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i E: BRY ST WKZHEEINERD . MRS 0L T EREEGEIT R T RREE . B . B FIH TCMSP,
TCMIP. Drugbank. TTD &4 MR ¥ERE S, AT Cytoscape 43#7; FIH String #¥s E T & A TAE S HT, F)
H ClueGO #47 GO ¥l A5 B E 45, IFLL Autodock Vina AT TR EIGIE. AR M RAZIEEEL 394 N1 REMTVETE
53 558 AN ERA R AL, WESRIGAHOCHE 5 4 963 A, AR SRR S5 B 359 MR, 1 Cytoscape #EAT 73 #T 3F4% Degree /7
JEHUAT 10 NN¥E S, 4% Degree. Average Shortest Path Length. Betweenness Centrality fI1 Closeness Centrality Hf/F 5 25 BUHE4
SERTI— P8RS 3 325 MBS, 7E String FU3 E R AT R FIH Cytoscape 7741, HU Degree KT 100 R &, HH1Z-pR
or-HE R 28 AT 10 MR AT R EA ISR 21 AN, X 21 AN ASGET 2 X IR UERA GO KEGG. REACTOME
HUEEATR W 4Eie TRk 8 METEIEMESS M, FIH S FXHAE 21 MBAECEE AR iiE s 1 NS 463 R
A2 AT EI NOS2.
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Explore interaction between Xiaoyao Powder and diabetes basesd on network
pharmacology
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Tianjin Institute of Medical and Pharmaceutical Sciences, Tianjin 300020, China

Abstract: Objective To investigate and screen related pathways, targets and ingredients of classical formula Xiaoyao Powder in
treating diabetes based on network pharmacology. Methods The databank TCMSP and TCMSP were used to search and retrieve
information of ingredients and targets of Xiaoyao Powder, then data was processed with Cytoscape, protein relationship was
analysed by String, the information of GO was enriched by ClueGO, the results were validated by Autodock Vina. Results From
TCMSP and TCMIP, 394 ingredients and 558 targets of Xiaoyao Powder were obtained. From GenCLiP3, DisGeNET, DrugBank,
OMIM, TTD got 4 963 targets related to diabetes were obtained. Herb-ingredient-target network was created and analyzed by
Cytoscape, the results were arranged by Degree, the first ten targets was take to complete a further discussion. The results by
Degree, Average Shortest Path Length, Betweenness Centrality and Closeness Centrality were arranged separately, half of each part
got 325 targets in total, in String databank, the results were arranged by Degree, the target which has a higher degree value than 100
were analysed, together with the 10 targets above, and with the help of ClueGO the information of Pathway, Molecular Function, etc
were enriched. Conclusion Eight molecules may be active to diabetes targets. Among 21 targets, one target, NOS2, can combine
with those ingredients in Xiaoyao Powder through docking results.
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R JAR 95 A A% APR38R 3R S (R R i) B vy
MUBERFAE R WA, HATEARBURE TR, K
TRIBE LT, o™ B A A fr e B A1 0
U WEBRIR AT AT N B A ABA S BURR I R A0
D T RO PR, G TR RIS BUR S R
THBAN I 2 BUREPR,  EARIIRE RS, oAt SR 5
FURREARE RSN, a0 RIS PR 25 S S5

2 A TTEE R H ORI 7)), B
S HHL BT BAR. RE L KOHEL AT,
A2 32 8 WRZGLL AP, Nl RER I AAEAR . 5% I {g Ji 0
A I7 A, K R TR TR R . T R
WHFE 1 IEIE R 2 BB PR IR T PN, XFEE T
WAL B IR TIPS . HIEHOLFE SR, A
DB IEBLAE 2 BUBE PRIPTIG YT H RE S AP ILRE ek
DPEERIGTT AN RS BRAREET I 7t 3 B i 3
B ST T AR A R I B oI B R e B 5 L
P B AR R ] A5 S 8 R OV IR PR
FFAMAIAE BT R FT T, ] U 52 2E n P 3 3
Ja, PR REHNA R R VR, . AR R IR R
PRI AR T N B, 3 W38 RE 5 RT DA PR IR AP

