5520 H5 14 1 o [ S8 U7 I 2 A R Vol.20,No. 14
2014 47 H Chinese Journal of Experimental Traditional Medical Formulae Jul. ,2014

b2 1 FHL T PR 2 32 0 O 140 AL

o £ EAR KRR
(WrEHSFEHRFRPHZ I Tk 315000)

[(FZE] BH RHBUFEEESARNFFSEH T N R BB (ECE-1) M58 470k, A A E P ELGR
BHEE R 1P S AL 22 00 R BE A, PRI ECE-1 /R 244, i Tscreen 1EZR IR 55 #% RESU T 1 5 ECE-1 XF #8172 /N 03 7 I
67\ TIPS/ 3§15 ECE-1 (W85 54580, R H Pymol X HE & R#ET 54 FXHESHT, ERJHSE I, /M ECE-1 (1 3CHk 1

o TE 150 DNFZ/NGF RS FHB IR D kR &R FHSMIN IR T /3505 , 154340 5 - 85.233, - 84. 195, - 82.445, F}1i
M D 5 ECE-1 % [ #y Val565, Asn566, Ala567, His607 , Glu667 , Arg738 & i & 8 1% #; K & F R 5 Argld5, Val565, Glu608s,
Asp730,Arg738 i A i % 5 FF S A 5 Val565, Asn566, Ala567 , His607 , Glu667 , Arg738 & i &l it & . &t &t
MR D R EFR SFSMRN A BE RS SEH T ECE-1 MG 1 4) o

[XgR] MZ; NWKREAR; BUME; MHBRD; REFR; HBRN

[HESEE] R284.1 [ THRFRIAED] A [XZEHS] 10059903 (2014) 14-0048-04

[doi] 10.13422/j. cnki. syfjx. 2014140048

[ Mg HRRAE]  http://www. cnki. net/kems/detail/11.3495. R. 20140528 1344.022. html

[M&HRMAE] 20140528 13.44

Virtual Screening of Active Components from Salviae Miltiorrhizae Radix et
Rhizoma for Endothelin Converting Enzyme

CHEN Shao-jun” , CUI Ming-chao, CHEN Hong-jiang
( Department of Traditional Chinese Medicine, Zhejiang Pharmaceutical College, Ningbo 315000, China)

[ Abstract | Objective; To screen active components from Salviae Miltiorrhizae Radix et Rhizoma which
acted on endothelin converting enzyme ( ECE-1) by virtual technology. Method: Taking active ingredients in
Salviae Miltiorrhizae Radix et Rhizoma from traditional Chinese medicine dadabase @ Taiwan as ligands, ECE-1
was chosen as protein receptor for calculation. Iscreen web server was used as virtual screening tool to select small
molecule components in Salviae Miltiorrhizae Radix et Rhizoma, which was docked well with ECE-1, binding
mode between ECE-1 and small molecule components in Salviae Miltiorrhizae Radix et Rhizoma was discussed,
molecular docking analysis of its complex was disposed of Pymol. Result: There was one literature about
tanshinone Il , acted on ECE-1. In total 150 small molecule ingredients, there was high score between salvianolic
acid D, rosmarinic acid and salvianic acid C matching ECE-1, scores were —85.233, -84.195 and -82.445,
respectively. Salvianolic acid D docked with Val565, Asn566, Ala567, His607, Glu667 and Arg738 in ECE-1
protein by hydrogen bond; rosmarinic acid connected with Argl45, Val565, Glu608, Asp730 and Arg738 by
hydrogen bond; salvianic acid C docked with Val565, Asn566, Ala567, His607, Glu667 and Arg738 by
hydrogen bond. Conclusion; Salvianolic acid D, rosmarinic acid and salvianic acid C in Salviae Miltiorrhizae
Radix et Rhizoma may be active components to ECE-1.

[ Key words | Salviae Miltiorrhizae Radix et Rhizoma; endothelin converting enzyme; virtual screening;

salvianolic acid D; rosmarinic acid; salvianic acid C
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3 fEmA —82. 445
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6 17-32 5B SH -79.294
7 BRI SRR -78.796
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9 REFRTER -78.650
10 FHEER A -178.435
1 ASHmE -78.172
12 JFUEHRR -78.136
13 salviadione -78.128
14 1-ketoisocyptotanshinone ~77.654
15 palmitoyl arucadiol -77.554
16 JHBEFE SRR A -76. 865
17 &I -176.735
18 FZEI, —76.457
19 PEIT -176.381
20 salvianan -76.090
21 salvianen -75. 830
22 3-RERSIZSW —75.422
23 FSHE -75.237
24 neosalvianen -75.204
25 EFISEA —75. 143
26 SIS, -175.068
27 3B —74.986
28 ¥JIEEC —74.946
29 JHER C ~-74.462
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34 WIS —74.294
35 3-RESIBEIN, —74.261
36 4 - WH SIS HE -74.224
37 /NS B -74.212
38 FFZWI, -74.162
39 FESEW I, ~74.131
40 Al - KESHSH —73.900
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