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Decoction in the treatment of acute mastitis by using network pharmacology and molecular docking. Methods
The active ingredients and targets of Huanglian Jiedu Decoction were screened by the TCMSP database, and the
active ingredients were further screened by the SwissADME database, and the potential targets were predicted
by the SwissTargetPrediction database. The targets related to acute mastitis were collected by GeneCards, OMIM
and TTD databases, and the intersection targets of the two were screened. The protein interaction network (PPI)
was constructed by using the STRING database, and the core active ingredients and targets were screened by
Cytoscape software. The intersection targets were enriched by GO functions and KEGG pathway, and molecular
docking was verified by the AutoDock Vina 1.1.2 software. Results A total of 63 active ingredients, 668 potential
targets and 331 targets related to acute mastitis were screened, and 33 intersection targets were finally obtained.
Through the "drug-active ingredient-target" network analysis, five key active ingredients (rutin, carnosine, 5,7,4'
-trihydroxy-8-methoxyflavone, new baicalein, mosquito flavone) and five core targets (TNE STAT3, TLR4,
ICAM1, ESR1) were screened out. GO and KEGG enrichment analysis showed that the related targets were
mainly enriched in signaling pathways such as PI3K-Akt, MAPK, AGE-RAGE, HIF-1, Ras, etc. involving
biological processes such as inflammation regulation, immune response, oxidative stress and tissue repair.
Molecular docking results showed that the key active ingredients had good binding activity with the core targets,
especially rutin had a strong binding ability with TNF and ESR1. Conclusion Huanglian Jiedu Decoction exerts
multiple therapeutic effects such as anti-inflammatory, immune regulation and tissue protection through the
comprehensive regulation of multiple components, multiple targets and multiple pathways, providing a reference

basis for its clinical application and subsequent mechanism research.
[ Keywords ] Huanglian Jiedu Decoction; Acute mastitis; Blazing heat-toxin pattern; Network

pharmacology; Molecular docking; Mechanism
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