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Figure SI1.  Plot of the AutoDock3 docked energy versus the Log (106/IC50) for the set 

of compounds studied. 
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Statistical data for linear regression equation: 

 

Log(106/IC50) = 1.8056 - 0.33 ×  ΔGAutoDock3 (kcal/mol)                           (1) 

N = 75  r = 0.790 r2 = 0.619 F(1, 73) = 121.44 p < 10-4

 


