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Development of automatic prediction method for molecular structure based on spectral data
(Advanced Science and Engineering, Waseda University, *Waseda Research Institute for
Science and Engineering) OTakumi Kumagai', Yuya Nakajima?, Junji Seino'-

With the rapid progress in automated experiment in recent years, it is important to develop
accurate and efficient methods to automatically predict molecular structure. In this study, we
constructed a system that automatically identifies the compound by generating candidate
structures from three types of spectral information (IR, MS, and NMR).
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Fig. 2. Result of proposed system in 6-methyl-3-propan-2-yl-2-propoxybenzoic acid
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