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Quantum Chemical Research on Biological Activities of Aroyl Ureas HETE
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Abstract Twelve aroyl urea compounds have been studied using density functional theory method. Possible factorsthat | _ Witk
may account for the biological activities of these compounds were investigated. Calculation results revea that the R

dihedrals formed by the aromatic ring and heterocyclic plane, contributions of carbon atoms labeled as 3, 4 and 5 in the
aromatic ring to HOMO orbital, and the sum of net atomic charges born by these atoms may be significant to the
biological activities of these compounds.
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