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Neutral Dimer System
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LUMO of 3,5-dnba/
4-dmaba dimer
E=-19118 eV

HOMO of 3,5-dnba/
4-dmaba dimer
E =-7.056 eV
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1- Dimer System

LUMO of 3,5-dnba-/4-dmaba dimer HOMO of 3,5-dnba-/4-dmaba dimer
E=1.1755¢eV E =-3.9981 eV

2" HOMO of 3,5-dnba/4-dmaba dimer 3rd HOMO of 3,5-dnba-/4-dmaba dimer
E =-4.0582 eV E=-4.1625 eV
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2- Dimer System

M o it §

LUMO of 3,5-dnba-/4-dmaba— dimer HOMO of 3,5-dnba-/4-dmaba— dimer
E = 3.5366 eV E =-0.1239 eV

OP—woeiio-5

O-O—- Dowmar—o

2"d HOMO of 3,5-dnba-/4-dmaba- dimer 3rd HOMO of 3,5-dnba-/4-dmaba- dimer
= -0.246 eV =-0.6176 eV



