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[ Abstract |

Objective; The study aimed to predict the mechanism of effective components in anticoagulant

herbs in molecular level through network pharmacology technology. Method: Virtual screening and network

pharmacology were applied to study the interaction between natural molecules and the targets. Result: Herbs for

promoting blood circulation and removing blood stasis had predictive anti-coagulative effects. Several potential

effective components were screened out. Conclusion: Computational techniques can improve our understanding of

the complex mechanisms of traditional medicine, and instruct the research in the future.
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PDB  iHE
HUAR 4 FR B TH B
Plasminogen 1CEB 2 741 71. 12
Coagulation factor Xa 3ENS 2576  73.96
Tissue-type plasminogen activator 1PK2 2 207 55.24
Complement C3 2QKI 1964 68. 31
Prostaglandin G/H synthase 1 3N8X 1927 47.91
Coagulation Factor Va 1CZS 1674 87.50
Vitamin K epoxide reductase 3KP9 1154 115.75

complex subunit 1

Proteinase activated receptor 4 27PK 965 84.93
Plasminogen activator inhibitor-1 1LJ5 730  99.05
Antithrombin-III 1SR5 712 77.98

Heparin cofactor 11 1JMO 570 120
Proteinase activated receptor 1 INRQ 492 127.47
Plasma kallikrein 2ANY 463 133.52

Myeloperoxidase 1DNU 438 120
Urokinase-type plasminogen activator 1EJN 268 146. 14
Coagulation factor IX 1RFN 235 133.14

Von Willebrand factor 3HXO 186 120
Tissue factor 1DAN 53 165.84
Prostaglandin G/H synthase 2 1CX2 50 136.71
Glycoprotein IIb/Illa receptor 2VC2 24 154.15
Coagulation factor X 1FXY 15 164.81
Coagulation factor VII 1J9C 9 169.28
Thrombomodulin 1HLT 6 178.24
Factor XI 1ZSL 3 170.91
Thrombin 1A5G 0 174.62

