664 Anion CAS: Z-178806-75-2 fg:2 cnt:4266

----

02PRA/KOY    Datum: EA=1.21(12) eV LPES p:9

Vertical Detachment Energy:1.46(7) eV.

----

96WU_/DES3   Datum: EA=1.32(6) eV LPES p:9

----

97ISE/NIS    Datum: EA=1.25(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V7-

V7  mw:356.608 Anion CAS: Z-178806-76-3 fg:2 cnt:4267

----

02PRA/KOY    Datum: EA=1.21(12) eV LPES p:9

Vertical Detachment Energy:1.79(8) eV.

----

96WU_/DES3   Datum: EA=1.36(6) eV LPES p:9

----

97ISE/NIS    Datum: EA=1.25(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V8-

V8  mw:407.552 Anion CAS: Z-178806-77-4 fg:2 cnt:4268

----

02PRA/KOY    Datum: EA=1.33(13) eV LPES p:9

Vertical Detachment Energy:1.84(9) eV.

----

97ISE/NIS    Datum: EA=1.40(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

----

96WU_/DES3   Datum: EA=1.46(6) eV LPES p:8

++++++++++++++++++++++++++++++++

V9-

V9  mw:458.496 Anion CAS: Z-178806-78-5 fg:2 cnt:4269

----

02PRA/KOY    Datum: EA=1.45(15) eV LPES p:9

Vertical Detachment Energy:1.68(8) eV.

----

96WU_/DES3   Datum: EA=1.58(6) eV LPES p:9

----

97ISE/NIS    Datum: EA=1.35(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V10-

V10  mw:509.440 Anion CAS: Z-178806-79-6 fg:2 cnt:4270

----

02PRA/KOY    Datum: EA=1.49(15) eV LPES p:9

Vertical Detachment Energy:1.86(9) eV.

----

96WU_/DES3   Datum: EA=1.67(6) eV LPES p:9

----

97ISE/NIS    Datum: EA=1.45(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V11-

V11  mw:560.384 Anion CAS: Z-183186-15-4 fg:2 cnt:4271

----

02PRA/KOY    Datum: EA=1.49(15) eV LPES p:9

Vertical Detachment Energy:1.71(9) eV.

----

96WU_/DES3   Datum: EA=1.65(6) eV LPES p:9

----

97ISE/NIS    Datum: EA=1.40(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V12-

V12  mw:611.328 Anion CAS: Z-183186-16-5 fg:2 cnt:4272

----

02PRA/KOY    Datum: EA=1.49(15) eV LPES p:9

Vertical Detachment Energy:1.90(9) eV.

----

96WU_/DES3   Datum: EA=1.48(6) eV LPES p:9

----

97ISE/NIS    Datum: EA=1.40(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V13-

V13  mw:662.272 Anion CAS: Z-183186-17-6 fg:2 cnt:4273

----

02PRA/KOY    Datum: EA=1.45(15) eV LPES p:9

Vertical Detachment Energy:1.70(9) eV.

----

96WU_/DES3   Datum: EA=1.59(6) eV LPES p:9

----

97ISE/NIS    Datum: EA=1.50(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V14-

V14  mw:713.216 Anion CAS: Z-183186-18-7 fg:2 cnt:4274

----

02PRA/KOY    Datum: EA=1.55(16) eV LPES p:9

Vertical Detachment Energy:1.82(9) eV.

----

96WU_/DES3   Datum: EA=1.69(6) eV LPES p:9

----

97ISE/NIS    Datum: EA=1.58(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V15-

V15  mw:764.160 Anion CAS: Z-178806-80-9 fg:2 cnt:4275

----

02PRA/KOY    Datum: EA=1.49(15) eV LPES p:9

Vertical Detachment Energy:1.71(8) eV.

----

96WU_/DES3   Datum: EA=1.72(6) eV LPES p:9

----

97ISE/NIS    Datum: EA=1.63(10) eV LPES p:8

Electron affinity set as 5% threshold for first peak.

