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Toward NMR-based comprehensive metabolomic analysis with SpinAssign
'RIKEN PSC, ZInternational Graduate School of Arts and Sciences, Yokohama City
University, *Graduate School of Bioagri. Sci., Nagoya University

Toward comprehensive metabolite identification by NMR, we have been developing
SpinAssign, an NMR spectrum analysis system, and an HSQC-based metabolite chemical
shift database. Currently, we have detected more than 600 peaks derived from metabolites in a
B3C-HSQC spectrum, which is one of the most comprehensive detection in the world, by using
SpinAssign, the database, a stable isotope labeling technique, and refined protocols. Further,
we have been integrating several relating methodologies including SpinAssign LIMS and
HalMol toward the method of the most comprehensive identification of metabolites by NMR.
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Fig. 1 Integration of metabolite identification resources
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