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lon permeation across the membrane: A comprehensive comparison analysis on passive

permeations of differently charged ions. Journal of Molecular Liquids, 2022, 359, 119339

Inhibitory effect of thymoquinone from Nigella sativa against SARS-CoV-2 main protease. An
in-silico study.. Brazilian Journal of Biology, 2022, 84, e250667

Virtual screening-driven drug discovery of SARS-CoV2 enzyme inhibitors targeting viral attachment,

replication, post-translational modification and host immunity evasion infection mechanisms.
Journal of Biomolecular Structure and Dynamics, 2021, 39, 4316-4333




(2021-2021)

58 Marine natural compounds as potents inhibitors against the main protease of SARS-CoV-2-a 6 6
3 molecular dynamic study. Journal of Biomolecular Structure and Dynamics, 2021, 39, 3627-3637 > 4

Combined drug repurposing and virtual screening strategies with molecular dynamics simulation

identified potent inhibitors for SARS-CoV-2 main protease (3CLpro). Journal of Biomolecular

Structure and Dynamics, 2021, 39, 4659-4670

6 Structural insights of catalytic mechanism in mutant pyrazinamidase of. Journal of Biomolecular 6
23 Structure and Dynamics, 2021, 39, 3172-3185 3 4
Structure-guided design of multi-epitopes vaccine against variants of concern (VOCs) of
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A novel formulation of theranostic nanomedicine for targeting drug delivery to gastrointestinal
tract cancer. Cancer Nanotechnology, 2021, 12,

Computational Evaluation of Abrogation of HBx-Bcl-xL Complex with High-Affinity Carbon
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