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Molecular Docking Study on Interaction Mode Between Ye
ast AHAS and Sulfonylureas Inhibitors
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Abstract On the basis of the complex structures of AHAS and sulfonylureas inhibitors, systemati
¢ molecule docking study of five sulfonylureas inhibitors to AHAS were performed with autodoc
k 3.0 package. The systematic docking results indicate that two kinds of docking modes are co
nsistent basically each other, and closely correlated with experimental results as well. The fur
ther research reveals that the sequence of docking results were not affected via the appeara
nce of FAD and TPP. Due to the VDW interaction between R, substituent and flavin ring of FA

D, the docking complex of inhibitors to AHAS became more stable. It was assumed that the un
favorable electrostatic interaction between the inhibitors and TPP may be the factor which acc
elerates the degradation of TPP.
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