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Deciphering the structural and functional impact of missense mutations in Egr1-DNA interacting
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Structure-based drug target prioritisation and rational drug design for targeting <i>Chlamydia
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Understanding the Uptake Mechanism and Interaction Potential of the Designed Peptide and
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Deciphering potential inhibitors targeting THI4 of Fusarium solani sp. to combat fungal keratitis: An
integrative computational approach. Computational Biology and Chemistry, 2020, 88, 107350.

Microsecond scale sampling of Egr-1 conformational landscape to decipher the impact of its disorder
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KinomeRun: An interactive utility for Rinome target screening and interaction fingerprint analysis
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Microsecond Simulation of the Proteoglycan-like Region of Carbonic Anhydrase IX and Design of
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Mutational landscape screening of methylene tetrahydrofolate reductase to predict homocystinuria
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PepVis: An integrated peptide virtual screening pipeline for ensemble and flexible docking protocols.
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Designing and enhancing the antifungal activity of corneal specific cell penetrating peptide using
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Identification of potential druﬁs targeting L,La€diaminopimelate aminotransferase of Chlamydia
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Virtual screening of natural inhibitors targeting ornithine decarboxylase with pharmacophore
scaffolding of DFMO and validation by molecular dynamics simulation studies. Journal of 3.5 19
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PocketPipe: A computational pipeline for integrated Pocketome prediction and comparison.
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Genome-wide codon usage profiling of ocular infective Chlamydia trachomatis serovars and drug
target identification. Journal of Biomolecular Structure and Dynamics, 2018, 36, 1979-2003.

Design of inhibitory peptide targeting Toxoplasma gondii RON4a€human 2a€¢ubulin interactions by
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Insights on ornithine decarboxylase silencing as a potential strategy for targeting retinoblastoma.
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Demystifying the pH dependent conformational changes of human heparanase pertaining to
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Virtual screening, molecular dynamics, and binding free energy calculations on human carbonic
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Virtual screening studies reveal linarin as a potential natural inhibitor targeting CDK4 in
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