Urokinase plasminogen activator
3BT2 0 120
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HLAR 24 PR DRI kA oy
Plasminogen Hi% 20-0-(2'E ,4'Z-decadienoyl ) ingenol 133.51
i) 1-0-(15'-methylhexadecyl) -sn-glycero-3 -phosphocholine 133.33
Coagulation factor Xa BRA clemomanshurinane A 178.45
il agrimonolide 6-0-beta-D-glucopyranoside 177. 54
Tissue-type plasminogen activator EH prostaglandin E2 130. 49
i) forsythenside A 124.25
Complement C3 ey :i) forsythenside A 160. 20
ik 7,8-erythro4,9 ,9'-trihydroxy-3 ,3’-dimethoxy-8-0-4"-neolignan 155. 42
Prostaglandin G/H synthase 1 il 4> wenyujinoside 153. 80
A WAL 7,8-dimethyl-10-ribityl-isoalloxazinethyl-10-( 1-D-ribityl ) isoalloxazine 149. 11
Coagulation Factor Va FHA aurantiamide 131.29
Hix aurantiamide acetate 130. 87
Vitamin K epoxide reductase +% meso-3 ,5-diacetoxy-1,7-bis(4-hydroxy-3-methoxyphenyl ) heptane 164. 16
complex subunit 1 T (3S,5S)-3,5-diacetoxy-1,7-bis (4-hydroxy-3-methoxyphenyl ) heptane 164. 16
Proteinase activated receptor 4 T2 5-hydroxy-7-( 4-hydroxy-3, 5-dimethoxyphenyl )-1-( 4-hydroxy-3- 130. 59
methoxyphenyl ) -3-heptanone
2L 4k N-feruloyl serotonin 130. 04
Plasminogen activator inhibitor-1 I 1 -myristoyl-sn-glycero-3-phosphocholine 134. 04
K g 1 -myristoylphosphatidylcholine 134. 04
Antithrombin-IIT ZHET mulberroside C 133. 36
Y 1-0-heptadecyl-sn-glycero-3-phosphocholine 131.71
Heparin cofactor 11 K g 1-palmitoyl-2-lyso-phosphatidylcholine 151.47
i) 1-0-14-methylpentadecyl-sn-glycero-3-phosphocholine 151.22
Proteinase activated receptor 1 T spiropreussione B 155. 63
Al & agrimonolide 6-0-beta-D-glucopyranoside 153.21
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Ly TR 2k e W
Plasma kallikrein HE / 178. 82
Je i diversoside 177. 86
Myeloperoxidase T 5-0-methylapigenin 7-beta-D-glucoside 171. 89
i) 1-0-heptadecyl-sn-glycero-3-phosphocholine 170. 36
Urokinase-type plasminogen activator FZHET / 184. 62
TR Al clemomanshurinane B 182. 42
Coagulation factor TX Fx 3, 5-diacetoxy-1-( 4-hydroxy-3, 5-dimethoxyphenyl )-7-( 4-hydroxy-3-  156. 84
methoxyphenyl ) heptane
T (3S,55) -3,5-diacetoxy-1,7-bis(3 ,4-dihydroxyphenyl ) heptane 154.58
Von Willebrand factor FEVN (1,3Z,11E) -tridecatriene-7 ,9-diyne-5-hydroxyl-6-0-beta- 144. 00
D-glucopyranoside
e ethyl rosmarinate 143. 94
Tissue factor H / 187.75
T 3, S-diacetoxy-1-( 4-hydroxy-3, S-dimethoxyphenyl )-7-( 4-hydroxy-3-  187.32
methoxyphenyl) heptane
Prostaglandin G/H synthase 2 4 aurantiamide 160. 86
FHA aurantiamide 160. 86
Glycoprotein IIb/IIla receptor il agrimonolide 6-0-beta-D-glucopyranoside 171.26
o 6'-0-acetyl-liquiritin 171.25
Coagulation factor X FHET / 188. 56
RET / 183.52
Coagulation factor VII TG diversoside 172. 87
#HA (3R,5R)-3,5-diacetoxy-1 ,7-bis(3 ,4-dihydroxyphenyl) -heptane 172. 62
Thrombomodulin FHT / 185.15
UiE 5-0-methylapigenin 7-beta-D-glucoside 183.92
mRNA of Factor XI A lactiflorin 173.28
A5 lactiflorin 173. 28
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£4 EEHFHHT
DRI T AR Bz
S 2-hydroxy-3-[ (1-oxododecyl) oxy ] propyl-beta-D-glucopyranoside 17
dahurin B 12
b Jp 1-0-heptadecyl-sn-glycero-3-phosphocholine 13
1-0-14-methylpentadecyl-sn-glycero-3-phosphocholine 12
1-0-(15"-methylhexadecyl ) -sn-glycero-3 -phosphocholine 11
1-0-13-methyltetradecyl-sn-glycero-3 -phosphocholine 11
1-0-pentadecyl-sn-glycero-3-phosphocholine 11
HA (3R,5R) -3 ,5-diacetoxy-1,7-bis(3 ,4-dihydroxyphenyl) -heptane 19
aurantiamide 19
(3R,5R) -3-acetoxy-5-hydroxy-1,7-bis(3,4-dihydroxyphenyl ) heptane 14
(3R,5R)-3,5-diacetoxy-1-(3,4-dihydroxyphenyl) -7-(4-hydroxyphenyl ) heptane 13
(3R,5R)-3,5-dihydroxy-1-(4-hydroxy-3-methoxyphenyl) -7-(3 ,4-dihydroxyphenyl ) -heptane 12
(58) -5-hydroxy-1-(4-hydroxy-3-methoxyphenyl) -7-(3 ,4-dihydroxyphenyl ) heptan-3-one 12
(3R) -3-acetoxy-1-(3,4-dihydroxyphenyl) -7-(4-hydroxyphenyl ) heptane 11
3,5-dihydroxy-1-(3-methoxy-4,5-dihydroxyphenyl) -7-(4-hydroxyphenyl ) heptane 11
B 6'-0-acetyl-liquiritin 14
Hix aurantiamide acetate 16
+% (3S,58)-3,5-diacetoxy-1,7-bis(3 ,4-dihydroxyphenyl ) heptane 19
5-(6-amino-9H-purin-9-yl) -1-(4-hydroxy-3-methoxyphenyl ) dodecan-3-one 16
3-acetoxy-1,5-epoxy-1-(3,4-dihydroxy-5-methoxyphenyl) -7-(4-hydroxy-3-methoxyphenyl ) heptane 15
5-(6-amino-9 H-purin-9-y1) -1 -(4-hydroxy-3-methoxyphenyl ) decan-3-one 15
1,7-bis(4-hydroxy-3-methoxyphenyl) -heptane-3 ,5-dione 14
3,5-diacetoxy-7-(3 ,4-dihydroxyphenyl) -1-(4-hydroxy-3-methoxyphenyl) heptane 14
5-hydroxy-1-(4-hydroxy-3-methoxyphenyl) -7-(3 ,4-dihydroxy-5-methoxyphenyl ) heptan-3-one 14
5-hydroxy-1-(4-hydroxy-3-methoxyphenyl) -7-(3 ,4-dihydroxyphenyl ) heptan-3-one 14
hexahydrocurcumim 14
hexahydrocurcumin 14
(3S,58) -diacetoxy-1,7-bis (4-hydroxy-3-methoxy-phenyl ) heptane 13
5-hydroxy-1-(3,4-dihydroxy-5-methoxyphenyl ) -7-(4-hydroxy-3-methoxyphenyl ) heptan-3-one 13
meso-1,7-bis(4-hydroxy-3-methoxyphenyl) heptane-3 ,5-diol o-octahydrocurcumin 13
meso-3 ,5-diacetoxy-1,7-bis(4-hydroxy-3-methoxyphenyl ) heptane 13
3R-acetoxy-5S-hydroxy-1,7-bis(4-hydroxy-3-methoxy-phenyl ) heptane 12
shogasulfonic acid A 12
(58) -5-acetoxy-1 ,7-bis(4-hydroxy-3-methoxyphenyl ) -3-heptanone 11
5-Hydroxy-7-(4-hydroxy-3,5-dimethoxyphenyl) -1-(4-hydroxy-3-methoxyphenyl ) -3-heptanone 11
dihydrocurcumin 11
EAR puerol B 2-0-glucopyranoside 13
A2 N-feruloyl serotonin 11
N-feruloylserotonin 11
s chrysin 7-0-beta-D-glucopyranuronoside 11
SRTE lonijaposide I "