++++++++++++++++++++++++++++++++

V16-

V16  mw:815.104 Anion CAS: Z-183186-19-8 fg:2 cnt:5685

----

96WU_/DES3   Datum: EA=1.72(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V17-

V17  mw:866.048 Anion CAS: Z-183186-20-1 fg:2 cnt:5686

----

96WU_/DES3   Datum: EA=1.88(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V18-

V18  mw:916.992 Anion CAS: Z-183185-65-1 fg:2 cnt:5687

----

96WU_/DES3   Datum: EA=1.91(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V19-

V19  mw:967.936 Anion CAS: Z-183185-66-2 fg:2 cnt:5688

----

96WU_/DES3   Datum: EA=1.93(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V20-

V20  mw:1018.88 Anion CAS: Z-178806-81-0 fg:2 cnt:5689

----

96WU_/DES3   Datum: EA=1.97(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V21-

V21  mw:1069.82 Anion CAS: Z-183185-67-3 fg:2 cnt:5690

----

96WU_/DES3   Datum: EA=2.00(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V22-

V22  mw:1120.77 Anion CAS: Z-183185-69-5 fg:2 cnt:5691

----

96WU_/DES3   Datum: EA=2.05(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V23-

V23  mw:1171.71 Anion CAS: Z-183185-71-9 fg:2 cnt:5692

----

96WU_/DES3   Datum: EA=2.05(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V24-

V24  mw:1222.66 Anion CAS: Z-183185-73-1 fg:2 cnt:5693

----

96WU_/DES3   Datum: EA=2.14(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V25-

V25  mw:1273.60 Anion CAS: Z-183185-75-3 fg:2 cnt:5694

----

96WU_/DES3   Datum: EA=2.15(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V26-

V26  mw:1324.54 Anion CAS: Z-183185-77-5 fg:2 cnt:5695

----

96WU_/DES3   Datum: EA=2.19(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V27-

V27  mw:1375.49 Anion CAS: Z-183185-78-6 fg:2 cnt:5696

----

96WU_/DES3   Datum: EA=2.24(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V28-

V28  mw:1426.43 Anion CAS: Z-183185-80-0 fg:2 cnt:5697

----

96WU_/DES3   Datum: EA=2.24(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V29-

V29  mw:1477.38 Anion CAS: Z-183185-82-2 fg:2 cnt:5699

----

96WU_/DES3   Datum: EA=2.25(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V30-

V30  mw:1528.32 Anion CAS: Z-178806-82-1 fg:2 cnt:5698

----

96WU_/DES3   Datum: EA=2.24(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V31-

V31  mw:1579.26 Anion CAS: Z-183185-85-5 fg:2 cnt:5700

----

96WU_/DES3   Datum: EA=2.26(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V32-

V32  mw:1630.21 Anion CAS: Z-183185-87-7 fg:2 cnt:5701

----

96WU_/DES3   Datum: EA=2.34(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V33-

V33  mw:1681.15 Anion CAS: Z-183185-88-8 fg:2 cnt:5703

----

96WU_/DES3   Datum: EA=2.35(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V34-

V34  mw:1732.10 Anion CAS: Z-183185-90-2 fg:2 cnt:5704

----

96WU_/DES3   Datum: EA=2.35(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V35-

V35  mw:1783.04 Anion CAS: Z-183185-92-4 fg:2 cnt:5705

----

96WU_/DES3   Datum: EA=2.35(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V36-

V36  mw:1833.98 Anion CAS: Z-183185-94-6 fg:2 cnt:5702

----

96WU_/DES3   Datum: EA=2.34(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V37-

V37  mw:1884.93 Anion CAS: Z-183185-96-8 fg:2 cnt:5707

----

96WU_/DES3   Datum: EA=2.39(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V38-

V38  mw:1935.87 Anion CAS: Z-183185-98-0 fg:2 cnt:5708

----

96WU_/DES3   Datum: EA=2.39(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V39-

V39  mw:1986.82 Anion CAS: Z-183186-00-7 fg:2 cnt:5706

----

96WU_/DES3   Datum: EA=2.38(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V40-

