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图 S1  OD1 和 OD2 染料的 DFT 优化的分子构型 

Fig.S1  Optimized molecular configurations of OD1 (top) to OD2 (down) 

simulated by DFT 
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表 S1   Mulliken 布居分析 OD1 和 OD2 染料基态(S0)和激发态(S1)的电荷分布 

Table S1  Ground state (S0) and excited state (S1) partial charges of the dye 

OD1-OD2 from Mulliken Population analysis. 

 

OD1 Partial charges 

 Donor unit Acceptor unit 

Ground State S0 0.545 -0.545 

Excited State S1 0.636 -0.636 

 

OD2 Partial charges 

 Donor  

unit 

Linker 

(acetylene) 

Auxiliary 

withdrawing 

Linker 

(phenyl) 

Acceptor 

unit 

Ground State S0 0.128 0.001 -0.120 0.209 -0.224 

Excited State S1 0.423 0.054 -0.289 0.156 -0.344 

 


