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Mechanism of i Stagnation-relieving Offspring-generating Decoction in the Treatment of

Non-organic Female Infertility: Network Pharmacology and Molecular Docking Technology

ZHAO Jingchang', CONG Chao’, WU Panging’, XU Lianwei’*
I Suzhou Ben() Hospital, Suzhou 215004, China;
2 Longhua Hospital Shanghat University of TCM, Shanghat 200032, China

Abstract Objective: To study the mechanism of Kaiyu Zhongyu Tang (Qi stagnation-relieving offspring-
generating decoction) in the treatment of non-organic female infertility (NOFI) using network pharmacology and
molecular docking. Methods: The active ingredients and targets of the medicine were gained from TCMSP,
PharmMapper and SwissTargetPrediction, disease-related genes were screened from GeneCard, PharmGkb, TTD
and Genemap databases, cytoscape 3.8.0 was utilized to construct medicine-active ingredients-targets-disease
network map, PPI results were obtained via STRING platform, cytoscape 3.8.0 was applied to draw the map and
conduct key sub-module analysis, GO and KEGG signaling pathway analysis were performed using Gene Denovo.
AutoDock and PyMOL were used to validate the molecular docking of the selected key chemical ingredients and
targets, and to perform the visualization. Results: The study has gained 58 active ingredients of the decoction, 647
herbal targets and 2468 disease-related targets. The potential active ingredients mainly contained paeoniflorin,
kaempferol and beta-sitosterol, the targets were AKT1, MAPK3, SRC, MAPK1, CXCLS, and biological processes
covered the regulation of multicellular biological processes, and positive regulation of multicellular biological
processes. The pathways principally referred to VEGF, AGE/RAGE, PI3K/AKT signaling pathway. Molecular
docking results demonstrated that Mairin and rosenonolactone had good binding with the targets of AKT1, SRC
and MAPK1. Conclusion: Qi stagnation-relieving offspring-generating decoction could treat and prevent NOFI via
multi-ingredient, multi-target and multi-pathway.

Keywords non-organic female infertility; Qi stagnation-relieving offspring-generating decoction;

network pharmacology; molecular docking
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