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Figure S1. The HOMO, LUMO, and their energies of all compounds discussed in the main text estimated by DFT 

and TDDFT (nstate=10) calculation after the structural optimization at the B3LYP/6-31+G level.  
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Figure S2. The orbitals and energies of 2-BB estimated by DFT and TDDFT (nstate=10) calculation after the 

structural optimization at the B3LYP/6-31+G level.  

 

 

 

 

Figure S3. The HOMO and LUMO of 3-nn for single molecule and each packing mode (type A and type B) by 

TDDFT calculation at the B3LYP/6-31+G level (nstate=10). The structures of type A and B stackings were obtained 

from single crystal X-ray analysis.  
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