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Grant-in-Aid for Transformative Research Areas (A) “Digitalization-driven Transformative
Organic Synthesis” was launched. This Research Area aims to build our own digitization
platform (PF) for digital organic synthesis (interdisciplinary fusion of experimental and
information science) that leads to disruptive innovation in organic synthesis. Three Research
Groups AO1 (deepening reaction control with Al support), A02 (deepening synthetic methods
with Al support), and A03 (deepening Al methods to support organic synthesis) will work
together to conduct this research. We will develop three automated systems for (1) reaction
conditions optimization, (2) synthetic pathway search, and (3) molecular design of highly
complex molecules to demonstrate their effectiveness in discovering innovative basic reactions.
We will also demonstrate the industrial utility of this PF by (4) developing batch-to-flow
conversion methods, (5) constructing automated synthesis systems, and (6) applying it in multi-
step molecular conversion reactions.
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