V40  mw:2037.76 Anion CAS: Z-178806-83-2 fg:2 cnt:5709

----

96WU_/DES3   Datum: EA=2.39(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V41-

V41  mw:2088.70 Anion CAS: Z-183186-03-0 fg:2 cnt:5710

----

96WU_/DES3   Datum: EA=2.43(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V42-

V42  mw:2139.65 Anion CAS: Z-183186-05-2 fg:2 cnt:5712

----

96WU_/DES3   Datum: EA=2.45(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V43-

V43  mw:2190.59 Anion CAS: Z-183186-07-4 fg:2 cnt:5711

----

96WU_/DES3   Datum: EA=2.44(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V44-

V44  mw:2241.53 Anion CAS: Z-183186-08-5 fg:2 cnt:5713

----

96WU_/DES3   Datum: EA=2.46(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V45-

V45  mw:2292.48 Anion CAS: Z-183186-11-0 fg:2 cnt:5714

----

96WU_/DES3   Datum: EA=2.46(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V46-

V46  mw:2343.42 Anion CAS: Z-183186-13-2 fg:2 cnt:5715

----

96WU_/DES3   Datum: EA=2.49(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V47-

V47  mw:2394.37 Anion CAS: Z-183186-21-2 fg:2 cnt:5716

----

96WU_/DES3   Datum: EA=2.50(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V48-

V48  mw:2445.31 Anion CAS: Z-183186-23-4 fg:2 cnt:5717

----

96WU_/DES3   Datum: EA=2.53(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V49-

V49  mw:2496.26 Anion CAS: Z-183186-25-6 fg:2 cnt:5718

----

96WU_/DES3   Datum: EA=2.54(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V50-

V50  mw:2547.20 Anion CAS: Z-183186-27-8 fg:2 cnt:5719

----

96WU_/DES3   Datum: EA=2.55(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V51-

V51  mw:2598.14 Anion CAS: Z-183186-28-9 fg:2 cnt:5720

----

96WU_/DES3   Datum: EA=2.56(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V52-

V52  mw:2649.09 Anion CAS: Z-183186-29-0 fg:2 cnt:5721

----

96WU_/DES3   Datum: EA=2.56(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V53-

V53  mw:2700.03 Anion CAS: Z-183186-32-5 fg:2 cnt:5722

----

96WU_/DES3   Datum: EA=2.56(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V54-

V54  mw:2750.97 Anion CAS: Z-183186-34-7 fg:2 cnt:5723

----

96WU_/DES3   Datum: EA=2.56(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V55-

V55  mw:2801.92 Anion CAS: Z-178806-84-3 fg:2 cnt:5725

----

96WU_/DES3   Datum: EA=2.58(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V56-

V56  mw:2852.86 Anion CAS: Z-183186-37-0 fg:2 cnt:5724

----

96WU_/DES3   Datum: EA=2.57(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V60-

V60  mw:3056.64 Anion CAS: Z-183186-45-0 fg:2 cnt:5726

----

96WU_/DES3   Datum: EA=2.63(6) eV LPES p:9

++++++++++++++++++++++++++++++++

V65-

V65  mw:3311.36 Anion CAS: Z-183186-55-2 fg:2 cnt:5727

----

96WU_/DES3   Datum: EA=2.67(6) eV LPES p:9

++++++++++++++++++++++++++++++++

W-

W  mw:183.951 Anion CAS: Z-64847-13-8 fg:1 cnt:43

HOF(A.)= 203.0/0.5  82WAG/EVA    | S(A-)=45.1/0.1  98JANAF |  S(AH)= | S(A.)=41.6  82WAG/EVA

----

22NIN/LU     Datum: EA=0.816500(82) eV SEVI | HOF(A-)=184.2/0.5 R-EA p:9

Given: 0.816500(82) eV.

----

10LIN/AND    Datum: EA=0.81626(7) eV [6583.6(6) cm-1] p:9

Given: 6583.6(6) cm-1.

