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Network pharmacology

NO
.

CHEMBL
ID

Compound
CID

结构式 化合物 中文名 分子式 分子量

1 CHEMBL
297453

65064 Epigallocatechin
Gallate

没食子儿茶素 C22H18O11 458.38

2 CHEMBL
483083

5276454 Catechin gallate 儿茶素没食子酸

酯

C22H18O10 442.38

3 CHEMBL
36327

107905 Epicatechin
Gallate

表儿茶素没食子

酸酯

C22H18O10 442.38

4 CHEMBL
507268

44586972 Afzelin
3'-O-Gallate

阿夫泽林 3'-O-
没食子酸酯

C28H24O14 584.49

5 CHEMBL
445952

44586971 Afzelin
2'-O-Gallate

阿夫泽林 2'-O-
没食子酸酯

C28H24O14 584.49



6 CHEMBL
1172735

15689618 Catechin
5-O-gallate

儿茶素 5-O-没食

子酸酯

C22H18O10 442.38

7 CHEMBL
264938

199472 Gallocatechin
gallate

没食子儿茶素没

食子酸酯

C22H18O11 458.38

8 CHEMBL
159706

467295 Epiafzelechin
3-O-Gallate

表阿福豆素

-3-O-没食子酸

酯

C22H18O9 426.38

9 CHEMBL
229029

16747763 dideoxy-epigallo
catechin gallate

双脱氧-表没食

子儿茶素没食子

酸酯

C22H18O9 426.38

10 CHEMBL
2235643

76308049 [3H](-)Epigalloc
atecgin gallate

[3H]（-）表没食

子儿茶素没食子

酸酯

C22H17IO1

1

592.30



11 CHEMBL
2235644

76308050 [131I]-Epigalloc
atechin gallate

[131I]-儿茶素没

食子酸

C22H17IO1

1

588.27

12 CHEMBL
129451

6419835 catechin gallate 儿茶素没食子酸

酯

C22H18O10 442.38

13 CHEMBL
3236511

10031482 2'-O-galloylquer
citrin

2′-O-没食子酰

槲皮苷

C28H24O15 600.49

14 CHEMBL
444191

5488619 Astragalin
2''-gallate

黄芪甲苷 2''-没
食子酸酯

C28H24O15 600.49

15 CHEMBL
4471702

26194291 [(2S,3R)-2-(3,4-
dihydroxypheny
l)-3,5-dihydroxy
-3,4-dihydro-2H
-chromen-7-yl]
3,4,5-trihydroxy

benzoate

[（2S，3R）-2-
（3,4-二羟基苯

基）-3,5-二羟基

-3,4-二氢-2H-铬
-7-基]3,4,5-三羟

基苯甲酸酯

C22H18O10 442.38



16 CHEMBL
4472624

26087900 [(2S,3R)-3,5-Di
hydroxy-2-(3,4,
5-trihydroxyphe
nyl)-3,4-dihydro
-2H-chromen-7-

yl]
3,4,5-trihydroxy

benzoate

[（2S，3R）-3,5-
二羟基-2-（3,4,5-
三羟基苯基）

-3,4-二氢-2H-铬
-7-基]3,4,5-三羟

基苯甲酸酯

C22H18O11 458.38

17 CHEMBL
4088244

89280670 3,4,5-Trihydrox
ybenzoic acid

(2R)-2alpha-(3,4
,5-trihydroxyphe
nyl)-5-hydroxy-
7-methoxychro
man-3alpha-yl

ester

3,4,5-三羟基苯

甲酸（2R）
-2alpha-（3,4,5-
三羟基苯基）-5-
羟基-7-甲氧基

苯并吡喃-3-α-
基酯

C23H20O11 472.40

18 CHEMBL
338988

2824823 [(2S,3S)-5,7-dih
ydroxy-2-(3,4,5-
trihydroxypheny
l)-3,4-dihydro-2
H-chromen-3-yl