M RA Z N 2R ZIEEAEH RHE,
90 2 24 1 2 B 28 59t S W24 )0 5 9 0 245 1) T L
0V, A TR FH ) 28 24 B 27 o) 18 3 A0V TR PR
TP REAE FIBLAIEAT IR T, 18 H JE B U 8 AN
FETEVERR Y, 1A S ERE R 7 45 A B AR AT
NI TR B %

1 7ESHHR
L1 EERBEEREERS KBS KRESEER
fE TCMSP ( Traditional Chinese Medicine
Systems Pharmacology , https://www.tcmspw.com/
temsp.php) MOMEHE e P R SR L AL BIAT. A
AR R%E L KR, MR BRIk DR
AYFIFEE (OB) =30%, HK#tk (DL) =0.18
1 ECAY SR B N #E /5. /£ TCMIP (Integrative
Pharmacology-based Research Platform of Traditional
Chinese Medicine , http://www.tcmip.cn/TCMIP/
index.php/Home/Login/ login.html) M4 & rh 8 2%
H2hy, MRS DL SRRy, 53] TCMIP 4
J2: F I T8 R 5 AR £ . R4 InChl (International
Chemical Identifier). canonical SMILES (Simplified
Molecular Input Line Entry System) 21L& 43¢ 2 4
B EAR R . KRB AR, FED R R G e 4
N Uniprot s IS8 — %', KB EEK

pat L=
LA “diabetic nephropathy” “diabetic kidney disease”-
“type 1l diabetes”. “type 2 diabetes” “type 2 diabetes

» &

mellitus noninsulin-Dependent Diabetes Mellitus ”

“diabetes 7 “diabetes enteropathy ”. “diabetic ulcer
“Diabetes Mellitus”. “diabetic” HEIRIFAHFILE R, 1E
GenCLiP3 (http://ci.smu. edu.cn/genclip3/analysis.php) %!
JE. DisGeNET (https:/www.disgenet.org/search) 4
DrugBank Chttps://www.drugbank.ca/) £, OMIM (Online
Mendelian Inheritance in Man, https://omim.org/) &6, TTD
(Therapeutic Target Database, http:/bidd.nus.edu.sg/group/
cjttd/) PEUIRRRGZR . HERAGEIRERIAE R
1.2 ##- 5o - B NEAE. o

PR SY 95 #E S AE Bash 71 sort HE/F« uniq
FEAAWECEM A, A RIES Y VennDiagram
ALATARAL o 4 H 2B oy - 5 B B JS 3 N Cytoscape
(Version 3.8.0, Java 11.0.7)!'SI3EAT m] ¥4k 47 1
K. i B AL, 7E String H¥E TR A
M EAER 4387, LL Cytoscape AbFRAS 2 45 BN 1%
13 FIA ClueGO HITHSHEXARTESE

W 25-Fl oy -BE SN 28 AT String B PR 97 ik HY
IHE BRI ClueGOM" 4T GO(The Gene Ontology
Resource, http://geneontology.org/)*°!. KEGG(KEGG
Pathway  Database, https://www.genome.jp/kegg/
pathway.html)?!! |  REACTOME(Reactome, https:/
reactome.org/) 2 EE PE @ % (Pathway ). B
£ (Biological Process, BP). 7 IIfE (Molecular
Function, MF). 4Hg414> (Cellular Component,
CC) HEE. ik,
14 5 F3HEWIE

NI AEVE RS R, RNy 1 SRR
R EZENE, FIH Pymol (2.4.0a0 Open-Source) 2%,
OpenBabel® X} &5 #4) 3 47 Fil &b 2, F  Autodock
Vinal# U0 38 38 BT A 5oy 5 07 14 R 7E DG A
AT, N R AT I Ik
2 R
2.1 EEREBEEMRS RS ERES

fE£ TCMSP i e P 2R 560 20, HAT,
EAR RES SO B, g, 2B, ik OB=30%,
DL=0.18 fyey, £HEILHFEIRD 149 4, 4B
264 > £ TCMIP Hidis e i = P2y, Bk DL
SAII RSy, ZEITHG R EI; 247 A, HEAT 341 1S
FR 4 InChl. canonical SMILES 2 54 2 M4k
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RBIRKS 394 DS, 558 MR

