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Abstract : The Ns2b-Ns3 protease plays a crucial role in replicating the dengue virus, yet no effective treatment has been found to completely block its activity and prevent viral replication. To address this, we employed a multidisciplinary approach, combing pharmacophore modeling, molecular docking, molecular dynamics simulation, and in-vitro studies to identify

potential antiviral compounds. Our research revealed three promising compounds that successfully bound to key sites on the protease, offering new avenues for inhibiting dengue virus infection.
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A pharmacophore model was employed to guide the
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screening process, and a threshold of 55 was set for the
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pharmacophore fit.

Following this criterion, three compounds emerged as

top candidates, having successfully met the specified

RMSD (am)

threshold and demonstrating a strong alignment with

the pharmacophore model.
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