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[Abstract] Objective: To study the mechanism of Danggui Liuhuang Decoction (DGLHD) in the treatment of
perimenopausal syndrome (PMS) via network pharmacology and molecular docking. Methods: The active ingredients and
corresponding targets of DGLHD were retrieved from the Traditional Chinese Medicine Systems Pharmacology Database
and Analysis Platform (TCMSP) and UniProt. The PMS-related targets were obtained from GeneCards, DrugBank, and
OMIM. The common targets shared by DGLHD and PMS were identified. The DGLHD active ingredient-common target
network was constructed. The protein-protein interaction (PPI) was predicted via STRING online to screen out the core
targets. Gene ontology (GO) annotation and Kyoto Encyclopedia of Genes and Genomes (KEGG) pathway enrichment were
performed with Metascape. Molecular docking was simulated in Discovery Studio 2016 to determine the molecular basis for
the interaction of key active ingredients with core targets. Results: A total of 112 active ingredients of DGLHD were

obtained. Five key active ingredients were screened out, including quercetin, stigmasterol, beta-sitosterol, kaempferol, and
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7-O-methylisomucronulatol, which mainly exerted anti-inflammatory and estrogen-like effects. DGLHD and PMS shared 52
common targets, among which 5 core targets were screened out, including interleukin-6 (IL-6), prostaglandin-endoperoxide
synthase 2 (PTGS2), estrogen receptor 1 (ESR1), IL-1B, and nuclear receptor subfamily 3, group C, member 1 (NR3C1).
The core targets were mainly involved in inflammatory response and hormone regulation. KEGG enrichment analysis
predicted that DGLHD treated PMS mainly through chemical carcinogenesis-receptor activation, lipid and atherosclerosis,
pathways in cancer, neuroactive ligand-receptor interaction, fluid shear stress and atherosclerosis, serotonergic synapse,
estrogen signaling pathway, synaptic vesicle cycle, and adenosine monophosphate-activated protein kinase (AMPK)
signaling pathway. The molecular docking results verified that the key active components of DGLHD can form a stable
docking model with the core targets. Conclusion: The key active components, core targets, and main signaling pathways of

DGLHD in the treatment of PMS were screened out via network pharmacology and molecular docking, which provided a

Oct. 2022 Vol.24 No.10

theoretical basis for the application of DGLHD in the treatment of PMS.
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(Rt B Mol ID OB/% DL 2Pk ErRes
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