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Network Pharmacology and Molecular Docking Analysis of

Danggui Shaoyao Powder in Treatment of Ovarian Cancer
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Abstract ; Objective ; To analyze the pharmacological mechanism of Danggui Shaoyao Powder in the treatment of ovarian cancer
based on network pharmacology and molecular docking technology. Methods ; Combining literature and Traditional Chinese Medi-
cine Systems Pharmacology Database and Analysis Platform ( TCMSP) retrieved the components and targets of Danggui Shaoyao
Powder, compared the drug targets with ovarian cancer targets contained in the Genecards database ,and the results were input into
the STRING database , and the network diagram was made in Cytoscape3. 8. 0 software. Rstudio software was used for gene ontology
(GO) function enrichment analysis and Kyoto encyclopedia of genes and genomes ( KEGG) pathway enrichment analysis. PyMOL

software was used to perform molecular docking visualization analysis for the top 5 active ingredients and core targets. Results: A

* RETR 7 d B A H A # AR B (2010 —=29) ;7T & 4 b E 1 5 #3440 27 H AR B (2012)
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total of 70 active ingredients were screened,involving 98 targets such as VEGFA ,RELA ,PTGS2, MMP9,TP53, JUN, and PGR.
The GO function enrichment analysis and KEGG signaling pathway enrichment results showed that Danggui Shaoyao Powder in the
treatment of ovarian cancer mainly through drug response, positive regulation of RNA polymerase Il promoter transcription , estradiol
response, etc. to regulate phosphatidylinositol 3-kinase-Akt signal transduction pathway/protein kinase B ( PI3K/Akt) , mitogen-
activated protein kinase (MAPK) ,vascular endothelium growth factor (VEGF) and other signaling pathways. Molecular docking
results showed that baicalein and ellagic acid had good binding activity to the target protein. Conclusion; Danggui Shaoyao Powder

in the treatment of ovarian cancer may be related to the target of VEGFA ,TP53,PTGS2,PGR, and the regulation of PI3K-Akt,

MAPK, VEGF ,and other signaling pathways, baicalein and ellagic acid may be the main components of its effect.

Key words: Danggui Shaoyao Powder;ovarian cancer;network pharmacology ; molecular docking
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1.1 REVAYEMER D MR £ h RS
PR 5 43 B F & (traditional Chinese medi-
cine systems pharmacology database and analysis plat-
form , TCMSP) ( http://lsp. nwu. edu. cn/tcmsp. php)
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FIH Genecards %% #% J& ( https://www. genecards.
org/ ) K3 “ ovarian cancer” | JR HUB R FE A | IF Xt
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2.2 (EREEBARTRI GRS XS G Uniprot 4
JE BRI MV E RTSEAR | JF45 XS Lo 3 A, 126 B
AIREL DR SV ARSCAE ISR 72 4>, W3R 1,

F1 HANAREBEERERER

i3 AR uniprotkb FE N uniprotkb
1 PGR P06401 37 MMP9 P14780
2 NCOA2 Q15596 38 TP53 P04637
3 PTGS1 P23219 39 HIF1A Q16665
4 PTGS2 P35354 40 FOSLI1 P15407
5 KCNH2 Q12809 41 FOSI2 P15408
6 CHRM1 P11229 42 CCNBI1 P14635
7 SCN5A Q14524 43 MPO PO5164
8 PDE3A Q14432 44 AHR P35869
9 ADRATA P35348 45 IGF2 P01344
10 ADRB2 PO7550 46 CYCS P99999
11 CHRNA2 Q15822 47 NFATC1 095644
12 SLC6A4 P31645 48 EGLN1 Q9GZ19
13 OPRM1 P35372 49 NOX5 Q96PH1
14 BCIL2 P10415 50 APOD P05090
15 BAX Q07812 51 CDKNIA P38936
16 CASP9 P55211 52 MMP2 P08253
17 JUN P05412 53 ESR1 P03372
18 CASP3 P42574 54 CXCL8 P10145
19 CASP8 Q14790 55 PRKCB P0O5771
20 PRKCA P17252 56 GSTP1 P09211
21 PON1 P27169 57 NFKBIA P25963
22 MAP2 P11137 58 GSTM1 P09488
23 NR3C2 P08235 59 GSTM2 P28161
24 RXRA P19793 60 GSTAL P08263
25 NCOA1 Q15788 61 GSTA2 P09210
26 SLC6A2 P23975 62 GRIA2 P42262
27 SLC6A3 Q01959 63 ACHE P22303
28 PLAU P00749 64 NR3Cl P04150
29 LTA4H P09960 65 NOS2 P35228
30 ADRBI1 P08588 66 F7 P0O8709
31 AR P10275 67 KDR P35968
32 PRSS1 P07477 68 ESR2 092731
33 RELA Q04206 69 MAPK14 Q16539
34 AKT1 P31749 70 GSK3B P49841
35 VEGFA P15692 71 CHEK1 014757
36 FOS PO1100 72 CCNA2 P20248
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7 FI)HE ( molecular function, MF) 3= By il 2% &
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process , BP) [/ 25 %) ) i ( Response to drug) \RNA
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transcription from RNA polymerase Il promoter) Mt —.
[ 27 ( Response to estradiol ) 45 (&l 6) . KEGG il
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acid ) A5 02 25 W1 F 0 32 204, B A Bk A 2 2
TP53 .VEGFA RELA JUN 2§, SCHK S B R I L3 —
P/ 5 S B (phosphatidylinositol 3 — kinase — Akt
signal transduction pathway/protein kinase B, PI3K/
Akt) (22535 1% A0 2 P (mitogen — activated pro-
tein kinase , MAPK) Ifil /& P9 2 4= K K7 ( vascular en-
dothelial growth factor, VEGF) EAZ B,

B 5 HIFHHEEMER 9 X EARR MF 5347
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- 1287 -



20246 H10H e
No. 6 10 June 2022

¥ E % %

ACTA CHINESE MEDICINE

W37 HE B 289 M
Vol. 37 No. 289

8 HSY - ¥BAR - EERM LR E
2.7 BREEFESH  HRI Cytoscape3. 8.0 A

fifi v i VEGFA [ TP53 \PTGS2 .RELA . JUN ,MMP9
PGR %5 7 %0 JE K5 A #] Kaplan — Meier Plotter
IR R B 7 AN B R IA 5 N B B 1Y
AAEARR R TDC PR O R B H TS W HE S VEG-
FA SF 3R FRIA KB UIAHC (B 9) , A B A O 5L
i 5 R NEER 2R IK7KF R GEPIA W3 73 4t 7
NEAEARFRIEN, KI5 R EA B EW
Tk AKF, ULE 10,

9 ERARZEZSEETRNEREHLE (P <0.05)

E AR TAMEAL KB TEF AN
E10 BPEBESERAZBHNERREKE(P<0.05)
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