K401-1am-03 AxL24a B1035S452 (2023)

N ARBELICZ & D RE AR E RIS EGORR
(BERPERF ! - BERBESE® - KRBREIT ) OWlE 2 - fIF 2992 -0k ft

Bayesian optimization-assisted screening of multiple parameters for fine chemical synthesis
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Traditional optimization methods using one variable at a time approach waste time
and chemicals and assume that different parameters are independent from one another.
Hence, a simpler, more practical, and rapid process for predicting reaction conditions
that can be applied to several manufacturing environmentally sustainable processes
is highly desirable. In this study, biaryl compounds were synthesized efficiently using
an organic Brensted acid catalyst in a flow system. Bayesian optimization (BO)-
assisted multi-parameter screening, which employs one-hot encoding and appropriate
acquisition function, rapidly predicted the suitable conditions for the synthesis of 2-
amino-2'-hydroxy-biaryls (up to 96% yield). In this presentation, we will also report
BO-assisted screening on the electrochemical synthetic conditions of ketimines.
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