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Figure S1. Bonds distributions in dataset. 
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Figure S2. Dihedrals distributions in dataset. 

 

 

Figure S3. The ESP feature (sum of ESP on all atoms) distribution in dataset. 
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Figure S4. Feature correlation matrix. 

  



 S4 

 

 

Figure S5. Individual linear models result. 
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Figure S6. Feature importance analysis for linear model. 


