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Figure S1. Thirty most important features of the ML RF model. 
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Figure S2. The balanced accuracy distribution of the cross-validation results of the RF model.   

Table S1. Published ibuprofen coformer screening results.1-4 

NO. Name Exp. 

1 Succinic Acid 0 

2 Citric Acid 1 

3 L-Glutamic Acid 0 

4 L-Phenylalanine 0 

5 L-Histidine 0 

6 L-Threonine 0 

7 Lysine 0 

8 L(+)-Arginine 1 

9 Nicotinamide 1 

10 Acetamide 0 

11 Saccharin 1 

12 Salicylamide 0 

13 Oxalic  acid 1 

14 L-Proline 1 

15 L-Alanine 1 

16 Glycine 0 



Table S2. A proposed ranking scheme for the ML+COSMO-RS model.

Order AD ML prob Hex, kJ/mol Ranked by
1 Inside >0.62 any ML prob
2 Inside >0.42 <-4.4 ML prob
3 Inside >0.42 -4.4 ML prob
4 Inside ≤0.42 <-4.4 ML prob
5 Outside any <-4.4 Hex
6 Inside ≤0.42 -4.4 ML prob
7 Outside any -4.4 Hex

.
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