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[ Abstract | Objective; To explore the mechanism of treatment of jaundice with Canhuang tablets by
molecular docking. Method: The compounds of Canhuang tablets were screened in traditional Chinese medicine
systems pharmacology database and analysis platform ( TCMSP ), and targets for treatment of jaundice were
collected from the comparative toxicogenomics database ( CTD) and DrugBank database. Molecular docking was
carry out on the LibDock module of Discovery Studio 2016 software to evaluate the compound-target interaction,
and network characteristics were analyzed. Result: A total of 37 compounds in Canhuang tablets had strong
interaction on 14 targets, such as pregnane receptor (PXR), constitutive androstane receptor (CAR), farnesoid
X receptor ( FXR), et al. These targets played an important role in the treatment of jaundice by regulating

bilirubin metabolism, regulating bile acid synthesis and transport, inhibiting immune and inflammatory response,
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and affecting the formation of collagen in the liver. The compound-target network analysis found that moupinamide,

canadine, quercetin, demethoxycurcumin, obacunone, curcumin, corchoroside A, berlambine, alnustone,

naringenin were the possible main active compounds of Canhuang tablets, which could interact with more than 7
targets. Conclusion: Molecular docking reveals the possible active compounds and the mechanism of treatment of

jaundice with Canhuang tablets, and which is conducive to improvement of quality control standard of this

preparation and study of its mechanism for jaundice.
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Table 1 Related targets for treatment of jaundice
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Table 2 Potential active compounds of Canhuang tablets for treatment of jaundice determined by molecular docking
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Table 3 Molecular docking analysis of Canhuang tablets

PSS BTG A

PXR AL /INBED /N BER T, B2 BT T SR AL R L 4 1 3K, corchoroside A, BN, % H R, 5 PAL L R AR
CAR ST /INBERL /N BRI DR, T2 BT 1 S A T MG , A B 3R INHE R £ T , corchoroside A, BEATIAH , 28K, L H A IEZE R R A
FXR ANBER O, BT I SRS BRI M R, corchoroside A BRI, %R, BT AHELHE O NE T AHELHE AWM, ZHNE C
DHODH INBER, BT T SR T e, 0% 2, UNEFR 2, 18 , corchoroside A, AT, HE TR, SRR UL, W OREN, B, W A B W, MK

%, ar-turmerone

iNOS U/ BEBR, /1 S LB, BP9 4 WERK , 18 5 %, corchoroside A, magnograndiolide , ¢ T 1, B 1, 5 it
quindoline , N-ZK ££ 2 -ZE i Hli 2 % , zedoarol , zedoarolide A ,zedoalactone E

WL W R, B,

eNOS INBER I, BB I T S A R, A K 3R, corchoroside A, BEATIER , 22 8 3%, X0 P AR BL 22 0 30, WU T AR 22 0 R, REOR T, 282 9 P9 TR
C,EWNEE AN, EWHE, Z 0 R A, Z 5 I FE B, curzeone , ar-turmerone , bisacumol

GCH-1 Sk /N BE B, B BT T 0 A I L M 2 25, magnograndiolide , 58 F 4T, B2 s, S uE W, T B, B,

W NERER 2 R C Al R, AR A Tl 2 EENEE A, zedoarolide B

EP AL R, WL P HEE

COX-2 U /N BETR /N BER TR, B2 BT T RS B I A B 3 R R £ B L AR B, magnograndiolide,, quindoline, W K, 2 H H L LW R,
XX%@*&%%E%,*&K@H,%EWHE ARl Bz F, FR T, S A TN, TR, 3o BN, 22 U WA B A R TUE BE B,

procurcumadiol , zedoarol , zedoarolide A ,zedoalactone E,ar-turmerone,bisacumol, corchoroside A

GLDC 2 BF 1 SR % e , R AR £ , quindoline , 25 WP AR AR 22 00 38 AR, 22 s EIR A, 22 S¢ R B, bisacumol
CYP2EL S /INBER, /N BER R, B2 T T SRR I L A B F UNHERR £ WS, T AR, R IR, LW AR R WA T H SRR IR AR,

ZVCNEE A, ZBNEE C, L IERE A, B HHEE B

MIP-3« A A/NEERS , NIRRT SR WAL M 3| corchoroside A, EEALER , 7 BN, L AR EEK
TK-ABLL  FREPILyn S WhRG , oM, e R 20, e i, Sie i, M, et , B\ R, AP R R LW R N EH AL E W R AT, M &R

MAOA S AN BEE, /N BEE T, A2 B R4S T b, i S 3R, corchoroside A, B ATI T, magnograndiolide , it K £, ¢ U , 5w ¢ 5, 75 B, HiE
LM R, AP AR ER L PR LR RERE, WA A AR, R W, A8 4 W, 22 5O, SR IR, 2=
WA A, ZHCEAEE B, Z 8 NAEE C, zedoarolide A | zedoarolide B, zedoalactone E ,bisacumol

