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Analysis of Reaction Pathways using Chemical Reaction Networks and Machine Learning
(Graduate School of Natural Science and Technology, Kanazawa University) O Honoka
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Over the past decade, there has been a remarkable progress in predicting chemical reactions
using machine learning. In particular, learning models using deep neural network can predict
products with a high accuracy of over 90%. However, they sacrifice the explainable prediction
and cannot directly point out the reaction pathways. In this study, we propose a simple learning
model that can directly predict the reaction products and pathways by combination of chemical
reaction networks and machine learning. In this presentation, the prediction results and the
analysis of reaction pathways are reported.
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