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Table S1 Molecular structures of 88 SMs and SMs derivatives 

Name Molecular structures Name Molecular structures 
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Figure. S1 Processing code for Pearson correlation coefficient 



 

Figure. S2 Processing code for bagging-Random Forests  



 

Figure. S3 Processing code for bagging-Extremely Randomized Tree  



 

Figure. S4 Processing code for bagging-Gradient Boosting  


