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[Abstract]  Objective: To select anti-MRSA prodrugs from the chemical components contained in traditional Chinese
medicines with antibacterial and bacteriostatic effects. Methods: 283 Chinese herbs with antibacterial or bacteriostatic effects
were collected from 252 articles, and they included 6193 chemical components. A preliminary screening was performed using
the properties of the compound’s ADME and the Lipinski rule, and 907 candidates were obtained. Select PBP2a protein 3D
structure (PDB ID: 3ZGO, 2.60 A), the CDOCKER module of Discovery Studio 4.5 (DS4.5) software for molecular
docking was applied to carry out screening research with reference to the original ligand, and finally screened out new
prodrugs. Results: 66 docking candidates were available at the allosteric site of the PBP2a protein. At the active site, 6
candidates were docked well. 2 candidates that were well docked at both the allosteric site and the active site. Conclusion: The
Chinese herbs containing 70 compounds screened in this study has been reported to have antibacterial or antibacterial
effects. However, these compounds have not been studied in anti-MRSA, and we hope that this result can provide reference for
the development of new drugs.
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