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Reaction optimization for photo-induced radical reaction of dehydroamino esters through
analysis of sparse regions in multidimensional data (Department of Chemistry, Ochanomizu
University) OKoto Tagami, Takayuki Itoh, Tomoko Yajima

In recent years, reaction optimizations that combine information science with organic
chemistry has been attracting attention. One efficient way to reduce the number of experiments
is to visualize untried experimental settings among multidimensional parameters and select
reaction conditions that are likely to produce good results based on the experimenter's own
experience. In this presentation, we propose a method to visualize "sparse regions" by placing
a large number of sampling points in low-density regions in multidimensional space. We
applied this method to the optimization of reaction conditions for the photo-induced radical
hydro-perfluoroalkylation reaction of dehydroamino esters.
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