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Fig.6 The docked mode of prednisone and SlitGOBP [l
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Development and application of database of plant volatile organic compounds

ZHANG Yan-bo ZHONG Guo-hua HU Mei-ying LIU Xiao-lei GENG Peng CHEN Guang-yi
Key Laboratory of Natural Pesticide and Chemical Biology ,Ministry of Education,
South China Agricultural University ,Guangzhou 510642 ,China
Abstract The study aimed to build the plant volatile organic compound database (PVOCD), inves-
tigate the relationship between PVOCs and insect behavior and provide theoretic basis for the develop-
ment of new pesticides. The PVOCD was constructed on the basis of MDL ISIS Base scientific informa-
tion management system and its information was collected from papers published at home and abroad. A
virtual screening was carried out on the PVOCD by Discovery Studio. The PVOCD contained 2 410 com-
pounds, including molecular formula, structure, molecular weight, CAS registry number and so on.
6 candidate compounds for general odorant binding protein [l of Spodoptera litura (SlitGOBPII ) were
screened out from PVOCD by molecular docking, and prednisone was the best one binding with Slit-
GORBP I1I. The construction of PVOC and the application of molecular docking could provide theoretic
basis for the development of new pesticide.
Key words plant volatile organic compounds; database; ISIS BASE; molecular docking; Discovery
Studio
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