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 Table S1. Classification table of ADORA2A with a training size of 30% 

Class 0 (number of 
non-binding 

conformations)   
samples 

Class 1 (number of  
binding 

conformations)  
samples 

Classifier TP FN Accuracy 
(%) 

Sensitivit
y(%) 

Training Testing Training Testing 

652 1498 248 602 LR+SMOTE-GB 345 257 56.0 57.0 

LR+SMOTE-KNN 479 123 47.0 80.0 

Table S2. Classification table of ADRB2 with a training size of 30% 

Class 0 (number of  
non-binding 

conformations)  
samples 

Class 1 (number of  
binding 

conformations)  
samples 

Classifier TP FN Accuracy 
(%) 

Sensitivity 
(%) 

Training Testing Training Testing 

719 1692 50 104 LR+SMOTE-GB 21 83 82.5 20.0

LR+SMOTE-KNN 34 70 67.1 33.0

Table S3. Classification table of OPRK1 with a training size of 30% 

Class 0 ( number of 
non-binding  

conformations)  
samples 

Class 1( number 
of binding 

conformations)  
samples 

Classifier TP FN Accuracy  
(%) 

Sensitivity  
(%) 

Training Testin
g 

Training Testin
g 
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858 2004 41 96 LR+SMOTE-GB 54 42 57.6 56.0 

LR+SMOTE-KNN 47 49 57.6 49.0


