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Table S1 Chemo-informatic cluster analysis of the 135 confirmed hits 

Scaffold Name Scaffold 
Coding 

Number of 
Compounds Most Representative Molecule 
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X1=H, X2=N, Rx =H unless specified; R4=2-fluorophenyl; R5=2-nitro ; R7=4-nitro; R8=4-methoxy; n1= 0; 
n2=1 ; R11=4-methoxy; A=phenyl, R12=4-isobutyl; R13=3-Cl ; R14=2-CF3; R15, = 7,7 dimethylbicycloheptyl ; 
R16=dioxolane ; R17= 7,7 dimethylbicycloheptyl ; R18=4-Cl ; R21=2-chlorophenyl ; R22=2-chlorophenyl ; 
R23=ethyl ; R24=CF3. 
 


