Computational modeling of
protein-ligand interactions
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Structure and function (basic research) ... nces, buke-nUs
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Rescoring

f(pose) = score
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Food and chemical safety (applied research 2) ..,

Molecular Docking
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Target proteins

Prepare system and predict binding pockets
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Test against known skin sensitizers

Chaitanya Jaladanki, Ravi Verma, Lin Fu
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Ligand discovery (applied research 3)
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