LUK PRI A S G B ] 7E. GenCLiP3 PR
I JE13%) 3 655 MHLAT, 1E DisGeNET FEH &
B 155 3 427 ML A . 7E DrugBank IR . B
HAGH] 100 MEA. £ OMIM FEH S R B H115 3
616 ML, 16 TTD FEP ez BHGE] 283 4L
Mo HIFEEH, 1354963 L.

TRy FE Ry E R B, DrugBank ¥
MRS R o mm R4, wmEh
“Diabetes”, 2TE45 R TARIE “Diabetes” A FRIE
“Diabetes Mellitis” “Diabetes Mellitus (D003920)” %%,
T PRAUES I S p ks R AR AL AT, X i O
11 77 DA LE DrugBank i B FidtAT 1B
OB, GEOUEE| 1 952 M, KEJEE] 148
MR, HE IR RS R EHGH GBS
154 A, SHAMEIREML, B mp S EEE,
X RO 2 1] ) 4 P U RS 2R 0 A 2R 25 SR A DTk AN K

F 817 7 4 7E DrugBank A RMEE RS
RBIREIE R REIR G IFIAGE] 4 967 NITIHE
R 5RO R R IS AR IR 3 359 AN AT
22 PH - Ry - B MEE

i 8 WK HH 24,394 i 53 . 359 /M EE s AE Cytoscape
AT M . B T AT, 8 BRA 2 Rl AN
FREE R 2, FEHRERIKR. L
B AR ORI, B g5 WIAE TCMIP FEH R 2R 21
Dimethyl Camphorate, #4fs 2 BomiZitE Ny “4F”,
{2 I s AR i, O 1 RS B e T A TS 1t

GENE_PTGS2 GENE_CDK2

GENE_PTGS1 GENE_HSP90AB1
INGRE_260 INGRE_347

INGRE_2284 INGRE_839

GENE_AR

HERB| Ul
INGRE_MOL000098 .,m-m ns'n( INGRE_2203

INGRE_MOL000422 INGRE_MOL000006
GENE_NCOA2 m-wo nm.,‘.o GENE_GSK38
wen o
INGRE_1123

GENE_F10

INGRE_2436

INGRE_1137 INGRE_2426

GENE_NOS2 INGRE_1136

GENE_ESR1

GENE_PRSS1 GENE_ESR2

GENE_SCN5A

1 gy o-$E AR R ML E
Fig. 1 Network of herb - ingredient - target

458, TERSA T FIA Autodock Vina XA 4
R I B AR RUHEAT T o . BRI T
o, AR SEIL A HEE (Degree) HEFfEiNE
1 ffzR, HHE Degree e K, AT BE IV 077 2
iK% . [FIFEEE 0 (Closeness Centrality ) 1R A
IR AE KL (Average Shortest Path Length) 1R
AN, Ul B AE P 2% AT BE AR BB . M3
(Betweenness Centrality ) IRR, B H AT R A
Jr ks R R .

X} Cytoscape AbFH 45 I v [ #E i 38 47, 1% Degree
HHOR E/NHEF JEHT 10 AR R a0 2 Fras - 43 0% 3
. “FYRERAEKE. Mg ootz
KT, SBEFAEERT— 133 4 5 EdkE,
SRFERHS B 25 REUCZ G2 4 NS HEHF R AL
SERUH 325 NME R T String Bodfs ZE 2347 o

F 1 1% Degree HEFHIF Z5-FR 53-58 55 Cytoscape 745 R
Table 1 Sort the result of herb-ingredient-target network

by degree in Cytoscape
LT S
HE 108 2.67 0.065 7 0.037 4
4 26 3.29 0.092 7 0.030 4
R 25 3.38 0.049 3 0.029 6
SEHH 21 3.03 0.018 8 0.0330
A 14 3.54 8.02X1073 0.028 3
HAj 9 333 2.52X1073 0.030 1
RS 8 345 4.35X1073 0.029 0
HAR 7 3.63 6.07X107* 0.027 6

