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Structure-Based Discovery of Potent Staphylococcus aureus Thymidylate Kinase Inhibitors by Virtual Screening

Transethosomal Gel Using Box-Behnken Design for Topical Applications: In Vitro, In Vivo, and Molecular Docking Approaches

Substrate Space Analysis of the Bacterial Proton-Coupled Oligopeptide Transporter YdgR by Cheminformatics

Virtual screening and cheminformatics analysis for drug discovery

Molecular dynamics simulations of protein-ligand complexes

Protein modeling, docking validation, and inhibitor mechanism studies
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