AL 2R 2007 , 28 (07): 1280—1282  1SSN: 0251-0790 CN: 22-1131/06

ST R R B AHASHI R B B vk & Ok BV

M, i, XIsEWE, 45K, FIEA
BT R2E L RZ AN, TR AN K S =, K 300071
W ks 30 2006-8-3 & B H 301 W 4% Ji & A I 3] 2007-7-14 #2352 H Y

B ZEAHAS SRR IRA K A A0 S SR L, IR %) 73 R FDOCK 4.0, illjd MDL/ACD=
KO P AU, 195) T 2064 SAHASE: 15 AEBEAIGHI N TAL SIS M B, MR IR T 3890 NS TR AT 162
B, I ER T LA 340 L AW U RGNS M B 5 i — B

SRt LB OEIAHAS) A TR AHLAH A

%5 0626

Molecular Design, Synthesis and Biological Activity Evalua
tion of Novel AHAS Inhibitors Basedon Receptor Structure

XIAO Yong-Jun, WANG Jian-Guo, LIU Xing-Hai, LI Yong-Hong, LI Zheng-Ming*

Elemento-Organic Chemistry Institute, State-Key Laboratory of Elemento-Organic C
hemistry,Nankai University, Tianjin 300071, China

Abstract Based on the crystal structure of AHAS/sulfonylurea complex, 296 molecules were obt
ained with low binding energy towards AHAS from MDL/ACD 3D database via virtual screening
with program Dock 4.0, from which some compounds were synthesized. The biological activitie
s of the synthesized compounds were measured in vitro and in vivo. The preliminary bioassay
indicates some compounds displayed a good herbicidal activity on rape and barnygrass and h
ad AHAS inhibition to some extent. These studies indicate the rationality of molecular design b
ased on the crystal structure of AHAS complex.
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