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Study of the Molecular Mechanism of Danggui Shaoyao Powder in the Treatment of Irritable Bowel Syn-
drome by Molecular Docking and Network Pharmacology He Jinyi, Huang Shi,Zhou Yaohong,Xie Xiaoling,
Qin Chuanfeng , Wang Kai, Dong Xing, Huang Peng, Li Yingying, Hu Wei, Xiao Jiale. Guangxi University of
Chinese Medicine , Guangxi, Nanning 530001, China.

[Abstract] Objective: To infer the main active components and potential mechanism of Danggui Shaoyao Pow-
der in the treatment of irritable bowel syndrome by molecular docking technology and network pharmacology.
Methods: TCMSP platform was used to collect the main compounds of six traditional Chinese medicines (Radix
Angelicae Sinensis, Radix Paeoniae Alba, Rhizoma Atractylodis Macrocephalae , Rhizoma Ligustici Chuanxiong, Po-
ria and Rhizoma Alismatis) in Danggui Shaoyao Powder. The main targets of irritable bowel syndrome were ob-
tained by GeneCards and CTD database. The targets of Danggui Shaoyao Powder and irritable bowel syndrome
were intersected by DrawVenDiagram platform, and the string platform was constructed Protein interaction (PPI)
network; for the intersection of the targets, David database was used for GO function enrichment analysis and
KEGG pathway enrichment analysis, and finally AutoDock molecular docking test was conducted. Results: The
core active components of Danggui Shaoyao Powder in the treatment of irritable bowel syndrome were kaempferol
stigmasterol , myricetin,, camptothecin, ete. the core targets were 1L.-6, JUN, CAT, MAPKS, PTGS2, etc. The biologi-
cal pathway of Danggui Shaoyao Powder in the treatment of irritable bowel syndrome mainly acted on TNF signal-
ing pathway, calcium signaling pathway, 5—hydroxytryptamine and other pathways. Finally,all docking nodes in mo-
lecular docking verification were verified. The results were all less than —S5kcal/mol, which indicated that the ac-

tive components of Danggui Shaoyao Powder had stable binding with target protein and had high quality. Conclu-
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sion: Using molecular docking technology combined with network pharmacology , the mechanism of Danggui Sha-

oyao Powder in the treatment of irritable bowel syndrome can be analyzed from the aspects of multi—component,

multi-target and multi—channel, so as to provide scientific reference for better treatment and research.
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