R2 REHEHFET 10 MES
Table 2 Values of the first 10 targets after sorted by Degree

P

WG OEE gy MH BEROHE
ESR1 108 2.72 0.056 0 0.368
PTGS2 107 2.53 0.073 4 0.396
AR 93 2.60 0.062 7 0.384
ESR2 75 2.97 0.027 7 0.336
NOS2 70 3.36 5.18X1073 0.297
HSP90AB1 69 2.90 0.0139 0.345
PTGSI1 67 2.54 0.0551 0.394
NCOA2 62 2.67 0.0314 0.375
PRSS1 58 3.14 6.11X1073 0.318
CDK2 57 3.59 1.84X1073 0.279
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Xt 325 ANEESTE String HHE FE R 2R I LA
Cytoscape BT Pl 7R A FEZE AN 2 o, Bk
Degree FHKE|/NEtE 2028 AR W, AN B ORAR
/INo #% Degree SUHUS UK 3 B, & H SR A
/N o

X} String s FET R 45 R, % Degree HE/7 HUAT
134y, HE 4 /0L 13 MR Z AR L R AR
[F155 & Bk PTGS2 4F, AKT1. ALB. CASP3. EGF.
ESR1. IL6. INS. JUN. MAPKI. MYC. TP53.
VEGFA iX 12 M# 55 Average Shortes Path Length Al
Closeness Centrality /7 EHEA FT 13 LN (3K 3D,
Ui B W] e SR R .

T2 - BEG3 — B8 R 3 A R ) 10 /B
RUFD String 25 H EAER 28 23 B bt ) 13 AN R L
ASEEAE] 2 ANHESS ESRL. PTGS2, HAEZW) - ik

PZRY12 Egges Y CALM3

2 325 MNESTE String BUIREFRHKRRER
Fig. 2 Searching results of String databank

150—

B Degree

L L LU m

100

%,

Degree

0 50 100 150
Degree

3 325 MRS Degree 370
Fig. 3 Distribution of Degree

4 String RELERT Degree EHIFHT 13 MR
Fig. 4 The first 13 targets of searching results in String

databank after sorted by Degree

%< 3 String BIBESHERF 12 /> Degree. Average
Shortest Path Length, Closeness Centrality [F]B}HE%
E ;R
Table 3 The first 12 targets from results of searching String
databank which have a higher value of Degree,
Average Shortest Path Length and Closeness Centrality

RN HHRE CPEBEEBERE ot
AKTI 153 1.53 0.652
ALB 135 L61 0.620
CASP3 108 1.72 0.581
EGF 108 1.70 0.589
ESR1 100 1.75 0.573
IL6 138 1.62 0.619
INS 155 1.52 0.658
JUN 107 1.70 0.589
MAPK1 112 1.70 0.587
MYC 109 1.73 0.578
TP53 134 1.63 0.615
VEGFA 123 1.66 0.602

gy - BRI R EAH BAE Mg R AR E AR, )
ANIX 2 AR AT BB E JEH ORI MR .
2.3 FIA ClueGO HITHESHEXNETESE

FIH ClueGO MHERHATESR . EMIIEE %
SR 5 PR, iRk AR S RS
( nitric-oxide synthase activity) FLIRRIE K &
(mammary gland alveolus development). #L#zH ]
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P i #2  (maternal process involved in female
pregnancy )« i il #% & H € AL IE 15 (positive
regulation of protein localization to nucleus)+ DNA &
TS (regulation of DNA biosynthetic process)

miRNA ZEHJIER (negative regulation of production
of miRNAs involved in gene silencing by miRNA).

s b BV P (telomerase activity) . % R 4512 1E 1A

5 ( positive regulation of nucleocytoplasmic

transport) . B AN EY G I (nitric oxide
biosynthetic process) BT g3 4= 877 (regulation
of fibroblast proliferation), iHIEH ] fEIX L EH)
TR REERE.

