
Descriptions of Additional Supplementary Files 

Supplementary Data 1 

Description: Means and ranges over the triplicate optimizations.  

Supplementary Data 2 

Description: Optimized LJ parameter sets.   

Supplementary Data 3 

Description: SMILES strings of compounds in training and test sets.  

Supplementary Data 4 

Description: Experimental data for training and test set compounds. 


