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Development of NMR drug discovery pipeline using database
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The three-dimensional structure encoded in the genome sequence
experimentally determined is about 10% of the total, and recently there are tendencies for cases of
drug discovery research using a structure prediction model. In this research project, we have
constructed a drug discovery support database that links a model structure database that can be a
target of nuclear magnetic resonance gNMR) research, which is lined to several external life science

databases such as BMRB, a database of NMR experiment data. In the period from FY2016 to FY2017,
utilizing a database, we designed an automatic analysis pipeline based on deep learning, and
determined the NMR signal assignments and the solution tertiary structure required for drug
discovery research using about 25% of NMR data sets. The new technology has sucessfully shortened
automatic NMR analysis to about half a day.
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