SRt EEEGRWE 6 Fin, BHESRILS
N, B —H AR S ( nitric-oxide synthase
activity) . AR IEME (nuclear receptor activity)

RNA R& 1 11 #3305 456 R § (RNA polymerase
II general transcription initiation factor binding )« ¥iij i
B 3G P (telomerase activity )« W 73 i L B 15 74
(regulation of telomeras e activity) .

M E LA R A 1A, /MR alpha B
HifE (platelet alpha granule lumen).

KEGG & £45 KUK 7 fios, # P {HIEHGHT 10
A~ KEGG i i, 45 R A5 A0 51 % & ( Prostate
cancer). Kaposi sarcoma AHICH 2 &Y (Kaposi
sarcoma-associated herpesvirus infection). %% 7%
(Colorectal cancer) FLIRJ# (Breast cancer). i/
2 fud (Small cell lung cancer) Z B 4% (Hepatitis
B). HIF-1 {55 (HIF-1 signaling pathway). Hf
WEE 5B (BEstrogen signaling pathway). 5%t
Ji (Bladder cancer). WA %8 (Hepatitis C).

BP
telomerase activity~
* 30
regulation of fibroblast proliferation” ® 35
£ regulation of DNA biosynthetic process™ ® 40
Q
o positive regulation of protein localization to nucleus” . ® 45
© i . . ® ;5o
positive regulation of nucleocytoplasmic transport™
nitric-oxide synthase activity- . ~1gP
nitric oxide biosynthetic process- ! 8.0
negative regulation of production of miRNAs involved in gene silencing by miRNA- ° 7.5
7.0
maternal process involved in female pregnancy- . 6.5
mammary gland alveolus development™ O 6.0
0 1X10°¢ 2X10°¢ 3X10°¢
P{H
5 GO ¥IEEEHEFFAT 10 B9 Biological Process E& 45 R
Fig. 5 The first 10 Biological Process enriching results in GO databank
MF
%
telomerase activity - + 30
® 35
RNA polymerase II general transcription initiation factor binding ® 40
- o
. . 45
regulation of telomeras e activit ®
8| y ® 50
£ nuclear receptor activity -
2 . . . —lgP
o nitric-oxide synthase activity
o) A .8.0
7.0
6.0
- @
5.0
0 I1X107% 2X107° 3X105 4X107

P1E

6 GO HEEE Molecular Function E5£45 %R
Fig. 6 The results of Molecular Function enriching in GO databank
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KEGG
Small cell lung cancer - %f&
Prostate cancer - @ ; 6
2 Kaposi sarcoma-associated herpesvirus infection - O () 7
fi: HIF-1 signaling pathway - : z
Hepatitis C -
Hepatitis B - ~1gP
Estrogen signaling pathway - 10
Colorectal cancer - I 9
Breast cancer -
Bladder cancer - ° 8
(‘) 2><i0’8 4><I10’8 6><IIO’8 8><.10’8
P1iH

7 KEGG EEHFAT 10 MERSIAE
Fig. 7 The first 10 enriching results in KEGG

REACTOME & &4 Rl 8 fron,
ESR 415155 (ESR-mediated signaling) F14Hfi/
# 4. 13 {55 (Interleukin-4 and Interleukin-13
signaling). PISP. PP2A. IER3 75 PI3K/AKT {5
5 (PI5P, PP2A and IER3 Regulate PI3K/AKT
Signaling ) v PI3BK/AKT M %% 41 ] 15 ( Negative
regulation of the PI3K/AKT network) RAZMEF RS
7 (Extra-nuclear estrogen signaling) . 412N 7E
JE % (Intrinsic Pathway for Apoptosis). & T MR
1]~ BSR M55 #% 17~ (Estrogen-dependent

signaling ). TP53 [%f# 17 (Regulation of TP53
Degradation) TP53 FKiA. [FEf#HTT (Regulation of
TP53 Expression and Degradation). AP-2 SR 5%
F U5 (Transcriptional regulation by the AP-2
(TFAP2) family of transcription factors).
2.4 ST XHEEIE

