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Density Functional Theory on Dimethyl Carbonate as Methylation Reagent
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2. Dept. of Chemistry Third Military Medical University Chongqing 400038 China

Abstract DFT/B3LYP interexchange correlation potential and 6-31G d p basis set are used under Tomass PCM model to
optimize the structure of dimethyl carbonate. Then its single energy and charge density are calcutated. From the calculation
the best reaction condition is selected and the reaction mechanism of dimethyl carbonate reacting with hydroxybenzene or ani-
line using Lewis acid as catalyze in polar reagent is defined. 1 4-dimethoxyphenol was synthesized with dimethyl carbonate
and Hydroquinone. The theoretical deduction coincids with laboratory result very well.
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Agilent

0.25 mm x30 m x0.25 um H, 30 ml/min
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320 C N,30ml/min
120 C 3 min 15 C
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