
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

π3 lp π4 π5 π6

Ei -7.38 -7.26 -6.34 -5.03 -4.26 -2.84 5.34 5.90 8.15 8.32 8.57 8.69

S C 1 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 -0.04 0.02 -0.42

PX C 1 0.28 -0.17 0.00 0.00 0.03 0.00 0.00 0.00 0.00 -0.13 -0.15 0.16

PY C 1 -0.21 -0.24 0.00 0.00 -0.01 0.00 0.00 0.00 0.00 -0.24 0.05 0.29

PZ C 1 0.00 0.00 -0.49 0.00 0.00 0.48 -0.01 0.57 0.26 0.00 0.00 0.00

S C 2 -0.01 0.01 0.00 0.00 0.03 0.00 0.00 0.00 0.00 0.28 -0.14 0.21

PX C 2 -0.26 0.21 0.00 0.00 -0.01 0.00 0.00 0.00 0.00 0.06 -0.30 -0.03

PY C 2 0.12 0.27 0.00 0.00 0.07 0.00 0.00 0.00 0.00 -0.32 0.27 0.06

PZ C 2 0.00 0.00 -0.31 -0.50 0.00 0.06 0.50 -0.41 -0.29 0.00 0.00 0.00

S C 3 0.03 -0.01 0.00 0.00 -0.10 0.00 0.00 0.00 0.00 -0.04 0.00 -0.23

PX C 3 0.28 -0.19 0.00 0.00 0.11 0.00 0.00 0.00 0.00 0.03 -0.19 -0.01

PY C 3 -0.15 -0.27 0.00 0.00 -0.19 0.00 0.00 0.00 0.00 -0.08 0.03 0.11

PZ C 3 0.00 0.00 0.04 -0.49 0.00 -0.44 -0.50 -0.03 0.40 0.00 0.00 0.00

S C 4 0.00 0.01 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.14 0.00 0.08

PX C 4 -0.27 0.18 0.00 0.00 -0.10 0.00 0.00 0.00 0.00 -0.03 -0.17 -0.02

PY C 4 0.17 0.26 0.00 0.00 0.04 0.00 0.00 0.00 0.00 -0.07 0.08 -0.03

PZ C 4 0.00 0.00 0.43 0.00 0.00 -0.16 0.00 0.49 -0.60 0.00 0.00 0.00

S C 5 -0.03 0.00 0.00 0.00 0.10 0.00 0.00 0.00 0.00 -0.04 0.02 -0.21

PX C 5 0.25 -0.19 0.00 0.00 0.23 0.00 0.00 0.00 0.00 -0.08 -0.14 0.08

PY C 5 -0.23 -0.26 0.00 0.00 0.01 0.00 0.00 0.00 0.00 -0.02 0.12 0.06

PZ C 5 0.00 0.00 0.05 0.49 0.00 -0.44 0.51 -0.02 0.40 0.00 0.00 0.00

S C 6 0.01 0.01 0.00 0.00 -0.03 0.00 0.00 0.00 0.00 0.27 0.13 0.22

PX C 6 -0.21 0.17 0.00 0.00 -0.07 0.00 0.00 0.00 0.00 -0.28 -0.42 0.03

PY C 6 0.23 0.28 0.00 0.00 -0.05 0.00 0.00 0.00 0.00 -0.12 0.10 0.01

PZ C 6 0.00 0.00 -0.30 0.51 0.00 0.04 -0.49 -0.42 -0.30 0.00 0.00 0.00

S H 7 0.04 0.31 0.00 0.00 -0.01 0.00 0.00 0.00 0.00 -0.23 -0.04 0.61

S H 8 -0.26 -0.13 0.00 0.00 -0.08 0.00 0.00 0.00 0.00 -0.50 0.43 -0.10

S H 9 0.28 -0.19 0.00 0.00 0.07 0.00 0.00 0.00 0.00 0.00 0.20 0.21

S H 10 -0.32 -0.14 0.00 0.00 -0.06 0.00 0.00 0.00 0.00 0.02 -0.20 0.18

S H 11 0.24 -0.17 0.00 0.00 0.09 0.00 0.00 0.00 0.00 -0.46 -0.46 -0.14

S O 12 -0.01 -0.12 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 0.00 -0.01

PX O 12 -0.26 -0.13 0.00 0.00 0.82 0.00 0.00 0.00 0.00 0.02 0.04 0.03

PY O 12 0.09 -0.38 0.00 0.00 -0.39 0.00 0.00 0.00 0.00 0.04 -0.03 0.05

PZ O 12 0.00 0.00 0.62 0.00 0.00 0.59 0.00 -0.30 0.27 0.00 0.00 0.00
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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

lp π3 π4 π5 π6

α Ei -13.16 -13.03 -12.87 -11.48 -10.63 -10.02 0.20 0.39 2.39 3.32 3.56 3.56

π3 lp π4 π5 π6

β Ei -12.87 -12.77 -11.31 -11.07 -10.43 -1.28 0.53 1.13 2.78 3.36 3.56 3.71

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

? π3 π4 π5 π6

Ei -20.07 -19.03 -18.27 -17.62 -15.89 -15.80 -6.15 -5.28 -3.44 -3.26 -2.32 -2.14

π3 π4 lp π5 π6

Ei -18.15 -17.78 -17.48 -15.77 -8.48 -7.46 -4.95 -4.78 -2.86 -2.82 -2.00 -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

lp π3 π4 π5 π6

Ei -18.58 -18.50 -17.38 -17.09 -15.96 -8.77 -5.39 -5.16 -3.30 -2.73 -2.11 -2.08
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