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Abstract: Objective In this study, network pharmacology and molecular docking methods were used to reveal the mechanism of the
treatment of hepatitis B by Abrus cantoniensis based on the association network of "medicinal material - component - target -
pathway". Methods Screen the active components with OB>30% and DL<0.18 in Abrus cantoniensis based on the TCMSP,
supplement the representative components of Abrus cantoniensis in the literature report, predict the target online through Swiss target
prediction, and integrate the hepatitis B target in the GeneCards and DisGenet databases, Cytoscape screens the core target and performs
GO and KEGG enrichment analysis, and uses molecular docking technology to verify the binding mode of the core target and the
active component. Results There were 91 hepatitis B targets, including 17 core targets, including ESR1, MMP9, STAT3, JUN, and
so on. The core ingredients include abrine, abrisapogenol, soyasapogenol, 2',4'-dihydroxychalcone, etc. 928 results were obtained by
GO enrichment, including 808 biological processes, 41 cell composition and 79 molecular functions. KEGG pathway was enriched in
118 related pathways, suggesting that Abrus cantoniensis acts on cancer signaling pathway, endocrine resistance pathway, hepatitis B
signaling pathway, MAPK and other signaling pathways. Molecular docking results showed that the core target and the active
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component could freely combine. Conclusion Through key components such as abrine, abrisapogenol, soyasapogenol and other
components interferes with ESR1, MMP9, STAT3 and JUN, and regulates hepatitis B signaling pathway, hypoxia-inducible factor 1
signaling pathway and endocrine resistance pathway to play a therapeutic role in hepatitis B.
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Table 1 Chemical composition of Abrus cantoniensis Hance

Eikel &2 Y4 ¥ CAS&Pubchem ID
1 MEFEEA abrisapogenol A Ca0Hs003 20055693
2 METREEB abrisapogenol B C3oHs004 14335972
3 MHETEEC abrisapogenol C C30H5004 129273-44-5
4  FHETFEREED abrisapogenol D C3oHs003 10379-65-4
5 MEFEEEE abrisapogenol E C30H5004 14335968
6 MEF=HEA abrusoside A C36Hs4010 124962-06-7
7 MBT=E cantoniensistriol C30Hs003 14335979
8 REKRGEETE dehydrosoyasaponin | CagH76018 117210-14-7
9 Mt B sophoradiol C3oHs002 6822-47-5
10 KEHEEA soyasapogenol A C30H5004 508-01-0
11 KEHEB soyasapogenol B C3oHs003 595-15-3
12 KEZH A3 soyasaponin A3 CagH78019 114077-04-2
13  KE B Be soyasaponin Be CagH76018 117210-14-7
14 KEBFI soyasaponin | CagH78018 51330-27-9
15 2 4- "5 HAB IR 2',4'-dihydroxychalcone CisH1203 1776-30-3
16 3.4 7-=RFHIEHE 3',4' 7-trihydroxyflavone CsH11BrO: 4224-70-8
17 3, 6-—HFE-25-IREE—fH  3,6-dimethyl-2,5-piperazinedione CsH10N202 5625-46-7
18 Z=FH butin C15H1205 153-18-4
19 MET abrine C12H1aN202 526-31-8
20 BAIEE beta-sitosterol CaoHs00 83-46-5
21 SR stigmasterol Ca29H180 83-48-7
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Table 2 Molecular docking results of core targets and components

bR P PDB-ID PUEEID % AbR (X, Yy, z, spacing)  454rfE/(keal molt) ey VY
MAPK1  6SLG 3,6- - H%:-2 5-IR 155 —fifd 104, 76, 114, 0.636 -4.82 GLU326
AKT1  5AAR EEH 66, 106, 126, 0.519 -3.64 ASN565 HIS606
ESR1 4XI13 A2 A 106, 88, 122, 0.842 -5.45 ARG363
AHEF 2 B -4.03 GLY366
A2 C -4.03 ALA493
AHEF2EE D -4.27 ASP321
BT 2 E -3.72 LYS362
-7 5 i -2.52 ASP369
EEH -3.27 LYS362
MET =R -7.17 ARG363
FAE -7.11 GLY366
KT HEE A -4.87 ARG363
KT B -2.85 VAL368
T -3.44 LYS362
JUN 1JUN HET =i A 44, 126, 32, 0.553 -1.78 ARG302
KT BE A3 44, 110, 48, 0.658 5.20 GLN290
MTOR  5YK3 24 - TR LA R 126, 126, 126, 1.000 -2.38 ARG43
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Fig. 8 Combination mode of ESR1 and active ingredient
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