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Investigating the mechanism of Yangjing Zhongyu Decoction in treating

premature ovarian failure based on " Tonifying Liver and Kidney"

principle, network pharmacology, and molecular docking

CHEN Yan, TANG Ying, GAO Zeng — jie, ZHANG Yan —yan, LI Lai —lai, PU Xiang
( Guizhou University of Traditional Chinese Medicine , Guiyang , Guizhou 550025, China)

[ Abstract] Objective: To explore the potential therapeutic mechanism of Yangjing Zhongyu Decoction
(from Fu Qingzhu Nv Ke) in treating premature ovarian failure (POF) , this study, based on the principle of "

' combined network pharmacology and molecular docking to screen and analyze its

tonifying liver and kidney,'
potential action targets, providing a basis for subsequent experimental research. Methods: Active components
and their targets in the formula were screened. POF — related target genes were retrieved from databases inclu-
ding DrugBank, GeneCards, OMIM, and PharmGkb. The Venny 2. 1.0 online platform was used to identify

common drug — disease target genes. Cytoscape_ v3. 8. 0 software was employed to construct a " drug — comp —
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onent — target — disease" network and identify key targets. Protein — protein interaction ( PPI) network analysis was performed using

the STRING database. Gene Ontology (GO) and Kyoto Encyclopedia of Genes and Genomes ( KEGG) enrichment analyses were

conducted using R language, and an " active component — target" network was built. Molecular docking between compound lig-
ands and target protein receptors was performed using the CB — Dock2 online platform. Results; A total of 86 active compo-
nents were identified, with core components including Beta — Sitosterol, ( +) - Catechin, and Stigmasterol.
Seventy — six overlapping targets for Yangjing Zhongyu Decoction in treating POF were screened, with key tar-
gets including AKT1 ( RAC - alpha serine/threonine — protein kinase) , BCL2 (B - cell lymphoma 2) , and IL6
(Interleukin —6) . GO enrichment analysis revealed 1, 517 biological processes ( BP), such as response to
external stimuli, response to molecules of bacterial origin, and response to lipopolysaccharides; 169 molecular
functions (MF) including membrane microdomain, membrane raft, and cytoplasmic membrane raft; and 35 cel-
lular components ( CC) involving DNA - binding transcription factor activity, ligand — activated transcription
factor activity, and heme binding. KEGG analysis identified 149 signaling pathways, including lipid and athero-
sclerosis, chemical carcinogenesis — receptor activation, neurodegenerative disease pathways — multiple disea-
ses, tuberculosis, Alzheimers disease, and TNF signaling pathway. Molecular docking results showed stable
binding affinities between the small molecule ligands ( Beta — Sitosterol, ( + ) - Catechin, Stigmasterol) and
the protein receptors AKT1, BCL2, and IL6. Conclusion: Yangjing Zhongyu Decoction may treat POF through

a multi — component, multi — target, and multi — pathway mechanism, providing a theoretical foundation and re-

search direction for understanding the role of traditional Chinese medicine in POF treatment.

[ Key words] Yangjing Zhongyu Decoction; premature ovarian failure; network pharmacology; molecular

docking
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