<3018 - FE B 202145 E£52% 108  ChineseTraditional and Herbal Drugs 2021 May Vol. 52 No. 10

ET MR AEZ R 7 FXIHRIRFT E M2 H 947w EaE R L

XKEBEJEBED /—]’-41’&3’(%7 -:—L- %: Z‘?‘&‘éiéia iﬂ—;‘:’ja /rET }%*
PR R 25 KA 252 e 2R HEL R S i se iR, DU)1 RREE 611137

W E: B DEHBLTTRAUMZIEN. Sl BB, B R HE - - A F 2 R I
PRAEIE A AE LS. 335 RIFAEDRIE S MK AT 5 EEEURZER String B RNz 10 25 1oy K H:
FHOGHEE s 504, 7 “Rior-H0 a7 MRS HE TS 20 0, Rk Uiz ia 7 Wi HEAT R AT, 7 “Hiea-
PRI W 4% 5 JEI T e 2L AR 12 (gene ontology, GO) FlZ& [K4H F £l 445 (Kyoto encyclopedia of genes and genomes, KEGG)
B B IR L 3% Y6 97 o ) D BRI s R R 15 38 (1) DB U 43 AR D B AT 40 F R OAIE, 2R G PR Bk
LU AE IR R RV IR A E M 4% . 558 MBRELVU iz e th 40 NG A&, Hrb 32 M & 221 M4
RHE AT, 286 FAHOCH M . HoPBIBRER . (LA MR PHEMY . A2, BEANNE. IR REILAC R 2 A . TR
R D43z o] Va7 95000 £ EAHE 3 R, ARl REA SR (LR . ATFE ) LI E RN (mILE. L UEESE.
ODREEE ). WERGREMN: KOS EAW K RAC-o ZFM/AEREAME. EAES. A4RAFR 17, BN KA
KET A, BRET AP-1%5; KEGG 1551 FAR MR 40 TR phosg s 28 . S, M R0 N0
P2 AR 165 5@ . 4518 ME TR DU “ B -HE A B - 7 AN REE, — e RRRE R Rkl Y
WiHZ o 2SR RAERNE], AE I IR DU IR PR 12 B A SR AL R 1R RE il

KRR BRALDUMZ: WSS EES, oTotdE: momENA: FIBRRR: LAy MR R AT PRy EARNES; MR
FEDHES: R285 XHAFRERD: A NEHS: 0253 - 2670(2021)10 - 3018 - 12

DOI: 10.7501/.issn.0253-2670.2021.10.019

Based on network pharmacology and molecular docking to explore mechanism
of classic prescription Taohong Siwu Decoction in treating different diseases
simultaneously
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Abstract: Objective Based on the efficacy of the classic prescription Tachong Siwu Decoction (HEZLPU#7%) for nourishing
blood, promoting blood circulation, and removing blood stasis, the mechanism of Taohong Siwu Decoction in treating different
clinical diseases with the same treatment was explored by constructing a “component-target-pathway-disease” action network.
Methods Using biological science and network pharmacology platform, protein database and string database to collect the
chemical components and related target data of Taohong Siwu Decoction and establish the “component-target” action network. Based
on the selected targets, the association analysis of diseases treated by Taohong Siwu Decoction was carried out, and the
“target-disease” network was established; The GO and KEGG pathway enrichment analysis of Taohong Siwu Decoction were carried
out. The key effective components and targets screened were verified by molecular docking, and the complex network of Taohong
Siwu Decoction in treating different diseases in clinic was comprehensively discussed. Results A total of 40 active compounds
were screened from Taohong Siwu Decoction, and 32 of which involved 221 related targets and 286 related diseases. Ferulic acid,

kaempferol, quercetin, paeonol, paeoniflorin, ligustilide and caffeic acid can match more targets. It was predicted that the diseases
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treated by Taohong Siwu Decoction mainly included three categories: cancer related diseases (breast cancer, prostate cancer, etc.),

cardiovascular diseases (hypertension, myocardial infarction, heart failure), and nervous system diseases; The key target proteins are

RAC-a serine/threonine protein kinase (AKT1), serum albumin (ALB), and interleukin 17, vascular endothelial growth factor A,

transcription factor AP-1, etc. KEGG signaling involved 165 pathways that promoted tumor cell apoptosis and inhibited tumor

proliferation, immune regulation, blood circulation system regulation and endocrine regulation, etc. Conclusion The relationship

between Taohong Siwu Decoction “component-target-pathway-disease” was established in this study, revealing the complex action

mechanism of Taohong Siwu Decoction with multiple components and multiple targets to some extent. It provides a theoretical basis

for the extensive clinical application of the classic prescription Taohong Siwu Decoction.

Key words: Taohong Siwu Decoction; network pharmacology; molecular docking; treating different diseases with same method;
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Table 1 Forty active ingredients and their parameters in Taochong Siwu Decoction

Pubchem %5 D% OB/% DL Caco-2 254
5319022  EEANEE [(2)-ligustilide] 53.72 0.07 1.30 JNE. 44
5281800  EBESALHEL (acteoside) 2.94 -1.89 0.62 LR Hh T
656516 A 1F (amygdalin) 442 -191 0.61 A=
5281605  ¥E%F (baicalein) 33.52 0.21 0.63 AW
5280489  B-#A% NE (beta-carotene) 37.18 0.58 225 w3
222284 B-75 /% (beta-sitosterol) 36.91 0.75 1.32 Beio. aode. HA. 345
173283 SEIH B2 (campesterol ) 37.58 0.71 1.31 A=
91520 FERE (catalpol) 507  -1.72 0.44
5597 JH[E B (cholesterol) 37.87 0.68 1.43 WA
1548883 [i#AMR (ferulic acid) 54.97 0.06 0.53 2E. JIE
5281238 flavoxanthin 60.41 0.56 097 4%
25245018 GA120 [(IR2RS5R8RISI10R119-11-methyl-6- 84.85 0.45 0.38 BeA=
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8.01,10.02,8]heptadec-13-ene-9-carboxylate]

73299 WABEF (hederagenin) 36.91 0.75 1.32 A=

5280863 1125l (kaempferol) 41.88 0.26 0.24 AR =]

261166 lignan 43.32 0.65 0.42 AR

161739 lupeol-palmitate 33.98 0.32 1.52 AW 2

64971 mairin 55.38 0.78 0.73 HAj

5282184  mandenol 42.00 0.19 1.46 k=

161748 ¥R (myricanone) 40.60 0.51 067 JIH

442534 Aj#F (paeoniflorin) 53.87 -1.47 0.79 HAj

11092 F+ % (paeonol) 28.79 0.04 0.93 HAj

160179 JIIEWE (perlolyrine) 65.95 0.27 0.88 nE

5280784  J\EFHEMLE (phytoene) 39.56 0.50 222 a1t

643672 phytofluene 43.18 0.50 229 4ft

92735 populoside_qt 108.89 0.20 0.49 M=

457801 poriferast-5-en-3f-ol 36.91 0.75 1.45 ARia
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689043 WIHEER (caffeic acid) 25.76 0.05 0.21 JNE. HA
6443665  FIEAIEEZE A (hydroxysafflor yellow A) 3.53 0.68  -3.03 AW

237332 5-FHILRERS (5-hydroxymethylfurfural) 45.07 0.02 0.05 ¥

370 BETE (gallic acid) 31.69 0.04  -0.09 HAj

1794427  £4J5ER (chlorogenic acid) 11.93 033  -1.03 AR
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Fig. 9 Key pathway diagram of Taohong Siwu Decoction
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Table 2 Molecular docking results of core active ingredients of Taohong Siwu Decoction
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