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Classification of atoms considering surrounding environment by machine learning and its analysis
(‘Advanced Science and Engineering, Waseda University, “Waseda Research Institute for Science
and Engineering) OTakuto Ohmura!, Yuya NakajimaZ, Junji Seino'-

In this study, we performed clustering by machine learning for the QM9 dataset, which contains
133,885 molecules composed of light elements, using atom-centered structural and electronic
descriptors that consider the surrounding environment. Furthermore, the results were applied to
validate accuracies of quantum chemical methods in calculations of NMR chemical shifts.
Keywords : Machine Learning; Classification; Structural and Electronic Descriptors; Quantum
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Fig. 1. Results of accuracy validation of DFT against MP2 in each cluster.
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