
 
Table S5. Comparison of datasets used and performances of models as reported in the literature.  
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Models Validation 
 

 

Balanced 
accuracy 

% 

Sensitivity 
% 

 

Specificity 
% 

 

MCC 
% 

 

Number of 
inhibitors/non-

inhibitors 
Cheng et al. [1]  
Model CC-III 

Training CV 
External set 

74.25 
76.10 

63.90 
56.20 

84.60 
96.00 

49.60 
59.20 

4369/7761 
609/1970 

Li et al. [2]  
Multitask model 

Training set 
External set 

84.20 
71.05 

80.80 
52.20 

87.60 
89.90 

65.80 
36.50 

2552/6833 
69/596 

Wu et al. [3]  
XGBoost model 

Training set 
External set 

83.15 
63.15 

73.30 
29.00 

93.00 
97.30 

68.00 
35.40 

2552/6833 
69/596 

Racz et al. [4]  
Model 1 

Training CV 
External set 

80.50 
79.00 

82.00 
82.00 

79.00 
76.00 

0.61 
0.48 

6488/7617 
2209/2593 

RF 
36 MOE + 7 IE  

Training CV 
External set 

82.45 
84.33 

89.13 
89.97 

75.76 
78.69 

65.96 
69.45 

3872/2641 
968/660 

SVM 
36 MOE + 7 IE 

Training CV 
External set 

81.41 
83.35 

87.68 
89.87 

75.13 
76.83 

63.62 
67.72 

3872/2641 
968/660 


