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[Abstract] Objective: To investigate the molecular mechanism of Banxia Xiexin Decoction intreating diarrhea-
predominant irritable bowel syndrome (IBS-D) by network pharmacology and molecular docking. Methods: The main active
ingredients and targets of Banxia Xiexin Decoction were retrieved from the Traditional Chinese Medicine Systems
Pharmacology Database and Analysis Platform (TCMSP).The disease effect targets of IBS-D were searched in GeneCards,
OMIM, DrugBank and PharmGKB databases, while Cytoscape software was used to construct the herb-active ingredient-
target network of Banxia Xiexin Decoction. After obtaining the intersection of drug ingredient targets and disease targets, the

interaction network of proteins was established by STRING database to analyze the protein-protein interaction (PPI)
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relationship. Gene ontology (GO) function and Kyoto Encyclopedia of Genes and Genomes (KEGG) pathway enrichment
analysis were performed on the core targets. AutoDock software was used to perform molecular docking between the main
active ingredients and the core proteins to evaluate their binding ability. Results: Banxia Xiexin Decoction contained 143
active compounds, while 58 intersection targets were detected between compound targets and IBS-D disease targets. It is
speculated from the drug-active ingredient-target network that the key ingredients of Banxia Xiexin Decoction in the
treatment of IBS-D were quercetin, wogonin, kaempferol, acacetin, licochalcone A, baicalein, etc.The core targets in the PPI
network were the proto-oncogene protein jun (JUN), fos oncogene (FOS), nuclear transcription factor- kB p65 (RELA),
protein kinase B1 (Aktl), estrogen receptor (ESR1), cyclin (CCND1), myc oncogene (MYC), hypoxia-inducible factor 1-
alpha (HIF1A), cyclin-dependent kinase inhibitor 1A (CDKN1A), mitogen-activated protein kinase 1 (MAPKI1), etc. GO
enrichment obtained 1615 items, including 1403, 69 and 143 items in biological processes, cellular components and
molecular functions, respectively. KEGG pathway enrichment obtained 181 pathways, mainly involving interleukin-17 (IL-
17), nuclear factor-«B (NF-«B), Toll-like receptor (TLR), tumor necrosis factor (TNF) and other signaling pathways. The
results of molecular docking showed that the core compounds of Banxia Xiexin Decoction had good binding activity with
their core targets for the treatment of IBS-D. Conclusion: Banxia Xiexin Decoction may act on JUN, FOS, RELA and other
targets through quercetin, wogonin, kaempferol and other main active ingredients, thereby effectively treating IBS-D by

participating in IL-17, NF-«B, TLR and other signaling pathways.
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