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Statistical validation parameters for model-1: 

R2tr = 0.783, R2adj. = 0.781, LOF = 0.18, Kxx = 0.39, ΔK = 0.071, RMSEtr = 0.419, MAEtr = 

0.35, RSStr = 179.941, CCCtr = 0.878, s = 0.421, F = 609.878, R2cv (Q2loo) = 0.78, RMSEcv = 

0.422, MAEcv = 0.352, PRESScv = 182.45, CCCcv = 0.876, Q2LMO = 0.779, R2Yscr = 0.006, 

Q2Yscr = -0.008, RMSEex = 0.425, MAEex = 0.357, PRESSext = 45.78, R2ex  = 0.772, Q2-F1 

= 0.768, Q2-F2 = 0.768, Q2-F3 = 0.777, CCCex = 0.871, R2-ExPy = 0.772, R'o2 = 0.711, k' = 

1.005, 1-( R2/ R’o2) = 0.079, r'2m = 0.581, Ro2 = 0.772, k = 0.992, 1-(R2-ExPy/ Ro2) = 0, r2m = 

0.766 

 
Experimental procedure- Molecular docking: 
For molecular docking, the protein preparation was accomplished using DockPrep protocol 

available in Chimera. It involved removal of water/solvent molecules, fixing of non-standard 

residues, adding hydrogens and charges (AMBER force field). Then, DockingApp, which uses 

AutoDock vina for actual docking and docking score calculations, was used for flexible molecular 



docking of all the molecules inside the active site. The ‘Grid Type’ and ‘VS Type’ were set to 

‘Select grid-bounding residues’ and ‘Flexible Docking’ respectively. The residues constituting the 

four major grooves P1-P4 were set as flexible residues. The structure of protein and all ligands 

were provided in ‘.pdb’ format. The ‘number of CPU cores to use’ was set to 20 to speed-up the 

virtual screening process. 

 
Statistical symbols with names and explanations: 

R2 – correlation coefficient, Q2 – leave-one-out ‘crossvalidated R2’, R2
adj - adjusted R2, SEE – standard 

error of estimates, RMSE - root mean squared error, MAE - mean absolute error, CCC - concordance 

correlation coefficient, for the training (tr), and test (ex) sets; R2
LMO and Q2

LMO – leave many-out 

correlation coefficient and cross-validation coefficients; R2
Yrand and Q2

Yrand – Y- scramble correlation and 

cross-validation coefficients;  

Statistical parameters for used for validation of QSAR models: 

  

where yi  are the observed values of the response, ȳ the corresponding average, ŷ are the 
calculated values 

 

where yi  are the observed values of the response, ȳ the corresponding average, ŷ are the values 
predicted for each object when it is not in the training set. 
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