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Development of novel amine-synthesis method in a microflow reactor by using
quantum chemical calculations
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In this work, a theoretical study was conducted to design an optimal
reaction scheme according to the target productant system for organic synthesis using a microflow
reactor. By obtaining the correlation between various parameters calculated from the transition
state analysis using quantum chemical calculations and the rate constant, reaction yield, and others

in the flow microsynthesis reaction, consequently we have developed a methodology for optimizing
synthetic conditions from the molecular structures of the raw material. In particular, we were able
to demonstrate the validity of the theoretical model constructed in this work by applying to the
Schotten-Baumann reaction, that is, the reaction of an acid halide with an amine in the presence of

a base solution to obtain an amide.
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