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CH,=CH-CH, Huckel
1 mn
2 T Orbital Energies and LCAO Coefficients
1.4142 0.0000 -1.4142
3 - - ]
4 0.5000 0.7071 -0.5000
0.7071 0.0000 0.7071
0.5000 -0.7071 -0.5000
1 Huckel o Huckel
MNDO-PM3 -AM1
2 T Pariser-Parr-Pople PPP

So E=2l,+
2|2 + ‘]11 + ‘]22 + 4‘]12

® —

So S; Ty
MOPAC97
XX
1 4@

FINAL HEAT OF FORMATION = 31.96885 KCAL =  133.75767 KJ X
TOTAL ENERGY = XXXX . XXXXX EV |
ELECTRONIC ENERGY = -3339.85905 EV NT
CORE-CORE REPULSION = 2424.52710 EV
POINT GROUP : XXX pyridine
IONIZATION POTENTIAL X.XXXXX EV CsHsN

NO. OF FILLED LEVELS XX

EIGENVALUES

-39.95342 -33.12709 -31.48571 -24.11379 -24.01787 -17.98508 -16.69291 -16.58628

-14.42906 -14.35908 -13.93962 -12.54431 -10.71779 -10.64549 -9.93230 0.13850
0.27822  2.79123 3.51728 3.75849  3.84117 3.97369 4.02543  4.50347
4.72573 5.05241 5.18547 5.64708 6.82542
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