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Exploring Medication Rules of Traditional Chinese Medicine in the Treatment
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Abstract Objective: To survey the material basis and medication rules of TCM for the intervention of
postmenopausal liver fibrosis by using network pharmacology and molecular docking. Methods: GeneCards was
used to identify disease-related targets, TCM and TCM-derived compounds acting on the targets were identified
using TCMSP, KEGG pathway enrichment analysis was conducted on the potential targets after they were
imported into DAVID. The network of "targets-compound-TCM" was built via Cytoscape 3.8.2, molecular docking
between core targets and core compounds was performed using AutoDock vina 1.1.2. Following the collection of
data on herbal properties (including nature, flavor, and meridian tropism), the medication rules of the herbs
employed were analyzed and summarized. Results: All 15 potential targets, 120 candidate compounds and 352
herbs were identified for herbal intervention in postmenopausal liver fibrosis, among them, the core targets
contained KDR, CASP3, and TNF, alongside TP53, IL6, AKT1 and EGFR, the core compounds covered quercetin,
epigallocatechin gallate, and luteolin, kaempferol, luteolin, naringin, and gallocatechin, and the core herbs included
Tufuling (Smilacis glabrae rhizoma), Baiguo (Ginkgo semen), and Gancao(Glycyrrhizae radix et rhizoma), Yuganzi
(Phyllanthi fructus), Duzhong (Eucommiae cortex), mulberry, Pipaye(Eriobotryae folium), and Hongqi (Hedysari
radix). Molecular docking results demonstrated strong binding affinity between core targets and core compounds;
a new combination of 13 core target compounds outside the "target-compound" network was found; most of herbs

have bitter, pungent and sweet flavors, and they are of cold nature, entering the meridians of liver, lung, stomach,
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spleen and kidney. Conclusion: The research systematically identifies the material basis for the intervention of

postmenopausal liver fibrosis and its relevant mechanism; the data including meridian tropism and others suggest

that the treatment for the disease start on the foundation of liver and kidney, spleen and stomach, and lung.

Keywords liver fibrosis, postmenopausal; network pharmacology; molecular docking; TCM
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