
f(S0 → S1) = 0.1819

HOMO (−4.85 eV) LUMO (−1.86 eV)BN-DBC

 Egap = 2.99 eV

Figure S9. HOMO and LUMO distributions, HOMO−LUMO energy level gap, and 

oscillator strength of BN-DBC.
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Figure S22. Optimized S0 and S1 structures, single point energy, and reorganization 

energy (λ) of (P)-BN-TP-ICz.


