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Network pharmacology study on the intervention of the new version of adult

prevention prescription in Hunan Province on COVID-19
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(Abstract] Objective To study the drug components, targets and potential pathways of the new version of adult
prevention prescription in Hunan Province on COVID-19 based on network pharmacology and molecular docking technology.
Methods The TCMSP and BATMAN-TCM databases were used to screen the active components and drug targets of the new
version of adult preventive prescriptions in Hunan Province on COVID-19. The disease targets of COVID-19 were searched

by GeneCards and other platforms. The Cytoscape 3.8.0 software was used to construct the "drug—component—target" network

(47 B #7)2021-08-09

(E&TH JER H AR 45 (81704061 ,81173213) ; M 45 Q7 P48 13 18 L 30470 o 56 il 42 791 H (2020SK3009 ) 5 81 15 44 B4 5 AR T 8
USRI & 1140 (2019SK2321 ) 5 i1 g 48 B4 A A 828 TR 35 H (2020TJ-NO1) 5 #1548 & 2 Z8 Q07 51 T 4 300 (L &2 S04 9% 2019-412 5 ) 5 1 E &
e 2 244 FI R0 00 < DU I 3R B T A L O R A I 2 X R R R T

(FE—1EZ YRS, 53 - WF g A RS Dy 16« o S 2 Bl 36 00 I A5 8

GEEEE ) MR, B, #4042, FAEE, 18558 4 501, E-mail : chenxinyuchen@163.com,



786 W1 R TP s 24 K2 244 hitp://hnzyydxxb.hnuem.edu.cn 2022 5 42 &

diagram. The STRING database was used for protein—protein interaction (PPI) analysis. The R language packet was used for gene
ontology (GO) and Kyoto encyclopedia of genes and genomics (KEGG) enrichment analysis to predict its potential mechanism.
AutoDockVina 1.5.6 and PyMol 2.4.0 software were used to verify the molecular docking between the key active components
in the new version of adult preventive prescriptions in Hunan Province on COVID-19 and the core proteins in PPL. Results After
screening, a total of 198 active ingredients, involving 175 targets, of the new version of adult preventive prescriptions in
Hunan Province on COVID-19 were obtained. In the "drug—component—target" diagram, 94 intersection genes were screened.
The PPI network of the new version of adult preventive prescriptions in Hunan Province on COVID-19 was mainly involved
in PTSG2, HSP90AA1, ESR1 and other core proteins. GO and KEGG enrichment analysis results of common targets were
mainly involved in inflammatory —immune regulation, intracellular signal transduction, apoptosis, gene regulation and other
biological pathways, as well as 1L-17, TNF, HIF-1, AGE-RAGE and other related pathways. Molecular docking showed that
quercetin had the best binding activity with the core target protein MAPK3, and MAPK3 was the target protein with the best
binding activity of the key chemical components. Conclusion The main chemical components in the new version of adult
prevention prescription in Hunan Province on COVID-19 may act on a variety of core target proteins such as MAPK3,

MAPKI1, TP53, AP-1 and p38, activate/inhibit signaling pathways such as IL-17 and TNF, mediate biological processes such

as inflammation and immune regulation, thus playing a role in the intervention of COVID-19.

(Keywords] COVID-19; Hunan Province; the new version of adult prevention prescription on COVID-19; network phar-

macology; molecular docking; core target protein; signaling pathway
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