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Validation parameters associated with Model-A: 

R2tr = 0.762, R2adj. = 0.76, R2tr - R2adj. = 0.002, LOF = 0.157, Kxx = 0.154, ΔK = 0.096, RMSEtr 
= 0.389, MAEtr = 0.326, RSStr = 118.973, CCCtr = 0.865, s = 0.391, F = 355.446, R2cv (Q2loo) = 
0.757, R2-R2cv = 0.005, RMSEcv = 0.393, MAEcv = 0.329, PRESScv = 121.434, CCCcv = 0.862, 
Q2LMO = 0.756, R2Yscr = 0.009, Q2Yscr = -0.012, RMSEex = 0.392, MAEex = 0.323, PRESSext = 
29.999, R2ex  = 0.762, Q2-F1 = 0.762, Q2-F2 = 0.76, Q2-F3 = 0.758, CCCex = 0.86, R2-ExPy = 
0.762, R'o2 = 0.661, k' = 0.998, 1-( R2/ R’o2) = 0.132, r'2m = 0.52, Ro2 = 0.761, k = 0.998, 1-(R2-
ExPy/ Ro2) = 0.002, r2m = 0.736 

 

Statistical symbols with names and explanations: 

R2 – correlation coefficient, Q2 – leave-one-out ‘crossvalidated R2’, R2adj - 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; 

R2LMO and Q2LMO – leave many-out correlation coefficient and cross-validation coefficients; 

R2Yrand and Q2Yrand – 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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