5520 55 16 H S 5 R A g Vol. 20, No. 16
2014 4 8 H Chinese Journal of Experimental Traditional Medical Formulae Aug. ,2014
Yk 4
PRI AR i
3 forsythenside A 16
RIS Ve anomalamide 16
FKIE diversoside 16
w1 muricarpone A 12
muricarpone B 1
1 2 (3R,5R)-1,7-bis(4-hydroxy-3-methoxyphenyl) -3 ,5-heptanediol 12
7K 9% 1-0-(9Z) -hexadecenyl-sn-glycero-3-phosphocholine 13
Bl 15,16-dihydroxy-9Z , 12Z-octadecadienoic acid 2 ,3-dihydroxypropyl ester 14
il agrimonolide 6-0-beta-D-glucopyranoside 16
ik 4 wenyujinoside 18

AL B EE 0 AE 5 25 00 B R R A /R B vWE Sy
Av, Fi B TR B AT 4k b, OB R A, BT BE L P 2558 1 4
Myeloperoxidase , Von Willebrand factor, Tissue factor [¥] f= 4,
# % Plasmin-ogen, activator,

Tissue-type  plasminogen

Plasminogen activator inhibitor-1, Plasma kallikrein Urokinase-
type Al plasminogen activator [ fift £ 24 25 [ FII 4T 4 26 1 ), f¢
o I R A W L O Ak 5 R S5 A 1 £ T DA, R B
S b R VR D 5 T A a0 B SR A D S Rl A
Glycoprotein 1Ib/I1la receptor By 4514 . SCEG 45 R B R FEA H
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