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Scheme 1. Molecular structures of model

Table 1. Dihedral angle, diradical character, HOMO-LUMO gap, singlet and triplet excitation energies and their differences

Dihedral angle Yo Vi HOMO-LUMO gap ES)) E(T)  2E(T)-ES)

Molecule [degree] [-] [-] [eV] [eV] [eV] [eV]

1 180 0.47 0.04 1.89 2.39 0.94 —0.52

2-0 180 037 0.03 2.35 2.80 1.36 —0.08

2-S 180 033 0.03 2.44 2.87 1.52 0.18
2-C;H, 180 0.20 0.07 3.02 3.42 221 0.99
3-F 160.5 0.40 0.04 2.13 2.52 1.26 0.00
3-Cl1 150.8 0.40 0.05 2.14 2.47 1.30 0.13
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