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ARTICLE

Network pharmacology-based evaluation of natural compounds with paclitaxel for the treatment of
metastatic breast cancer. Toxicology and Applied Pharmacology, 2021, 423, 115576.

An integrated computational approach to identify GC minor groove binders using various molecular
docking scoring functions, dynamics simulations and binding free energy calculations. Journal of
Biomolecular Structure and Dynamics, 2020, 38, 3838-3855.

Cardiotonic steroids as potential Na<sup>+</sup>/K<sup>+<[sup>-ATPase inhibitors 4€“ a computational

study. Journal of Receptor and Signal Transduction Research, 2019, 39, 226-234.

In silico targeting PAD4 for the treatment of rheumatoid arthritis. Structural Chemistry, 2019, 30,
1323-1334.
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