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Prediction and Analysis of NMR Nuclear Magnetic Shielding Constants by Machine Learning
with Structural and Electronic Descriptors ('School of Advanced Science and Engineering,
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Toward the practical application of automated experiments, it is important to develop
automatic analysis techniques for spectra to identify compounds and determine their structures.
In this study, we focused on NMR spectra. We generated a large dataset of nuclear magnetic
shielding constants by quantum chemical calculations for compounds in the QM9 database.
Machine learning models to predict the properties were constructed.
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	構造的・電子的記述子を用いた機械学習によるNMR核磁気遮蔽定数の予測と解析

