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Virtual evaluation on activities of iridoids from cape jasmine fruit
FU Hai-xia”, L1U Peng’, WANG Yuwli?, XINGJie'?, LU Bing-ni® , XU We-ren’ , TAN G Li-da’
(L School of Fundamental Medical Sciences, Tianjin Medical University, Tianjin 300070, China; 2. Tianjin Key Laboratory
of Molecular Design and Drug Discovery , Tianjin Institute of Pharmaceutical Research, Tianjin 300193, China;
3. Tianjin State Key Laboratory of Pharmcokinetics and Pharmacodynamics, Tianjin Institute
of Pharmaceutical Research, Tianjin 300193, China)

Abdgract : Objective To elucidate potential activities of iridoidsfrom cape jasmine fruit by theoretical
docking calculation. Methods Sx iridoidsfrom capejasminefruit were selected asligands. The crystalline
structures of targets related to common diseases were used as the receptors for calculation. The calcula
tions were conducted with Schrodinger software package. The grading standard of selectivity was deve
loped according to G score between ligands and receptors. Results Selective targets of iridoids were relat-
ed to cancer , inflammatory diseases, tuberculoss, Alzheimer’ s disease, dementia, diabetes mellitus, asth-
ma , chronic obstructive pulmonary disease, heart failure, hypertenson, autoimmune diseases, depresson,
malaria, and 0 on. The glucosyl group had a sgnificant influence to the activities of iridoids, and saturat-
ed five-ring was effective to improve the selectivity. Conclusion The effects of iridoidson diseasesfounded
through virtual evaluation accorded greatly with those reported in the experiment and clinic. It means that
the virtual evaluationisof valuein practice. The study is a meaningful attempt to deal with the compre-
hensve actions of Chinese materis medicain a theoretical way.

Key words: cape jasmine fruit; iridoids; virtual evaluation

[1]

* :2008-12-17
: (2007BA141B01) ; (07ZCKFSH00300)

: . , , E-mail : fuxiao0130 @163. com

* Tel : (022) 23003529 Email : xwrtj @yahoo.com. cn



- 768 - Chinese Traditional and Herbal Drugs 40 5 2009 5

[2]

[2 4]

[5 7]

Fig.1 Sructuresand denominations of iridoidsfrom cape jasmine fruit
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2 PDB
Table2 PDB Codes o relative targets of ligands nonsdective effects

2uwy ,1cxv ,1ijq,1m9j ,1it6 ,2gmx ,2g01 ,1rw8 ,1syo ,1vso ,2f34 ,Amrl,1bmc,1kop ,1pko ,2ovx ,1dx6 ,1gjc,ljla,
1mx9,1r41,20c2 ,1m2z ,1s0x ,1ytv

2hlb,2rhl 1ijq,1hvy ,1w6k ,1mgj ,1it6 ,2gmx ,2g01 ,2gtm,1rw8,1syo ,1xkk ,20j9,2rfn,1yos,2j7x ,2plt ,3bad,
1dqg9 ,1mrl,1t5z ,1upv ,1bmc ,1ykd ,2hk2 ,2hu4 ,1dx4 ,1dx6 ,1gjc,1jla,1r41 ,1ro6 ,1taz ,1xom,lere,1s0x ,2aa5,
lezf ,128d,20i0,1jS3

2hlb,§k3,1ijq,121l ,1w6k ,1m9j ,1it6 ,1mp8,10i9,1roe,1s9 ,2gmx ,2g01 ,2h6d ,2peo ,1i44 ,1j91 ,1pjk ,1loec,
1rw8 ,1syo ,1xkk ,2p2h,2f34 ,2npa,2plt ,2qa6,3bgd,1mrl,ladg,1bmc,1lkop ,1lykd,2hk2,1dx4 ,1dx6,1jla,
1rdl ,1r06 ,102 ,1taz ,1xom ,2hdl ,2oun,2qyk ,1m2z ,1s0x ,1cjw ,1uou,1z8d ,2jgy ,20i0

lcxv ,1ijq,1z11 , w6k ,2gmx ,2gtm, 1syo ,2j7x ,2plt ,1mrl,1bmc,1kop ,1y5m, 1lykd,20ovx ,1dx4 ,1dx6 , 1gjc,
1rdl ,1ro6 ,1taz ,11ym9 ,2gdd ,1m2z ,10x ,1z8d ,2nzt ,20i0 ,2yhx ,1js3 ,1t40

2gmx ,1ykd ,1dx6 ,1mx9

3

Table 3 Targetsand relative dissases

DNA

B A4

A2

Adenylate cyclase

Angiotens n-converting enzyme
Amyloid beta A4 protein

Q ucocorticoid receptor

insulin receptor

Vasopressn receptor

PDE

Phospholipase A2

Thymidylate kinase

NOS

Multidrug res stance protein ( )
Kininogen

Orotate phosphoribosyltrans erase
DNA topoi somerase

Dua specificity mitogenractivated protein kinase kinase
Epidermal growth factor receptor
Farnesyl pyrophosphate synthetase
Mitogenractivated protein kinase kinase
PTK

Serine threonine protein phosphatase
Thymidine phosphorylase
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