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Molecules

Figure S1: Dispersion of HOMO-LUMO charge density and computed energy gap of synthetic

reference B and newly designed B1-B7 HTM series.



Table S1. Computed values of HOMO-LUMO and Eg of newly designed HTM series B1-B7 along
with synthetic reference B.

Molecules (E(':;\J/'\;O) (E(Lel<>/|)0) Eq= ELLé(I;/I\(;)' Enomo
B -5.94 -0.43 5.51
B1 -6.31 -1.82 4.49
B2 -6.40 -2.08 4.32
B3 -6.38 -1.99 4.40
B4 -6.37 -1.95 4.42
B5 -6.53 -2.50 4.02
B6 -6.55 -2.62 3.93

B7 -6.46 -2.38 408




