
Table S1. Compounds falling outside the applicability domain of the model as deduced from 
the  Williams plot. 

ChEMBL ID  Set Structure 

CHEMBL1923570 Test 

 

CHEMBL3665202 Test 

 

CHEMBL1822511 Test 

 

CHEMBL3665178 Test 
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ChEMBL ID  Set Structure 

CHEMBL3652406 Training 

 

CHEMBL3652404 Training 

 

CHEMBL3652408 Training 

 

CHEMBL3645094 Test 

 

CHEMBL3652402 Test 
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ChEMBL ID  Set Structure 

CHEMBL3652407 Training 

 

CHEMBL1774053 Test 

 

CHEMBL3647751 Test 

 

CHEMBL3652409 Test 
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ChEMBL ID  Set Structure 

CHEMBL3652410 Training 

 

CHEMBL3642321 Training 

 

CHEMBL3642293 Test 

 

CHEMBL3642275 Test 
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ChEMBL ID  Set Structure 

CHEMBL462168 Training 

 

CHEMBL3134612 Test 

 

CHEMBL1537091 Test 

 

CHEMBL1934349 Test 
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ChEMBL ID  Set Structure 

CHEMBL3645543 Test 

 

CHEMBL3658866 Test 

 

CHEMBL185140 Test 

 

CHEMBL519279 Test 
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ChEMBL ID  Set Structure 

CHEMBL3665169 Training 

 

CHEMBL1835029 Test 

 

CHEMBL3642251 Test 

CHEMBL3330106 Test 

 

CHEMBL1081378 Test 
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ChEMBL ID  Set Structure 

CHEMBL3622958 Test 

CHEMBL1923591 Training 

CHEMBL446576 Training 
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