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A Theoretical Study on Methylation of 5-Amino-4-ethoxycar-bonyl-3-(4,6-dimethyl-pyrimidin-
2-ylamino)-1H-pyrazole

REN Xue-Ling*'1,HU Fang-ZhongZ WU Chao?,CHEN Xun!,Y ANG Hua-Zheng?

(1 School of Chemical Engineering and Technology, Tianjin University, Tianjin 300072)

(2 Ingtitute of Elemento-Organic Chemistry, Nankai University, Tianjin 300071)

Abstract In general, the methylation of 5-amino-1H-pyrazoles resultsin a pair of isomers obtained, while 5-amino-4-
ethoxycarbony!-3-(4,6-dimethyl-pyrimidin-2-ylamino)-1H-pyrazole was treated with CH,l, only one primary product

was obtained, which was explained by means of ab inito calculations. In this article, the geometrical conformation of the
only one product optimized by cal culation method was discussed.
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