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Selecting active compounds from ChEMBL Exploration of Enamine REAL
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Results

Disynthon aggregation helps to identify substructures
important for binding and de-noise DEL datasets

Regression models trained on DEL data can efficiently
rank compounds from large compound databases.

IC50 = 0,52 uM 1IC50 = 0,45 pM

25,4%
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0 Exploration on Enamine REAL by ML model leads to
identification of 33 novel hits with 25.4% hit rate.
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