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Abstract Metabolite identification and quantification
are one of the foremost important issues in
metabolomics. In NMR based metabolomics,
mainly one-dimensional proton NMR spectra of
biofluids, such as urine and serum are measured.
However, it is not always easy to identify and
quantify metabolites in one-dimensional proton NMR
spectra. This article introduces useful public
metabolite databases, metabolic profiling software,
and articles.
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Figure 1. 1D proton NMR spectrum of a urine sample.
Black and red lines are NMR spectra before and after
adding choline into a urine sample, respectively.
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Tabel 2. Summary of spectral reference libraries of
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Figure 2. Profiling 1D proton NMR spectrum of a urine
sample with Chenomx.
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Figure 3. 1D proton NMR spectrum of a urine sample.

Black line is real NMR spectrum, and the shaded area
represents simulated peaks by Chenomx.
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Figure 4. 1D proton NMR spectrum of a urine sample.
Black line is real NMR spectrum, and the shaded area
represents simulated peaks by Chenomx. The green line is
subtracted spectrum by simulated peak.
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