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Select molecules with
molecular weight
greater than 250 Da

8,749,127
moleculesLAHPP query AAHPSEE query

Overlay molecules
with peptide queries

Select molecules with
similarity score 2 standard
deviations above the mean

Select molecules with
similarity score 3 standard
deviations above the mean

29,382 mol.40,808 mol.

Sample favorable
(low) energy conformers

Select 500 top
scoring overlays

Overlay molecules
with peptide queries

Prioritize molecules
for experimental assays

Remove PAINS

6,698,870
conformers

3,269,910
conformers

10,639,555
drug-like
molecules
from ZINC



ZINC ID: 04085549
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CAS ID: 383147-88-4
1-(2-{[(2-methylbenzoyl)oxy]imino}-
cyclohexyl)-2,4-dinitrobenzene
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