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Fig S1: Structure of each compound indicating different substitutions 
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Table S1: Dock Scores of all the ligand in 3CS8 protein site. 

Ligand Glide Score Dock Score 

7k -10.06 -10.06 

8h -10.03 -9.99 

8g -9.93 -9.93 

7j -9.81 -9.77 

7i -9.62 -9.62 

7l -9.47 -9.43 

7c -9.14 -9.14 

7d -9.1 -9.07 

8d -8.99 -8.99 

7a -8.82 -8.82 

8c -8.85 -8.82 

7m -8.32 -8.31 

7f -7.83 -7.79 

8f -7.3 -7.26 

7n -9.13 -6.51 

7o -6.31 -6.31 

8j -8.89 -6.27 

7b -5.81 -5.77 

Rosiglitazone -5.72 -5.72 

8k -5.63 -5.62 

8l -5.5 -5.47 

8b -5.42 -5.39 

7e -5.13 -5.13 

8a -4.87 -4.87 

7p -6.5 -4.83 

7g -4.31 -4.31 

8e -3.54 -3.54 

7h -3.18 -3.15 

8i -2.75 -0.17 
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Compound 7k 

1H-NMR 
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13C-NMR 
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Mass Spectrum 
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Compound 7m 
 
1H-NMR 
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13C-NMR 

 


