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Supporting Table S1. List of the 31 active ligands (cognate ligands from the 31 PDB ID entries) used as training

set (Tr,.;) with the ERa protein.
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Supporting Table S2. List of the 31 decoy compunds used as training set (7r,.;) with the ERa protein. The

decoys were taken from Shoichet’s directory of useful decoys (DUD) dataset.' The 31 ligands came from random

selection among the 418 centroid clusters from all 4018 decoys in the entries “ER_agonist - Estrogen receptor

agonist” and “ER_antagonist - Estrogen receptor antagonist™).
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Supporting Figure S3. Plot showing the poor correlation between the x-ray resolution and screening

performance for the 31 PDB ID entries present in the ESR1_HUMAN_300_551 pocketome entry.
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