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Based on Virtual Screening Strategy
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Abstract The pharmacophore model is constructed by using the known active molecules and the ligand based
strategy. The database containing about 2.5 million molecules is virtual screened by means of drug like rules,
pharmacophore model, multiple precision molecular docking algorithms, MM/GBSA binding energy prediction and
ADMET screening. The novel skeletons of five JAK3 inhibitors were found. Among them, six molecules with 1-
phenylimidazolidine-2-one as the skeleton showed excellent performance in binding energy with JAK3 kinase and

ADMET property evaluation. They had the potential to be developed as a highly active JAK3 inhibitor, and were

considered as hit molecules for virtual screening.
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Fig.1 virtual screening process
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