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DNA repair and cancer drugs
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The drug discovery pipeline
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Application I: XPA-ERCC1

PubChem Fingerprint

Oprea

ADMET

Docking & MD

68M 20,000 72

Filtering & 
Structure-based VS

Ligand-based 
VS

Gentile et al., J Mol Graph Model (2016)
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Application II: XPF active site
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Gentile et al., Int J Mol Sci (2018)
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Application II: ERCC1-XPF dimer
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