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Spectral Property Prediction 
（略） 

Wu, C.; Chen, H.; Corrigan, N.; Jung, K.; Kan, X.; Li, Z.; Liu, W.; Xu, J.; Boyer, C.,  J. Am. Chem. Soc. 2019, 
10.1021/jacs.9b01096. 

Green Light 
Absorption 
~ 500 nm  
   (f = 0.71) 

UV Light 
Absorption 
~ 300 nm 

TD-DFT↓ 





16 Wu, C.; Chen, H.; Corrigan, N.; Jung, K.; Kan, X.; Li, Z.; Liu, W.; Xu, J.; Boyer, C.,  J. Am. Chem. Soc. 2019, 
10.1021/jacs.9b01096. 

<S1|HSOC|T1> =    0.61 cm-1 

<S1|HSOC|T2> = 28.33 cm-1 

<S1|HSOC|T3> =    5.56 cm-1 

( T3 high energy level) 
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Structure-Property Relationships 

Wu, C.; Chen, H.; Corrigan, N.; Jung, K.; Kan, X.; Li, Z.; Liu, W.; Xu, J.; Boyer, C.,  J. Am. Chem. Soc. 2019, 
10.1021/jacs.9b01096. 

X = H 
Y = Cl / Br 

More 
Br or I 

Cl 
Br 
I 
H 

Less 

More 

Overall BEST Design: 
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