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Properties of P2 analogs of cyclic urea inhibitors
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Use AutoDock Vina to
dock each ligand into its
own crystal structure.

How well does AutoDock
Vina perform?
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Use AutoDock Vina to dock
each ligand into a
different crystal structure.

How well does AutoDock
Vina perform now?
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https://demos.mn-am.com/corina_interactive.html
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Structural basis for the in vitro efficacy of nirmatrelvir against

SARS-CoV-2 variants
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Figure 5. Ranldng of the 17 compounds by percent residual enzyme
activity monitored by cleavage product fluorescence following a 1 h
incubation of 100 nM M*™ with 100 M compound. Compounds are
ranked from most (blue) to least { green ) active.

Get SMILES for each
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