NI B Ay, RN T ISR Y 21
AN L X BT T S 21 ANBE R Autodock Vina
AT /7 X% . 1E Unirprot Al RCSB JF & i) &1k
HIE H Y% 5, 78 DrugBank JZE 28 #8488 p5 X B 2459

nuclear events downstream of ESR-membrane  f{REEXIIL (K 4),
REACTOME %
Transcriptional regulation by the AP-2 (TFAP2) family of transcription factors - ° * 3
Regulation of TP53 Expression and Degradation - ° : :
o Regulation of TP53 Degradation - ° ® s
g PI5P, PP2A and IER3 Regulate PI3K/AKT Signaling - @
< Negative regulation of the PI3K/AKT network - : z

Intrinsic Pathway for Apoptosis -

Interleukin-4 and Interleukin-13 signaling - @
Extra-nuclear estrogen signaling -

Estrogen-dependent nuclear events downstream of ESR-membrane signaling -

ESR-mediated signaling - .

8 REACTOME &%

|
i qa
5
0 ©

w2

0 1X107° 2X1053X1054X107° 5X 1075
P1H

EEAT 10 MERSIEE

Fig. 8 The first 10 results of pathway enriching in REACTOME
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Table 4 Proteins and the drugs as contrast
D F R FR R UNIPROT _ID PDB_ID Z R 2AW) 42 Bk
1 AKT1 P31749 1UNQ Enzastaurin
2 ALB P02768 1E7A Phenprocoumon
3 AR P10275 1T65 Flutamide
4 CASP3 P42574 1GFW Emricasan
5 CDK2 P24941 1AQ1 R-roscovitine
6 EGF P0O1133 INQL Tesevatinib
7 ESRI P03372 1A52 Diethylstilbestrol
8 ESR2 Q92731 1U3R Tamoxifen
9 HSP90AB1 P08238 1UYM SNX-5422
10 IL6 P05231 1ALU VX-702
11 INS P01308 1BEN Myristic acid
12 JUN P05412 1JNM T-5224
13 MAPK1 P28482 1PME CI-1040
14 MYC P01106 INKP TWS-119
15 NCOA2 Q15596 IMVC CHEMBL180517
16 NOS2 P35228 3E7G Miconazole
17 PRSSI P07477 IFXY Nafamostat
18 PTGS1 P23219 6Y3C Indomethacin
19 PTGS2 P35354 5F19 Sulindac
20 TPS3 P04637 1AIE PhiKan-083
21 VEGFA P15692 IFLT Vandetanib

07 30 B X 42 2 SR o R e AR TN TR 25 4 B
555 I UpsetRPOVIT . Gt i BE AR T-xf
AL RN, TR, AURR IR FTEE
MR G A R IIE 9 PR, #5521 AR
SRS FR R By H B v BIRAE R BB
HIZL 2R . eI, B 1A 16 MR
ZiE IR I m TN IR, A 2 DR 14
MERASGHEE B TN Y, 5k
735 13 MEASE IR E T AR B2 .

FEUMER TAE P @EHERYE CAS S5 RERERS
H, AHRHR 3451 CAS SA 5 AW, #mgify ki
AhFR ., FEIE 22K F A InChl(International Chemical
Identifier). canonical SMILES(Simplified Molecular
Input Line Entry System)ZbPE 228, 7EX T KEI#E L
e, RIZITIEERA AR AL, SEASME
RGN AE. R, MM, Jel 3D 45
%545 InChl, FH1 InChl %4 canonical SMILES