]
3,4,5-trihydroxy

benzoate

[（2S，3S）-5,7-
二羟基-2-（3,4,5-
三羟基苯基）

-3,4-二氢-2H-铬
-3-基] 3,4,5-三
羟基苯甲酸酯

C22H18O11 458.38

19 CHEMBL
3934873

102287521 3-(3-O-Galloyl-
beta-D-glucopyr
anosyloxy)-5,7,3
',4'-tetrahydroxy

flavone

3-（3-O-没食子

酸基-β-D-吡喃

葡萄糖基氧基）

-5,7,3'，4'-四羟基

丙酮

C28H24O16 616.48

20 CHEMBL
3942991

134145562 [(2R,3S,4R,5R,6
S)-6-[2-(3,4-Dih
ydroxyphenyl)-5
,7-dihydroxy-4-
oxochromen-3-y
l]oxy-4,5-dihydr
oxy-2-(hydroxy
methyl)oxan-3-y

l]
3,4,5-trihydroxy

benzoate

[（2R，3S，4R，
5R，6S）-6-[2-
（3,4-二羟基苯

基）-5,7-二羟基

-4-氧代铬-3-基]
氧基-4,5-二羟基

-2-（羟甲基）氧

基-3-基]3,4,5-三
羟基苯甲酸酯

C28H24O16 616.48

https://www.ebi.ac.uk/chembl/compound_report_card/CHEMBL4088244
https://www.ebi.ac.uk/chembl/compound_report_card/CHEMBL4088244


21 MOL0058
65

471393 Catechin
7-O-gallate

儿茶素 7-O-没食

子酸酯

C22H18O10 442.38

22 CHEMBL
2414344

11686333 procyanidin B3
3'-O-gallate

原花青素 B3
3'-O-没食子酸

酯

C37H30O16 730.63

23 CHEMBL
4216177

44257117 Gallocatechin
7,4'-di-O-gallate

没食子儿茶素

7,4'-di-O-没食子

酸酯

C29H22O15 610.48

24 CHEMBL
2414343

11331595 Procyanidin B3
3-O-gallate

原花青素 B3
3-O-没食子酸酯

C37H30O16 730.63

25 CHEMBL
4216621

145972597 [(2R,3S)-3,5-Di
hydroxy-2-(3,4,
5-trihydroxyphe
nyl)-3,4-dihydro
-2H-chromen-7-

yl]
3,4,5-trihydroxy

benzoate

[（2R，3S）-3,5-
二羟基-2-（3,4,5-
三羟基苯基）

-3,4-二氢-2H-铬
-7-基]3,4,5-三羟

基苯甲酸酯

C22H18O11 458.38



26 CHEMBL
2414342

15593124 Procyanidin B2
3'-O-gallate

原花青素 B2
3'-O-没食子酸

酯

C37H30O16

730.63

27 CHEMBL
2414341

46181828 procyanidin B2
3-O-gallate

原花青素 B2
3-O-没食子酸酯

C37H30O16 730.63

28 CHEMBL
2414345

12795892 (2R,2'R,3S,3'S,4
S)-2,2'-Bis(3,4-d
ihydroxyphenyl)
-5,5',7,7'-tetrahy
droxy-[4,8'-bichr
oman]-3,3'-diyl
bis(3,4,5-trihydr
oxybenzoate)

（2R，2'R，3S，
3'S，4S）-2,2'-
双（3,4-二羟基

苯基）-5,5'，7,7'-
四羟基-[4,8'-双
色胺]-3,3'-二酰

基双（3,4,5-三羟

基苯甲酸酯）

C44H34O20 882.74

29 CHEMBL
1651275

50993777 4'-o-Methylepic
atechinchin-3-o-

gallate

4'-O-甲基表儿

茶素-3-O-没食

子酸酯

C23H20O10 456.40

30 CHEMBL
262261

16152264 [(2R,3R)-2-(3,4-
Dihydroxypheny
l)-8-[(2R,3R,4S)
-2-(3,4-dihydrox
yphenyl)-8-[(2R,
3R,4R)-2-(3,4-di
hydroxyphenyl)-
5,7-dihydroxy-3
-(3,4,5-trihydrox
ybenzoyl)oxy-3,
4-dihydro-2H-ch
romen-4-yl]-5,7-
dihydroxy-3-(3,

[（2R3R）-2-（34-
二羟基苯基）

-8-[（2R3R4S）
-2-（34-二羟基苯

基）

-8-[（2R3R4R）
-2-（34-二羟基苯

基）- 57-二羟基

-3-（345-三羟基

苯甲酰基）氧基

-34-二氢-2H-铬
-4-基] -57-二羟

基-3-（345-三羟

C66H50O30 1323.10



4,5-trihydroxybe
nzoyl)oxy-3,4-di
hydro-2H-chrom
en-4-yl]-5,7-dih
ydroxy-3,4-dihy
dro-2H-chromen

