AM1 BONDS ESP VECTORS PRECISE +

CHARGE=-1

Phenolate anion

AM1 CALCULATION
VERSION 6.00

FINAL HEAT OF FORMATION = -29.72681 KCAL

TOTAL ENERGY = -1157.60678 EV

ELECTRONIC ENERGY = -4252.89816 EV

CORE-CORE REPULSION = 3095.29138 EV

IONIZATION POTENTIAL = 2.83833

NO. OF FILLED LEVELS = 18

MOLECULAR WEIGHT = 93.105

SCF CALCULATIONS = 2

COMPUTATION TIME = 10.000 SECONDS

EIGENVECTORS
Orb 13 14 15 16 17 18 19 20 21 22 23 24
w3 Ip w4 75 w6

Ei -7.38 -726 -6.34 -508 -426 -2.84 534 590 815 832 857 869
S C1 0.00 0.00 0.00 000 000 000 000 000 000 -004 002 -042
PX C1 028 -0.17 0.00 0.00 003 000 000 000 000 -013 -0.15 0.16
PY Ci1 021 -024 000 000 -0.01 000 000 000 000 -024 0.05 0.29
Pz C1 0.00 0.00 -049 0.00 000 048 -0.01 057 026 0.00 0.0 0.00
S C2 -0.01 001 000 000 003 000 000 000 000 028 -0.14 0.21
PX C2 026 021 000 000 -0.01 000 000 000 000 006 -0.30 -0.03
PY C2 0.12 027 0.0 000 007 000 000 000 000 -032 027 0.06
Pz C2 0.00 0.00 -0.31 -0.50 0.0 0.06 050 -041 -0.29 0.00 0.00 0.00
S C3 0.03 -0.01 0.00 000 -0.10 0.00 0.00 0.0 000 -0.04 0.00 -0.23
PX C3 028 -019 0.0 000 011 000 000 0.00 000 003 -0.19 -0.01
PY C3 -015 -027 000 000 -0.19 0.00 0.00 0.0 000 -008 0.03 0.1
Pz C3 0.00 0.00 0.04 -049 0.00 -044 -050 -0.03 0.40 0.00 0.00 0.00
S C4 0.00 0.01 0.00 000 000 000 000 000 000 014 0.00 0.08
PX C4 027 018 000 000 -0.10 0.00 0.00 0.00 000 -0.03 -0.17 -0.02
PY C4 0.17 026 0.00 000 004 000 000 000 000 -007 0.08 -0.03
Pz Ci4 0.00 0.00 043 0.00 000 -0.16 0.00 049 -0.60 0.00 0.00 0.00
S C5 -0.03 0.00 000 000 0.0 000 0.0 0.00 000 -0.04 0.02 -0.21
PX C5 025 -019 0.00 000 023 000 000 000 000 -0.08 -0.14 0.08
PY C5 -023 -026 000 000 001 000 000 000 000 -002 012 0.06
Pz C5 0.00 0.00 0.05 049 000 -044 051 -0.02 040 0.00 0.00 0.00
S C6 001 0.01 0.00 000 -0.03 000 000 000 000 027 013 022
PX C6 021 017 000 000 -0.07 000 000 000 000 -028 -042 0.03
PY C6 023 028 0.00 000 -0.05 000 000 000 000 -012 0.10 0.01
Pz Cb6 0.00 0.00 -030 051 0.00 004 -049 -042 -0.30 0.00 0.00 0.00
S H7 0.04 031 0.00 000 -0.01 000 000 000 000 -023 -0.04 061
S H8 026 -0.13 000 000 -0.08 000 000 000 000 -050 043 -0.10
S H9 028 -019 0.00 0.00 007 000 000 000 000 000 020 021
S H10 -0.32 -0.14 0.00 0.00 -0.06 0.00 0.00 000 000 002 -020 0.18
S H 11 024 -017 0.00 000 009 000 000 000 000 -046 -046 -0.14
S 012 -001 -012 000 0.00 0.00 0.00 000 000 000 0.00 0.00 -0.01
PX 012 -026 -0.13 000 0.00 082 0.0 000 000 000 002 0.04 0.03
PY 012 009 -038 000 000 -039 0.0 0.00 000 000 004 -0.03 0.05
PZ 012 000 0.00 062 000 000 059 0.00 -030 027 000 0.00 0.00
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1
AM1 BONDS ESP VECTORS PRECISE +
CHARGE=0 UHF
Phenoxyl radical
AM1 CALCULATION

VERSION 6.00

FINAL HEAT OF FORMATION = 16.64809 KCAL
TOTAL ENERGY = -1155.59582 EV
ELECTRONIC ENERGY = -4250.88720 EV
CORE-CORE REPULSION = 3095.29138 EV
IONIZATION POTENTIAL = 10.02345
NO. OF ALPHA ELECTRONS = 18
NO. OF BETA ELECTRONS = 17
MOLECULAR WEIGHT = 93.105
SCF CALCULATIONS = 2
COMPUTATION TIME = 10.000 SECONDS
EIGENVECTORS
Orb 13 14 15 16 17 18 19 20 21 22 23 24
Ip 73 74 5 76
o Ei -13.16 -13.03 -12.87 -11.48 -10.63 -10.02 020 039 239 332 356 356
73 Ip 4 15 76
Yij Ei -12.87 -12.77 -11.31 -11.07 -1043 -1.28 053 1.13 278 336 35 371
AM1 BONDS ESP VECTORS PRECISE +
CHARGE=1 UHF TRIPLET
Phenoxyl cation triplet
AM1 CALCULATION

VERSION 6.00

FINAL HEAT OF FORMATION 235.20349 KCAL

TOTAL ENERGY = -1146.11854 EV
ELECTRONIC ENERGY = —4241.40992 EV
CORE-CORE REPULSION = 3095.29138 EV
IONIZATION POTENTIAL = 15.77211
NO. OF ALPHA ELECTRONS = 18
NO. OF BETA ELECTRONS = 16
MOLECULAR WEIGHT = 93.105
SCF CALCULATIONS = 2
COMPUTATION TIME = 10.000 SECONDS
EIGENVECTORS
Orb 13 14 15 16 17 18 19 20 21 22 23 24
? 73 4 75 76
Ei -20.07 -19.03 -1827 -17.62 -1589 -1580 -6.15 -528 -3.44 -326 -2.32 -2.14

73 74 Ip 5 w6
Ei -18.15 -17.78 -17.48 -15.77 -848 -7.46 -4.95 -4.78 -286 -282 -200 -1.82




AM1 BONDS ESP VECTORS PRECISE +

CHARGE=1
Phenoxyl

cation singlet

AM1 CALCULATION
VERSION 6.00
FINAL HEAT OF FORMATION = 238.48266 KCAL
TOTAL ENERGY = -1145.97635 EV
ELECTRONIC ENERGY = -4241.26773 EV
CORE-CORE REPULSION = 3095.29138 EV
IONIZATION POTENTIAL = 15.95867
NO. OF FILLED LEVELS = 17
MOLECULAR WEIGHT = 93.105
SCF CALCULATIONS = 2
COMPUTATION TIME = 10.000 SECONDS
EIGENVECTORS
Orb 13 14 15 16 17 18 19 20 21 22 23 24
Ip 73 w4 7m5 w6
Ei -18.58 -18.50 -17.38 -17.09 -15.96 -8.77 -56.39 -5.16 -3.30 -273 -2.11 -2.08
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