	

Table 1. A series of analogues included in the training data for which the inhibitory activity was greatly affected due to small differences in stereochemistry or functional groups. The f_avg IC50 in uM units is depicted for each compound.
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	IC50: 0.67 uM
	IC50: 52.07 uM 
	IC50: 99.5 uM 
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	IC50: 1.71 uM 
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	IC50: 99.5 uM 
	IC50: 3.24 uM 
	IC50: 96.5 uM 
	IC50: 0.32 uM 
	IC50: 0.26 uM 

	
compound 330
[image: Diagram

Description automatically generated]
	
compound 331
[image: Diagram

Description automatically generated]
	
compound 332
[image: Diagram

Description automatically generated]
	
compound 333
[image: Diagram

Description automatically generated]

	IC50: 0.19 uM
	IC50: 49.8 uM
	IC50: 4.94 uM
	IC50: 99.5 uM
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	IC50: 0.1 uM
	IC50: 15.62 uM
	IC50: 0.29 uM
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