HEFEE2013F1 A% 25 5% 1 # (& O011) 11 -

- B -
BT EHE DR Sk T A BT B K R W
gﬁi/ﬂ\_g%/%;\/ﬁ;)ﬂ

MEMR,MHEZ, B255 ,Em=r, BEE, XSk
(REFTEHRFTHELSHRR,48E 40 350108)

 E BRI SRRERSGTEAT RO S mo- SRR, FiRANKRE TS 183 Meb AL B Xy X4
26 13 Mo B E G RATIA § AN RE A I E RO AT AR5 HAEM T i, 547 Aok i3k U FT A0 B4 8 2
BACE PR AT S e 8, S A A R AL 5 R - B R S AR % . SR RS AP S8 AT 3 HE 69 424
PR EENAY B BT RET RGNS T EBHTRAAMOLFEER, AkbF S Ro- 5l d MSRE P EMS
M A R B 2,24, FHEAYEL S AMAMARTIE, BRI RRBFAB AT RT KIA SRS S ISR E,
TRAE TR XT K @ AA R R AR

KA ARRMEET BETR HTENEN SHH-SEA

Discussion on the multi-component and multi-target effect of LIUWEI DIHUANG pill in the treatment of oste-
oarthritis on the basis of computer simulation ZHENG Chun—song” ,YE Hong—zhi,CAI Liang-liang ,CHEN Jia—
shou ,WEI Lei—sheng ,LIU Xian-xiang. * Academy of Integrated Traditional Chinese Medicine with Western Medicine of
Fujian University of Traditional Chinese Medicine , Fuzhou 350122 , Fujian , China

ABSTRACT Objective:To explore the multi-component and multi-target effect of LIUWEI DIHUANG pill in the treatment of osteoarthri-
tis. Methods : One hundred and eighty-three compounds contained in the LIUWEI DIHUANG pill and 13 target proteins related to osteoar-
thritis were taken as research objects to analyze the phy-chemical property and targets of compounds contained in the LIUWEI DIHUANG
pill through such computer simulation methods as descriptor calculation, principal component analysis and molecular docking,and the net-
works of multi-component and multi-target effects of LIUWEI DIHUANG pill were established. Results: The components contained in
LIUWEI DIHUANG pill had various phy-chemical property,and these components were similar to drug molecules or drug-like molecules for
the treatment of osteoarthritis in the chemical space. The average number of targets was 2.24 in each compound contained in the multi-com-
ponent and multi-target network model of LIUWEI DIHUANG pill, and every target was related to 5 compounds on average. Conclusion;
LIUWEI DIHUANG pill has multi-component and multi-target features in the treatment of osteoarthritis ,and it will probably have good ap-
plication prospect in osteoarthritis treatment.
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