----

92BEN/CAS    Datum: EA=0.817(4) eV LPES p:8

----

81FEI/COR    Datum: EA=0.815(8) eV LPES p:8

Assigned transition is W- 6S5/2 to W 7S3. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).
###### the following are "below the line": evaluated as not accurate ####

----

67SCH/FIN    Datum: EA=0.50(30) eV Surf p:3

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [w-6.za0]

M062X/Def2T|178.2  |354.0|349.0| 1.073|181.6  |203.0  |16.9|66.2 

++++++++++++++++++++++++++++++++

W2-.

W2  mw:367.902 Anion CAS: Z-510757-99-0 fg:2 cnt:5935

----

95WEI/KRE    Datum: EA=1.46(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [w2-q.za0]

M062X/Def2T|314.1  |     |     | 0.826|       |333.2  |    |     

++++++++++++++++++++++++++++++++

W3-.

W3  mw:551.853 Anion CAS: Z-303184-94-3 fg:2 cnt:5936

----

95WEI/KRE    Datum: EA=1.44(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

10STA/BUR    Datum: EA=1.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [w3-d.za0]

M062X/Def2T|425.3  |     |     | 0.360|       |433.9  |    |     

++++++++++++++++++++++++++++++++

W4-.

W4  mw:735.804 Anion CAS: Z-185829-14-5 fg:2 cnt:5937

----

95WEI/KRE    Datum: EA=1.64(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy. See 10STA/BUR for time-resolved behavior.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [w4-d.za0]

M062X/Def2T|548.4  |     |     | 1.103|       |573.9  |    |     

++++++++++++++++++++++++++++++++

W5-.

W5  mw:919.755 Anion CAS: Z-213476-87-0 fg:2 cnt:5938

----

95WEI/KRE    Datum: EA=1.58(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

10STA/BUR    Datum: EA=1.50(5) eV LPES p:8

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W6-.

W6  mw:1103.71 Anion CAS: Z-185829-15-6 fg:2 cnt:5939

----

95WEI/KRE    Datum: EA=1.48(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W7-.

W7  mw:1287.66 Anion CAS: Z-181285-50-7 fg:2 cnt:5940

----

95WEI/KRE    Datum: EA=1.72(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W8-.

W8  mw:1471.61 Anion CAS: Z-213476-95-0 fg:2 cnt:5941

----

95WEI/KRE    Datum: EA=1.74(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W9-.

W9  mw:1655.56 Anion CAS: Z-185829-16-7 fg:2 cnt:5942

----

95WEI/KRE    Datum: EA=1.73(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W10-.

W10  mw:1839.51 Anion CAS: Z-213476-96-1 fg:2 cnt:5943

----

95WEI/KRE    Datum: EA=1.94(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W11-.

W11  mw:2023.46 Anion CAS: Z-213476-97-2 fg:2 cnt:5944

----

95WEI/KRE    Datum: EA=1.95(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W12-.

W12  mw:2207.41 Anion CAS: Z-258842-15-8 fg:2 cnt:5945

----

95WEI/KRE    Datum: EA=1.96(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W13-.

W13  mw:2391.36 Anion CAS: Z-1325148-37-5 fg:2 cnt:5946

----

95WEI/KRE    Datum: EA=1.89(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W14-.

W14  mw:2575.31 Anion CAS: Z-1325148-38-6 fg:2 cnt:5947

----

95WEI/KRE    Datum: EA=1.99(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W15-.

W15  mw:2759.26 Anion CAS: N-153423-16-6 fg:2 cnt:5948

----

95WEI/KRE    Datum: EA=2.21(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W16-.

W16  mw:2943.22 Anion CAS: N-153423-18-8 fg:2 cnt:5949

----

95WEI/KRE    Datum: EA=2.31(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W17-.

W17  mw:3127.17 Anion CAS: N-153423-20-2 fg:2 cnt:5950

----

95WEI/KRE    Datum: EA=2.40(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W18-.

W18  mw:3311.12 Anion CAS: N-153423-22-4 fg:2 cnt:5951

----

95WEI/KRE    Datum: EA=2.44(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W19-.

W19  mw:3495.07 Anion CAS: N-153423-24-6 fg:2 cnt:5952

----

95WEI/KRE    Datum: EA=2.41(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W20-.

