2020 2021

Development of cooperative metal hydride and lewis acid catalysis for radical
cyclization

Hayashi, Hiroki

3,200,000

WP1-1CReDD (AFIR )

This project focused on the development of a new radical cyclization
reaction providing N-heterocyclic motifs which are prevalent in pharmaceuticals. To identify the
reactions affording the target skeleton, we used quantum chemical calculations with an artificial
force induced reaction (AFIR) method, which predicted not only several radical reactions but also
three-component reactions with difluorocarbene to provide valuable fluorinated N-heterocycles. Based
on the calculation results, we realized the predicted reactions which involved dearomative 1,

3-dipolar cycloaddition.
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