MAOB AL /NBER /N BER R, B2 BT T SRS Wt , A B R, BB, magnograndiolide , i F 4T, S e iE , 7 MEEH , e T

R4 RERARS-BAMEPEERSHEMNH

Table 4 Degree and betweenness of key compounds in compound-

11
moL@os70

moL@4310
"°",‘ = target network of Canhuang tablets

e mMoL@4243
1,#0;/05»2 TCMSP ID W Ji N HEETOE
moi@ios- / / MOL@4313
Mot MOL008647 2 b Ih i1 44 T ¢ 14 60. 196 0.581
MOL002907  corchoroside A 13 49. 149 0.568
o256
MOL000098  #fi} iz & 12 43. 688 0. 556
781
~woi@ero MOL000946 AR H K 12 38. 444 0.543
A\ MOL002904  /]NBE ¥ Tk 11 37.414 0.531
moL@1332
MOL000227 & AT 10 26. 655 0.521
MOLO13352  # I fil 9 24. 426 0.521
},‘M‘o‘ MOl
MOL002903  E b /)N BE B, 9 24.261 0.510
Bl REANES-EIERME MOL002581 %% % 8 16. 056 0.500
Fig.1 Compound-target network of Canhuang tablets
MOL004328  Hlijz % 7 16. 046 0. 500
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M EHE U S P T G AR R R 2
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AT T 19 323K , 6 96 iE I B, 40 3 AR A2 4 6
BARIEPE Y o B /N BRI L BRI L 2
G RGNS PXR X AT, T AR 0
MR W R A AR B A U4

3.3 BRUE AP ARE S M S A
N T 75 K BT A0 M S e R A B AR A B 22 . %
JE 22 N I6 U7 B W R R 8T R L 9 T T R
DHODH 2 %3 M1 56 #5955 19 16 J7 #E 45, 01 ) DHODH
AT L BH W 2 s E 5 B, B0 DNA & B 15, 30 )
AL R T U 20 B, B E 40 B LA K% iR 4 ) 434
BE, MCTI A0 S EE 40T g v, e R I B
NOS Al L4 E R ™ A NO 85 £ R 60 &0 2
IO (A % o A0 INOS TT U NO f R i, U8 % i 45
P, FFREIM R T, T 9 5 I J5E 0y 26 30k T I A1 T 2T 4
TR I eNOS i B F ik T A NO B, 22 fift
I = Wi TR MR (ATP) 5 12 A A0S 3 Bl 1 468 05 1 1t 375
ALT Fi1 AST 0 FF &' . GCH-1 42 U & Ak Wy e v
(BH4) A= 4y 45 i3 5 rp A o 32 SRS g , 7 BHA 3L [
LAY INOS 3% ¢ J2 NO 7 4=, 4] GCH-1 7] L
EAN I 25 (LPS) 3% S NO A fl Tk Rk 5
() INOS & ik, ¥4 ¥ 5 B 48 o e 7. COX-2 7
I3 200 6L % 2T 44 200 L PAY iz 400 T 24 A% 440 i o 2
B Sk, JF0 i i Kupffer 20 Bl 380055 7 A K B
() fi 968 S1 B8 I F-o ( TNF-r) , IL-1 1 1L-6 %5 41 il [
FLiES COX2 %Ik L mi o B 5 4 W, 2 5 I 1E i
PR L I COX2 RERRMGRTAIIRZ B, A4
51 F A S8 SN U0 B A 0 KRR 2 A R T
il Kupffer 28 45 85 1 B2 1 100 5 ) A A ok B2 3%
X TNF-a, I P 46045 75 1 A i 5 10 BT 4
ik 4P e . GLDC 2 H 4 W 4 f 18 98 g, AT
50053 5 00 3 A T R R KT R 52 R
AR FE , B 1k Kupffer 40 1035 4k , k4% JF 55 9 52 40
T i 58 45 AR T . CYP2EL S E 40 i o K
P450 il 2 (1) 32 B AL 5, 2 5 9 A IR A B R
WEAS T RACHE . 40 CYP2ET AT R (R NS it 48k
WG A R B T o R B P AR T A
JHie it R E R E LA BUE T 9% 5 90 R
IR 4 7 L A, T i R HLA S S 3 40 3 A, T S
S 9 355 4 B4 o

3.4 BRI RO R RO RSk R T S8
HT 27 44k YA T7 1T 25 4 A6 A 32 B0 S 400 o) AT 2 4k
2 340 B B AT B, MIP-3a 2 T 9k £ 40 i3 3%
T B AL B R AL IR T, 6k I U SR 3055 ki B P T 9
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