W20  mw:3679.02 Anion CAS: Z-220982-91-2 fg:2 cnt:4577

----

95WEI/KRE    Datum: EA=2.44(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

----

99LEE/HUH    Datum: EA=2.509(410) eV LPES p:8

++++++++++++++++++++++++++++++++

W21-.

W21  mw:3862.97 Anion CAS: N-153423-26-8 fg:2 cnt:5953

----

95WEI/KRE    Datum: EA=2.52(5) eV LPES p:9

The stated EA is the Vertical Detachment Energy.

++++++++++++++++++++++++++++++++

W25-.

W25  mw:4598.77 Anion CAS: Z-220982-92-3 fg:2 cnt:4578

----

99LEE/HUH    Datum: EA=2.631(358) eV LPES p:8

++++++++++++++++++++++++++++++++

W28-.

W28  mw:5150.63 Anion CAS: Z-220982-93-4 fg:2 cnt:4579

----

99LEE/HUH    Datum: EA=2.631(410) eV LPES p:8

++++++++++++++++++++++++++++++++

W29-.

W29  mw:5334.58 Anion CAS: Z-220982-94-5 fg:2 cnt:4580

----

99LEE/HUH    Datum: EA=2.652(338) eV LPES p:8

++++++++++++++++++++++++++++++++

W30-.

W30  mw:5518.53 Anion CAS: Z-220982-95-6 fg:2 cnt:4581

----

99LEE/HUH    Datum: EA=2.744(553) eV LPES p:8

++++++++++++++++++++++++++++++++

W32-.

W32  mw:5886.43 Anion CAS: Z-220982-96-7 fg:2 cnt:4582

----

99LEE/HUH    Datum: EA=2.734(225) eV LPES p:8

++++++++++++++++++++++++++++++++

W35-.

W35  mw:6438.28 Anion CAS: Z-220982-97-8 fg:2 cnt:4583

----

99LEE/HUH    Datum: EA=2.744(307) eV LPES p:8

++++++++++++++++++++++++++++++++

W37-.

W37  mw:6806.19 Anion CAS: Z-220982-98-9 fg:2 cnt:4584

----

99LEE/HUH    Datum: EA=2.836(256) eV LPES p:8

++++++++++++++++++++++++++++++++

W40-.

W40  mw:7358.04 Anion CAS: Z-220982-99-0 fg:2 cnt:4585

----

99LEE/HUH    Datum: EA=2.898(287) eV LPES p:8

++++++++++++++++++++++++++++++++

W45-.

W45  mw:8277.79 Anion CAS: Z-220983-00-6 fg:2 cnt:4586

----

99LEE/HUH    Datum: EA=2.959(338) eV LPES p:8

++++++++++++++++++++++++++++++++

W50-.

W50  mw:9197.55 Anion CAS: Z-220983-01-7 fg:2 cnt:4587

----

99LEE/HUH    Datum: EA=3.031(266) eV LPES p:8

++++++++++++++++++++++++++++++++

W60-.

W60  mw:11037.1 Anion CAS: Z-220983-02-8 fg:2 cnt:4588

----

99LEE/HUH    Datum: EA=3.082(317) eV LPES p:8

++++++++++++++++++++++++++++++++

W75-.

W75  mw:13796.3 Anion CAS: Z-220983-03-9 fg:2 cnt:4589

----

99LEE/HUH    Datum: EA=3.205(338) eV LPES p:8

++++++++++++++++++++++++++++++++

W90-.

