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Table S1. Descriptors obtained in gas phase and used for structure-activity relationship 

Compound LUMO-1 Log10ω pIC50 
observed 

pIC50 

Calculated 
Residual 

1 -11.471 -0.753 4.584 4.584 0.000 
2 -14.478 -0.859 3.252 3.200 0.052 
3 -14.575 -0.862 3.204 3.272 -0.068 
5 -15.088 -0.876 3.542 3.705 -0.164 
8 -15.078 -0.876 3.876 3.685 0.192 

10 -15.044 -0.875 3.636 3.649 -0.013 
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Table S2. Descriptors obtained in solvent phase and used for structure-activity relationship 

 

Compound HOMO-1 η-1 pIC50 
observed 

pIC50 

Calculated 
Residual 

1 -4.325 13.458 4.584 4.511 0.073 
2 -4.412 13.822 3.252 3.495 -0.242 
4 -4.406 13.791 3.667 3.686 -0.020 
5 -4.388 13.729 3.542 3.323 0.218 
8 -4.443 13.934 3.876 3.958 -0.082 

10 -4.451 13.909 3.636 3.584 0.053 
 


