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ABSTRACT OBJECTIVE: To explore the mechanism of “radix paeoniae alba-concha oyster” in the treatment of
polycystic ovary syndrome (PCOS) by using network pharmacology and molecular docking method. METHODS: The
main active components and targets of radix paeoniae alba and concha oyster were screened and obtained from
traditional Chinese medicine systems pharmacology database and analysis platform (TCMSP), HERB and BATMAN-
TCM databases. The disease targets of PCOS were collected by GeneCards, and the predicted targets of “radix
paeoniae alba-concha oyster” drug pair in the treatment of PCOS were obtained, the drug-component-target-disease
network was established. The protein-protein interaction ( PPI) network was constructed by String database and
visualized by Cytoscape software. DAVID database was used for gene ontology ( GO) and pathway enrichment analysis
of Kyoto Encyclopedia of Genes and Genomes ( KEGG) functional enrichment analysis. The molecular docking

experiment was verified by AutoDock software, and the visualization analysis was performed by PyMol software.
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RESULTS; Through screening, a total of 15 active components were obtained, and the top 3 core components were
kaempferol, beta-sitosterol, (+) catechin. Totally 71 potential targets were screened, including 11 core targets such
as interleukin 6 (IL-6), tumor necrosis factor (TNF) and protein kinase B ( Akt) 1. GO enrichment analysis mainly
focused on signal transduction, membrane components, transcription factor activities. KEGG analysis was mainly
enriched in phosphatidylinositol 3 kinase-Akt ( PI3K-Akt) pathway and neural active ligand-receptor interaction.
Results of molecular docking showed that “radix paeoniae alba-concha oyster” had a good binding activity between the
main active component and the core target, and the conformation was stable. CONCLUSIONS: “Radix paeoniae alba-
concha oyster” can regulate the expression of PCOS related genes and protein synthesis by acting on targets such as
IL-6, TNF, Aktl and PI3K-Akt pathways, thereby reducing the LH value of PCOS patients and alleviating the
disease-related symptoms, which plays a therapeutic role in PCOS through the action mode of multi-component, multi-
target and multi-pathway.

KEYWORDS Network pharmacology; Molecular docking; Radix paeoniae alba-concha oyster; Polycystic ovary
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Fig 1 “Drug-ingredient-target” network of “radix paeoniae alba-concha oyster” in the treatment of PCOS
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