-3-yl]
3,4,5-trihydroxy

benzoate

基苯甲酰基）氧

基-34-二氢-2H-
铬-4-基] -57-二
羟基-34-二氢

-2H-铬-3-基]
345-三羟基苯甲

酸酯

31 CHEMBL
1093050

23583011 4'-O-methylepig
allocatechin-3-O

-gallate

4'-O-甲基表没

食子儿茶素

-3-O-没食子酸

酯

C23H20O11 472.40

32 CHEMBL
499432

9830456 Tellimoside 泰利莫甙 C28H24O16 616.48

33 CHEMBL
39504

124016 Procyanidin B2
3,3'-Di-O-Gallat

e

原花青素 B2
3,3'-二-O-没食

子酸酯

C44H34O20 882.74

34 CHEMBL
459260

5480249 Quercetin
3-glucoside2''-ga

llate

槲皮素 3-葡萄糖

苷 2''-没食子酸

酯

C28H24O16 616.48

https://pubchem.ncbi.nlm.nih.gov/compound/124016
https://pubchem.ncbi.nlm.nih.gov/compound/124016
https://pubchem.ncbi.nlm.nih.gov/compound/124016


35 CHEMBL
311663

1287 Gallocatechin
gallate

没食子儿茶素没

食子酸酯

C22H18O11 458.38

36 CHEMBL
422711

467306 Rhodisin 罗地辛 C44H34O22 914.73

37 CHEMBL
562716

9804842 Epigallocatechin
3-O-(3-O-methy

l)gallate

表没食子儿茶素

3-O-（3-O-甲基）

没食子酸酯

C23H20O11 472.40

38 CHEMBL
158521

467296 Epicatechin
3-O-(3-O-methy

lgallate)

表儿茶素 3-O-
（3-O-甲基没食

子酸酯）

C23H20O10 456.40

39 CHEMBL
559294

401129 4''-Methylepigall
ocatechin gallate

4''-甲基表没食

子儿茶素没食子

酸酯

C23H20O11 472.40

40 CHEMBL
1935379

54755091 3-O-Galloylquer
cetin

3-O-没食子酰槲

皮素

C22H14O11 454.34

https://pubchem.ncbi.nlm.nih.gov/compound/54755091
https://pubchem.ncbi.nlm.nih.gov/compound/54755091
https://pubchem.ncbi.nlm.nih.gov/compound/54755091
https://pubchem.ncbi.nlm.nih.gov/compound/54755091


Raw Data S2

intersection targets
number of nodes: 116

number of edges: 1812

average node degree: 31.2

avg. local clustering coefficient: 0.67

expected number of edges: 564

PPI enrichment p-value: < 1.0e-16



core targets
number of nodes: 16

number of edges: 119

average node degree: 14.9

avg. local clustering coefficient: 0.992

expected number of edges: 59

PPI enrichment p-value: 4.72e-12



AKT1 Degree 91 Betweenness886.95734 Closeness 0.81560284

TP53 Degree 87 Betweenness810.54663 Closeness 0.7986111

VEGFA Degree 79 Betweenness403.48343 Closeness 0.7565789

ESR1 Degree 77 Betweenness1123.4476 Closeness 0.751634

STAT3 Degree 77 Betweenness328.17703 Closeness 0.7419355

EGFR Degree 76 Betweenness387.93515 Closeness 0.73717946

MAPK3 Degree 76 Betweenness413.74265 Closeness 0.7419355

IL6 Degree 73 Betweenness428.62036 Closeness 0.7278481

HIF1A Degree 72 Betweenness299.1978 Closeness 0.7232704

EGF Degree 70 Betweenness219.8099 Closeness 0.70987654

CCND1 Degree 70 Betweenness318.2578 Closeness 0.70987654

MMP9 Degree 65 Betweenness480.6608 Closeness 0.6886228

PTGS2 Degree 60 Betweenness292.85876 Closeness 0.6764706

ERBB2 Degree 60 Betweenness184.1135 Closeness 0.6647399

PPARG Degree 59 Betweenness301.5466 Closeness 0.6686047

MAPK1 Degree 57 Betweenness201.06628 Closeness 0.6571429



Immunofluorescence



Cell Proliferation Assay



Flow cytometry
cell apoptosis



cell cycle



Proteomics









qRT-PCR



Western blotting


