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(Abstract] Objective Network pharmacology and molecular docking technology were utilized to explore interaction mechanisms
among the components, targets and pathways of Xinshang Shifu Liquid in treatment of soft tissue injury. Methods The active
ingredients of Xinshang Shifu Liquid were obtained from literature searches and TCMSP database, and corresponding targets
were get from TCMSP and SWISS databases. Disease targets were retrieved via GeneCards and OMIM databases. Core targets
were identified by intersecting disease targets with active ingredient action targets. Building a target interaction network based on
STRING platform and through Cytoscape software to visualize the prescription—drug—component—target—pathway network. Metascape

database performs GO and KEGG visualization analysis on the core targets, and finally the results were imported into Sybyl
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software for molecular docking. Results It was analyzed that active ingredients in Xinshang Shifu liquides act on 56 core

targets , and the molecular docking results showed that emodin, baicalin, baicalein and other compounds in the Xinshang

Shifu Liquid have a strong affinity with PIK3CA and other targets. Conclusion The effective compounds in Xinshang

Shifu Liquid may interact with PIK3CA and other targets, and regulate Th17 cell differentiation, TNF, IL-17 and other

pathways to treat soft tissue injury.

(Keywords)] soft tissue injury; network pharmacology; Xinshang Shifu Liquid; molecular docking; mechanism of action
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%> Tk LY KR OB/% DL
TGS1 borneol R4 L (TGS) 81.80 0.05
TGS2 4—terpineol R4 HL(TGS) 40.75 0.03
TGS3 alpha—terpineol R4 AL (TGS) 34.01 0.03
TGS4 nerol R BL(TGS) 35.66 0.02
TGS5 carvacrol PR (TGS) 43.28 0.03
TGS6 elemol R4 HL(TGS) 39.27 0.11
TGS7 (+)—spathulenol PR Al B (TGS) 81.61 0.12
TGS8 ledol Bl H (TGS) 82.78 0.12
TGS9 T-muurolol Bl H(TGS) 3041 0.09
TGS10 alpha—eudesmol R4 L (TGS) 25.02 0.10
TGSI11 alpha—cadinol R BL(TGS) 64.81 0.09
HH1 poriferast—5—en—3beta—ol £14€ (HH) 36.91 0.75
HH2 4 —[(E) -4 —(3.5 —dimethoxy —4 —oxo —1 —cyclohexa -2.5 —dienyli £14€ (HH) 48.47 0.36
dene)but—2-enylidene]-2,6—-dimethoxycyclohexa-2,5-dien—1-one
HH3 lignan 2146 (HH) 43.32 0.65
HH4 pyrethrinll 2146 (HH) 48.36 0.35
HH5 6—hydroxykaempferol 2146 (HH) 62.13 0.27
HH6 baicalein £14€ (HH) 33.52 0.21
HH7 qt_carthamone £14€ (HH) 51.03 0.2
HHS quercetagetin 2146 (HH) 45.01 0.31
HH9 7,8-dimethyl-1H-pyrimido[5,6—g]quinoxaline-2.4—dione 2146 (HH) 45.75 0.19
HH10 beta—carotene 2148 (HH) 37.18 0.58
HHI1 kaempferol 2148 (HH) 41.88 0.24
HHI12 stigmasterol Z14% (HH) 43.83 0.76
HH13 CLR 2146 (HH) 37.87 0.68
HZ1 6,8—dihydroxy—7-methoxyxanthone JERL(HZ) 35.83 0.21
HZ2 physovenine AL (HZ) 106.21 0.19
Hz3 picralinal AL (HZ) 58.01 0.75
