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Establishment of virtual assay system by molecular dynamic simulation of HCV
antiviral resistance
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1. We conducted a molecular dynamic simulation of NS5A protein, its dimer and
NS5A inhibitor (daclatasvir), and designated individual optimal 3D structures.
2. We conducted a molecular dynamic simulations of NS5A dimer and daclatasvir on the ER membrane.
3. We conducted an in-vitro assay by using HCV replicon system and confirmed expected effects of

resistance-associated substitutions.
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