2RO BB AR L. B, fERSA
KA ] TCMSP H1 TCMIP ¥4 2 B3 N 301 RSy
3D S5 R HEAT F2 B R AT AE — S ) 8 o R A
FHEAN KB AER LR RA .
Coptisine, 7E TCMIP #¥& E th 45~ 472, 1F
TCMSP %4 & 4 5 MOL001458, TCMIP %45
JEH X Coptisine %R ¥ 347 1 IE AR, 1
TCMSP £#s FE AR Z AR 1 AT AT bRy, S5
TE LB HE R 2 AN SO AR % 2 AN )
canonical SMILES. 7EXJiEBBMALEEF, 2B
iR, AR RINZ L MR R AN e A S R iE
JS™ B 5

IR Bt i 1Y) 8 A2 AL B ER A PR g S, LA
Pymol (2.4.0a0 Open-Source ) i uWiZ& 5 F 10
fiws, Hognsh 4. 6 MR KA T CAS 5.
HHZE AL AT D0, 8 NS5 M fEEAR M, 2 NI IR
UG, HEZ k.
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Fig. 9 Venn image of part of docking results

x5 SEHEHMRSXHEENTIRANES N HFR 8
HILE#
Table 5 First 8 structures which have lower docking energy
than contrast drug

ID Times DataBank ID Name CAS No.
113 2449 Semilicoisoflavone B 129280-33-7
2 13 MOLO000471  aloe-emodin 481-72-1

3 13 MOLO001790  Linarin 480-36-4

4 13 MOLO004860 f[icorice glycoside E  --

5 13 MOL004935  Sigmoidin-B 87746-47-2
6 14 2432 Glycyrdione D -

7 14 MOL004907  Glyzaglabrin 65242-64-0
8 16 MOLO005018  Xambioona 82345-36-6

Times RN 1ZHA1ES 21 AN EAXHRRICT S IR A 1%
FHELEL, DataBank_ID 8145 O3 -5 4 — B, MOL
JF2k 979 TCMSP il 2 1D, B7-JT 3k (¥ TCMIP ¥dfs 7 1D
Column Times means the frequence of the ingredient occurred in the
docking results. In column DataBank_ID, item begins with MOL is the
data from databank TCMSP, and item begins with number is data from
TCMIP

XX R AT WAL B, T AT, DA
BN ECN X, X SRR I UE M Y Bl Y
XF X2 RE/NT—41.8 kl/mol (45 FI I, 45 R % ],
TEEXTHERE /N T—41.8 kI/mol HIEHILEH 6 1, £

# 1AQl (CDK2). IU3R (ESR2). IUYM
(HSP90ABI1). 1PME (MAPK1). 3E7G (NOS2).
5F19 (PTGS2), MBI gy 5% A 3E7G
(NOS2) #& .
3 i

PA GlueGO ‘& £ 25 S ANE JRIps N O B 3347448
REI K E TS, nitric-oxide synthase activity X ¥
TR A MEAIEH , Ali Mahdi 252757 3R B 40
RS SRR RS 1 T LASR 1Ry 2 BWE PR R B R LA
IjB¢ . mammary gland alveolus development s& FL /I
BRIRRE AR, A5 22 ANMER, Hf Ar
(androgen receptor) 5 AE 2 YR FRIG S5 T AH K
telomerase activity X DNA & A MEAL/ER R A
7l RNA BEH00 DNA 3T IE fig . 33 7T LR
ST WE R, 1T 22 8 3R S 30 A1 i A 00 s sy g ok
N s AL EEVE P (telomerase activity) 281, Dhuha M.
B. AlDehaini 20\ 2 U PRI 11 2 fd iy A A2
X2 W R IR K R AFAE UKL . nuclear receptor
activity EFEPER PLAEILMN 77 25 KR X0 EE DNA
TER T 515 5456 0%, mZ&aEid RNA RS
Mg 11 R 5. & A4 B A BT nuclear receptor
activity IR IR, T2 4% P dfi A A0 L ] e
KB,
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BT,

ID1

ID3 ID 4

ID5 ID 6

ID7 ID 8

ID %5 5% 5 H119 ID 45 AH R
The ID No. are same with ID No. in Table 5

10 SEEHES MR NT X RANESNMEHFRT 8 454 3D

Fig. 10 3D View of First 8 structures which have lower docking energy than contrast drug
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