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Abstract:  Objective Network pharmacology and molecular docking were adopted to explore the possible
mechanism of Bayage Qiwei powder for alcoholic liver disease. To preliminarily verify the predicted results by
experiments in vivo. Methods The active components of Bayage Qiwei powder and their potential targets were
obtained from the database analysis platform of traditional Chinese medicine system pharmacology, Swiss ADME,
Swiss Target Prediction and literature. GeneCards, DisGeNet and OMIM database were used to obtain disease targets
of alcoholic liver disease. STRING database was used to build the interaction network of targets. Gene body (GO)
enrichment analysis and Kyoto Gene and Genome Encyclopedia (KEGG) pathway enrichment analysis of key targets
were conducted through DAVID 6.8 database. Using Cytoscape 3.7.1 software, the “drug—active components—target”
and “constituent—target— pathway” networks of Bayage Qiwei powder were constructed, and the key targets were

selected for molecular docking. Based on the results of network pharmacology and molecular docking, the prediction

s EE: 2021-03-22

TEBEEN: B2, o, BlEdE, W, W5 hEE RS ANE ST . Email: 03162h@163.com.

HEWB: P H iy m A mor &R 4TI H (20192yz¢df-01) 5 HIpTT A 10255 D& S (@ 2F R T H (2018-TSXK-02) 5 fEAHT A2
P75 2= BHABAIS H (JDXKTD-2019005) ; S JpyT A4 -+ 5 £ Wi 2 9% ¢ Bt H (LBH-Q20185) .



PSR 2021 510 A F 3255 104 . 1481 -

results were verified by animal experiments. Results A total of 81 chemical constituents and 906 potential targets
were obtained after deweighting. GO enrichment analysis yielded 510 GO entries (P < 0.05), 365 of which were
biological processes, 47 were cellular components, and 98 were molecular functions. KEGG enrichment resulted in
106 signaling pathways (P < 0.05) , mainly involved in neuroactive ligand— receptor interaction, Fc epsilon RI
signaling pathway and chemokine signaling pathway. Docking results illustrated that MAP2K1, MAPKI1 and PIK3CA
may be the key target of Bayage Qiwei powder in the treatment of alcoholic liver disease. The results of animal
experiments showed that Bayage Qiwei powder could effectively reduce the degree of stem cell necrosis and lipid
droplet accumulation in mice with alcoholic liver disease, and reduce the expression of MAPK1 and PIK3R1, which
was consistent with the simulation results. Conclusion This study preliminarily predicted that Bayage Qiwer powder
may play a role in the treatment of alcoholic liver disease by affecting the expression of MAPK1 and PIK3RI,

alleviating inflammatory cell infiltration and hepatocyte necrosis. It provided a theoretical basis for further elucidating

the molecular mechanism of Bayage Qiwei powder in the treatment of alcoholic liver disease.
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Table 1 Basic information of some active compounds of Bayage Qiwei powder

e RE i B ARG i DIREWRIEE% 2251
1 JIE  CX1 MOL002135 Myricanone (#H ) 356.45 40.60 0.51
2 JIIE  CX2 MOL002140 Perlolyrine (J11Z W) 264.30 65.95 0.27
3 JIIZ CX3 MOL002151 Senkyunone (V)1 257 ) 326.52 47.66 0.24
4 JIIE  CX4 MOL002157 Wallichilide (1172 250k iR ) 412.57 4231 0.71
5 PRSI MOL001004 Pelargonidin(ZALAEZ$E) 271.26 37.99 0.21
6 YR SJ2 MOL002268 Rhein(KH#R) 284.23 47.07 0.28
7 R SJ3 MOL000492 (+)—catechin( JLAEE) 290.29 54.83 0.24
8 VB SJ4 MOL005100  5,7-dihydroxy—2—(3-hydroxy—4—methoxyphenyl ) chroman—4-one (517 %)  302.30 47.74 0.27
9 YO SIS MOL000073 ent—Epicatechin| (+)-F2 L2 2] 290.29 48.96 0.24
10 JLr% BSSI MOL001939  Alloisoimperatorin(5—#25:—8—(3" - H 32"~ T A L) ki & 5 3% ) 270.30 34.80 0.22
11 Jbrb% BSS2 MOL001941  Ammidin (RRHTHIZR) 270.30 34.55 0.22
12 Jbvb% BSS3 MOL001942 Tsoimperatorin (SFHERRTHIZ ) 270.30 45.46 0.23
13 Jbvb% BSS4 MOL001951 Bergaptin (T %) 338.43 41.73 0.42
14 b5 BSS5 MOL001956  Cnidilin (8- F 42 KL BT # PTG ) 300.33 32.69 0.28
15 HE  GCl MOL001792 DFV(HHZ) 256.27 32.76 0.18
16 HE  GC2 MOL002311 Glyeyrol (H ##}) 366.39 90.78 0.67
17 HH  GC3 MOL000239 Jaranol (FE [ % %) 314.31 50.83 0.29
18 HE  GC4 MOL002565 Medicarpin( &l 454 %) 270.30 49.22 0.34
19 HE G5 MOL003656 Lupiwighteone (835 T 8045ER ) 338.38 51.64 0.37
20 H#E  GC6 MOL003896 7-Methoxy—2-methyl isoflavone (7-Hl 4 3 ~2— 1 3 5 # ) 266.31 42.56 0.20
21 HE  GC7 MOL000392 Formononetin (fllt=#1E %) 268.28 69.67 0.21
22 HE  GC8 MOL000417 Calycosin( 25 S #5HH ) 284.28 4775 0.24
23 HH GC9 MOL004328 Naringenin(Hlifz %) 272.27 59.29 0.21
24 WEMST A MOLO000098 Quercetin(Hif %) 302.25 46.43 0.28
25  HEEMSY B MOL001494 Mandenol GIEJHIER 2158 ) 308.56 42.00 0.19
26 HEMSF €1 MOL000354 Isorhamnetin( 5 R25%) 316.28 49.60 0.31
27 EEMNSF €2 MOL000422 Kaempferol (ILIZSH) 286.25 41.88 0.24
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Figure 1 The “drug-active components—potential targets” network of Bayage Qiwei powder in the treatment of alcoholic liver disease
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Figure 2 PPI network of Bayage Qiwei powder in the treatment
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Figure 3 GO enrichment analysis of Bayage Qiwei powder in the treatment of alcoholic liver disease
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powder in the treatment of alcoholic liver disease
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Figure 5 The “active component—target—pathway” network of Bayage Qiwei powder in the treatment of alcoholic liver disease
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