HZ4 physciondiglucoside JRAL(HZ) 41.65 0.63
HZ5 rhein JEAL (HZ) 47.07 0.28
HZ6 torachrysone—8—0—beta—D—(6"-oxayl)-glucoside JERL(HZ) 43.02 0.74
HZ7 (+)—catechin FEAL(HZ) 54.83 0.24
HZ8 polydatin JEAL(HZ) 21.44 0.50
HZ9 resveratrol JERL(HZ) 41.13 0.11
HZ10 emodin AL (HZ) 24.40 0.24
ONJ1 maristeminol ?ﬁiﬁi(QNJ) 30.64 0.38
XGF1 sitosterol B K(XGF) 3691 0.87
XGF2 9—ethoxyaristolactone FH K (XGF) 75.17 0.73
XGF3 9-ethoxyaristololactam FH K (XGF) 68.00 0.72
XGF4 mollugin S W (XGF) 42.34 0.26
XGF5 aristoloside_qt S W (XGF) 40.32 0.60
A beta—sitosterol ZLAE(HH)/ SR BL(HZ)/ TAR R (QNI)/ -3 K(XGF) - 36.91 0.75
B luteolin JE AL (HZ)/41 AE (HH) 36.16 0.25
C quercetin JEAL(HZ)/£1 46 (HH) 46.43 0.28
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%' Uniprot %% S 4 JE I e J AR AR
1 P42336 PIK3CA 67 5 025.619 6 0.066 8
2 P40763 STAT3 67 5 428.743 7 0.067 0
3 P31749 AKT1 67 6 320.159 0 0.067 0
4 P12931 SRC 66 3 879.496 6 0.066 8
5 P27361 MAPK3 65 2 992917 0 0.067 0
6 P28482 MAPK1 65 3 610.515 0 0.067 0
7 P04637 TP53 60 6 781.044 4 0.066 8
8 P05412 JUN 53 4 098.633 0 0.066 8
9 Q04206 RELA 46 1 966.194 5 0.066 4
10 P00533 EGFR 44 2 094352 0 0.066 4
11 P15692 VEGFA 43 2 137.283 0 0.066 5
12 Q16539 MAPK14 42 2 404.629 6 0.066 4
13 060674 JAK2 42 990.987 1 0.065 9
14 P45983 MAPKS 42 1 279.927 4 0.066 4
15 P05067 APP 41 2 977.707 0 0.065 6
16 P07900 HSP90AAT1 40 2 133713 0 0.066 4
17 PO1133 EGF 39 1 425.177 2 0.066 0
18 Q06124 PTPNI11 38 387.354 6 0.065 5
19 P07948 LYN 37 923.495 8 0.066 0
20 P35222 CTNNBI1 36 2 098.147 2 0.066 0
21 PO1375 TNF 36 1 559.910 6 0.065 9
22 P05231 IL6 35 984.479 6 0.065 7
23 P03372 ESR1 35 3 560.495 6 0.066 3
24 P23458 JAK1 33 361.135 4 0.065 7
25 PO1100 FOS 33 1 545.001 2 0.066 1
26 P05556 ITGB1 32 2 131.885 5 0.065 3
27 P10145 CXCL8 32 1 415914 8 0.065 4
28 P06400 RB1 31 1 525.989 3 0.065 7
29 P05305 EDN1 30 1 507.781 2 0.065 9
30 P60568 L2 30 289.941 5 0.065 7
31 P06493 CDK1 30 1 115924 0 0.065 2
32 P24385 CCND1 30 1 159.819 0 0.065 9
33 P38936 CDKNIA 30 733.666 3 0.065 6
34 Q05655 PRKCD 29 964.752 1 0.065 7
35 PO1106 MYC 29 628.410 4 0.066 0
36 P24941 CDK2 29 509.742 3 0.064 5
37 P17252 PRKCA 28 1 408.002 7 0.065 5
38 P14210 HGF 28 473.320 7 0.065 4
39 P35568 IRS1 28 749.018 7 0.065 4
40 P42338 PIK3CB 27 166.946 3 0.065 0
41 P52333 JAK3 27 208.487 4 0.065 5
42 P42224 STAT1 27 338.713 4 0.065 5
43 PO5771 PRKCB 26 557.393 6 0.065 1
44 PO5112 14 26 1 695.200 7 0.065 5
45 P11802 CDK4 26 520.174 9 0.064 6
46 P29350 PTPN6 25 1 085.044 2 0.064 8
47 P19793 RXRA 25 2 405991 2 0.065 6
48 P04150 NR3C1 25 388.355 1 0.065 7
49 P42574 CASP3 25 1 431.449 3 0.065 3
50 Q14790 CASP8 25 1 610.498 8 0.065 3
51 P60953 CDC42 24 424318 1 0.065 4
52 P00519 ABLI 23 372.495 9 0.064 9
53 P43405 SYK 23 237.499 6 0.065 0
54 P04141 CSF2 23 201.322 5 0.065 3
55 Q15788 NCOA1 23 1 935517 3 0.064 6
56 P25963 NFKBIA 23 276.065 7 0.065 6
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