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INFORMATION S1: STRUCTURE OF THE STUDIED COMPOUNDS. 

Note: the numbers are the pIC50 (-logIC50). 

 

 

From ref. 12 
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From ref. 18 

 

 

From  ref. 19 
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From ref. 20 

 

 

From ref. 21 
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From ref. 22 
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INFORMATION S2: CRYSTALLOGRAPHIC STRUCTURES SELECTED 

FROM THE CAMBRIDGE STRUCTURAL DATABASE (CSD) THAT WERE 

USED AS BASIS FOR THE CONSTRUCTION OF THE TRAINING SET. THE 

NAMES OF EACH STRUCTURE CORRESPOND TO YOUR SPECIFIC CODE 

IN CSD. 
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INFORMATION S3: VALIDATION TOOLS  

 

Table S1. Statistics parameters, respective equations, and adopted limits for the assessment of 

the internal quality of the model. 

Parameter Symbol Equation Limits 
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Higher than the 

tabulated critical value 

Coefficient of determination of 

leave-one-out cross validationb 
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Standard error of cross validationb SEV 

n

)ŷ(y
i
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As much lower as 

possible 

Predictive Residual Sum of Squares 

of Validation b 
PRESSval ∑ −

i
vii )ŷ(y 2

 Higher than Ssy 

a
Data fit; 

b
cross validation; yi: observed pIC50; y : average observed pIC50 for the training set; 

ciŷ : estimated pIC50 in the calibration model; viŷ : estimated pIC50 in the cross-validation; n: 

number of samples in the training set; p: number of latent variables in the model. 
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Table S2. Statistics parameters, corresponding equations, and adopted limits for the evaluation 

of the external quality of the model. 

Parameter Symbol Equation Limits 

Coefficient of multiple determination of 

predictiona 
R2pred 
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Average relative error of prediction AREpred 

| |

n

y

ŷy
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0.85 ≤ x ≤ 

1.15 

(x = k or k’) 

The absolute value of the difference between the 

coefficient of determination between yobsi and yevi 

and the coefficient of determination between yevi 

and yobsi 

 
2 2R - R'
0 0

 < 0.3 

aFor R2pred, y ev is the average value of observed pIC50 for the training set without the test set; yi: 

observed pIC50; eiŷ : estimated pIC50 in the external validation; n: number of samples in the 

training set; nev: number of samples in the test set.  
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INFORMATION S4: OUTLIERS  

 

Outliers pIC50 

P9  

7.700 

P15  

7.700 

P18  

4.300 

P22  

5.600 

P26  

7.040 

P34  

4.300 

W2  

5.250 

W3  

6.660 

L708906  

7.000 
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INFORMATION S5: DENDROGRAM (AUTOSCALED DATA; LINKAGE 

METHOD FLEXIBLE) OF THE COMPLETE TRAINING SET. THE TEST SET 

IS SHOWN DETACHED (BLACK DOTS). 
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