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二萘嵌苯二酰亚胺衍生物的半导体性质 
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Fig.S1 Illustration of the internal reorganization energies of charge self-exchange 

process 
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Fig.S2  Atom labels of 4 
 
 

Table S1 B3lYP/6-31G(d) optimized geometries of neutral and anion of 4 
 

parameter Neutral (nm) Anion (nm) 
C7-O 12.3668 12.2486 
C1-C2 13.9874 13.8133 
C5-C6 14.2923 14.5938 
C1-C3 13.8426 14.0155 
C2-C4 13.9648 14.1703 
C4-C6 14.3124 14.3230 
C3-C5 14.1599 14.1793 
C4-C10 14.7049 14.4914 
C10-C11 14.3129 14.3224 
C11-C12 14.3124 14.3230 
C12-C13 14.7049 14.4914 
C3-C7 14.8187 14.5935 
C-F 13.4829 13.5313 

C7-N 14.0863 14.0248 
 


