semiempirical MO calculation (MNDO/PM3 (MOPAC))

Naphthalene

HOMO -8.835eV

HOMC-1 -8.435aV

Anthracene

HOMO-1 -8.273aY

TCNE

LUMO+1 -0.316eV

LUMO 28818V

TCNQ

LUMO+1 -0.088eY

LUMGC -3.067eV

Quinhydrone
C12H 1004, mp. 169' 172 ° C

HOMO -8.755eV

LUMO -1.70GaV






