allyl radical calculated on UHF/PM3

ALPHA ElI GENVALUES

-34.91390 -26.20140 -19.65051 -16.68841 -15.41230 -13.22919 -12.49874 -11. 97309
-9. 15573 1. 46339 3.22122 3.60324 3. 84215 4.49994 4.52433 5. 68776
5.78331

BETA El GENVALUES

-34. 54849 -25.11520 -19.56672 -16.54019 -15.21775 -12. 96089 -12.38538 -11.11292
0. 17920 2. 33906 3. 52287 3. 89818 4.11544 4.73281 4.83949 5. 79533
5. 99529

E/eV

A

e 2.33906
1. 46330 m—

Q

-9, 15573# ‘
+ 211. 11292
{11. 97309

{12. 49874 f f -12. 38538

a-SOMO (-9.15573 eV)

ATOMIC ORBITAL SPIN POPULATIONS C2 -0.56826
2s  -0.04351
Cl 0. 88633 2px -0. 06359
2s 0. 05539 TS 0. o3gog 2Py -0.05611 C3  0.88644
2px 0. 06337 ' 2pz -0. 40505 2s 0. 05540
2py 0. 06509 © 2px 0. 06456
2pz 0.70248 2py 0. 06391
2pz 0.70257
HA
1s -0.06119
H7
1s -0.06119
H5
1s -0. 06008 H8

1s -0. 06008



benzyl radical calculated on UHF/PM3

ALPHA ElI GENVALUES

-39. 57510 -31.94131 -29.70018 -25.29102 -21.60143 -20.43702 -17.84447 -16. 69672

-15. 54992 -14.68546 -14.60235 -13. 63563 -13.49698 -12. 78842 -12.22246 -11. 07347

-10. 18344 -8.77226 0. 58389 0. 82861 2.79698 3.01884 3. 29953 3.36717
3. 51125 3. 79037 3.89464  4.33563 4.36131 5. 00013 5. 14860 5. 31379
5. 41966 6. 15234 6. 29895

BETA EI GENVALUES

-39. 44403 -31.60207 -29.62141 -24.43190 -21.56484 -20.41912 -17.70856 -16.62311

-15. 44742 -14.66379 -14.52195 -13.37861 -13. 20650 -12. 69465 -12.19998 -10. 34389
-9.94961 -0.28391 0. 83699 1.58533  3.08831 3. 21749 3.41795 3. 45194
3.70641 3.98801 4.01110 4.43719 4.60950 5.05538 5.21839 5. 43621
5. 53067 6. 24524 6. 34109

E/eV

1. 58533
0. 83699
— - 0, 28391

-8.77226 —‘:4

-9. 94961
10. 18344 # -10. 34389

11. 07347

0.82861 o ————
0. 58389

a-SOMO (-8.77226 eV)

ATOMIC ORBITAL SPIN POPULATIONS

A® H8 - 0. 04036

HO 0.03352 {3y

H14 -0. 06520

£
H10 -0. 03883 w : H‘(Ilﬁ)H13 - 0. 06520

Co6 0. 58287

IH(12) H12 -0.04035
H11 0. 03351