W90  mw:16555.6 Anion CAS: Z-220983-04-0 fg:2 cnt:4590

----

99LEE/HUH    Datum: EA=3.287(410) eV LPES p:8

++++++++++++++++++++++++++++++++

Xe-

Xe  mw:131.905 Anion CAS: Z-20205-94-1 fg:1 cnt:10999

HOF(A.)= 0.0 Defn            | S(A-)=41.9/0.1 Stat |  S(AH)= | S(A.)=40.6  82WAG/EVA

----

04AND/       Datum: EA=<0.0 eV Est4 p:5

There is no evidence that this anion is bound.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [xe-d.zz0]

M062X/Def2T|194.7  |     |     |-8.444|       |       |    |     

++++++++++++++++++++++++++++++++

Y-

Y  mw:88.906 Anion CAS: Z-54604-25-0 fg:1 cnt:29

HOF(A.)= 100.7/0.5  82WAG/EVA    | S(A-)=39.4/0.1 Stat |  S(AH)= | S(A.)=42.9  82WAG/EVA

----

23ZHA/LU     Datum: EA=0.31129(22) eV SEVI | HOF(A-)=93.5/0.5 R-EA p:9

Given: 0.31129(22) eV. This appears to be the same measurment as 22NIN/LU.

----

22NIN/LU     Datum: EA=0.31129(21) eV SEVI p:8

Given: 0.31129(21) eV.

----

81FEI/HER    Datum: EA=0.307(12) eV LPES p:8

Assigned transition is Y- 1D0 to Y 2D3/2. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [y-s.za0]

M062X/Def2T|128.8  |401.6|396.6|-1.226|92.0   |100.6  |16.4|60.7 

++++++++++++++++++++++++++++++++

Yb-

Yb  mw:173.939 Anion CAS: Z-80921-33-1 fg:1 cnt:7854

HOF(A.)=  36.4/0.2  10KON/BEN    | S(A-)=42.8/0.1 Stat |  S(AH)= | S(A.)=41.4  82WAG/EVA

----

97NAD/GAR    Datum: EA=0.010(10) eV EFD  p:8

----

19ZHA/LIT    Datum: EA=<0.0036 eV AMS  p:6

Upper limit, due to non-observation.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [yb-d.za0]

M062X/Def2T|45.9   |     |     |-0.414|       |36.4   |    |     

++++++++++++++++++++++++++++++++

Zn-

Zn  mw:63.930 Anion CAS: Z-19229-95-9 fg:1 cnt:10994

HOF(A.)=  31.2/0.1  82WAG/EVA    | S(A-)=38.5/0.1  98JANAF |  S(AH)= | S(A.)=38.5  82WAG/EVA

----

03SUL/BUR    Datum: EA=-3.82(5) eV ETS  p:7

----

99AND/HAU    Datum: EA=<0.0 eV Est4 p:5

All group 12 elements appear to have unbound anions.

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [zn-d.za0]

CBS-QB3    |52.7   |356.9|351.8|-0.948|61.6   |30.9   |17.0|21.4 

M062X/Def2T|56.6   |360.1|355.1|-1.099|61.2   |31.3   |17.0|22.2 

B3/6-311++G|55.0   |360.6|355.5|-1.031|61.8   |31.2   |17.0|21.6 

++++++++++++++++++++++++++++++++

Zr-

Zr  mw:89.905 Anion CAS: Z-54604-26-1 fg:1 cnt:30

HOF(A.)= 145.5/0.5  82WAG/EVA    | BDE(A-H)= 74.2/5.0 R-AH           

HOF(AH)= 123.4/5.0  02BIN/MIL    |

DacidS=18.7/0.1 A-AH |  S(A-)=44.4/0.1  98JANAF |  S(AH)=51.7/0.1  02BIN/MIL | S(A.)=43.3  82WAG/EVA

----

17FU_/LI     Datum: EA=0.433283(89) eV SEVI | HOF(A-)=135.5/5.9 Acid p:9

DacidH(AH)= 377.8/3.2 D-EA

Given: 0.433283(89) eV.

----

81FEI/COR    Datum: EA=0.426(14) eV LPES p:8

Assigned transition is Zr- 4F to Zr 3F. Corrected by 1 meV, per 85HOT/LIN, due to change in electron affinity(O).

--------- computations ------------

HOF(A-) DacidH DacidG  EAeV HOF(AH) HOF(A.) DacidS BDE [zr-q.za0]

M062X/Def2T|137.1  |354.0|349.1| 0.358|147.8  |145.4  |16.5|49.7 

++++++++++++++++++++++++++++++++

16:43:32

