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Mechanism of Xiakucao Xiaoliu Mixture against Non-small Cell Lung Cancer
by Network Pharmacology

HU Yue', YIN Yong?, XU Xiaohong', SHI Liuhui’, ZHU Jianyong', NIAN Hua'(1. Department of Pharmacy, Yueyang Hospital of
Integrative Chinese and Western Medicine, Shanghai University of Traditional Chinese Medicine, Shanghai 200437, China;
2. Minhang Shanghai Hospital, Shanghai 200336, China)

[Abstract] Objective  To explore the mechanism of Xiakucao Xiaoliu Mixture against non-small cell lung cancer
(NSCLC). Methods The effective components of Xiakucao Xiaoliu Mixture were screened by TCMSP, BATMAN-TCM
database and literature reviews. The targets of effective components were predicted. NSCLC related targets were collected by
GeneCards, OMIM, PharmGKB, TTD and Drugbank, combined with the differential genes of Xiakucao Xiaoliu Mixture against
Lewis lung cancer mice. The intersection targets of Xiakucao Xiaoliu Mixture against NSCLC were obtained. Cytoscape software
was used to construct the network diagram of traditional Chinese medicine-active ingredients-core targets. STRING database was
used to construct PPI network diagram. GO function enrichment analysis and KEGG pathway enrichment analysis of the
intersection targets were performed by Metascape database to predict the key targets and active components of Xiakucao Xiaoliu
Mixture against NSCLC, and Schrodinger software was used to perform molecular docking verification. Results The 32 active
components and 24 intersection targets of Xiakucao Xiaoliu Mixture against NSCLC were obtained. 11 core targets such as ESR1,
MAPKI1 were found. The mechanism of action may be related to 30 signaling pathways such as cellular senescence, receptor
activation, prolactin signaling pathway. Conclusion The active components of Xiakucao Xiaoliu Mixture act on multiple targets
and signaling pathways to regulate complex biological processes. By regulating ESR1 agsinst NSCLC, it may make a greater
contribution to improve the survival rate and prognosis of female patients.

[Key words] Xiakucao Xiaoliu Mixture; non-small cell lung cancer; network pharmacology; mechanism of action
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MOLO11865 Rosmarinic acid IR 4 0.064 650047
MOL000940 bisdemethoxycurcumin WA AR HE 4 0.052707753
2-Hydroxyisoxypropyl-3-hydroxy-7-isopentene-2,3- 2R I35 -2,
MOL000179 dihydrobenzofuran-5-carboxylic 3-ZEURIFIR I -5-FR R 4 0.025346568
MOL000173 wogonin WHER 3 0.029625816
MOL000414 Caffeic acid IR 3 0.021102257
Fzo FHESEE
ESRI MAPK 1 CDC25A MAPK12 CSNK2A1
MOL011865 -10.100 —6.346 -5.091 —7.244 —8.156
MOL000940 -8.271 —6.220 -5.222 —6.149 -8.414
MOL000179 ~7.873 -6.091 ~5.669 -6.161 -7.301
MOL000173 ~7.853 —6.770 —4.137 —6.574 -8.330
MOL000414 ~7.137 —6.572 ~5.950 —6.358 ~7.041
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