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Design, syntheses and biological activity of novel herbicides targeted ALSIV: Studies on the crystal
structure, quantum chemistry and structure-activity relationship of 1, 2, 4-triazolo[1, 5-4]
pyrimidine-2-sulfonamides compounds

YANG GUANGFU,LIU HUAYIN,YANG HUAZHENG,YANG XIUFENG

Abstract On the basis of determining the crystal structure of three kinds of the title compounds displaying different herbicidal
activities, semi-empirical AM1 method was applied to study the electronic structure of herbicidal 1, 2, 4-triazolo[ 1, 5-g]
pyrimidine-2-sulfonamides compounds. At the same time, the structure-activity relationships of this kind of herbicides were also
discussed in view of conformation and electronic structure. The resultsindicate that 1, 2, 4-triazolo[1, 5-a] pyrimidinyl moiety
might be an important active site, of which the potency of electric charge translocation has a great influence on the herbicidal
activity of thiskind of compounds.
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