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Automatic generation of reaction networks for coordination self-assembly systems (' Graduate
School of Arts and Sciences, The University of Tokyo) OXeisuke Takeuchi' and Shuichi
Hiraoka'

We previously developed a method to estimate the main pathways and rate-determining steps
in self-assembly based on quantitative data from 'H NMR. This involves creating a reaction
network, which previously required significant manual effort. In this study, we created a
program that can automatically generate reaction networks. With this program, a network
composed of around 500 intermediates and 5,000 elementary reactions was obtained in
approximately 1.5 hours on a laptop. We will also present an automated program for
determining rate constant datasets and identifying key assembly pathways.
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