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ABSTRACT RESU LTS Figure 5. Reproducibility of isotopologue determination at different levels of 13C incorporation. A) Uracil
contains four carbons with a potential of five isotopologues. B) Relative exchange is computed for each
Figure 2. Detection of isotope pattern and fine structure were achieved with very high resolution. Combined replicate injection while displaying incorporation for individual isotopologues. Low %CVs were observed

Purpose: Develop an integrated mass spectrometry-based workflow for stable isotope labeling (SIL)

. . . . .. . . with €1 ppm accurate mass measurements, confident elemental compositions are determined for the for all ratio mixtures.
in untargeted metabolomics covering data acquisition and analysis in a single experiment.

molecular species. Adenosine is putatively assigned with [M+H]* m/z 268.10385 and formula C,,H;3N50,.
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Figure 4. To assess the level of 13C present, multiple mixtures containing different ratios, 10%, 25%, and ngher.reS(.)Iutlon S.ettlngs and aCClﬁ'rate T?SS, measuremer)ts generated Confld.ent formula
Figure 1. Workflow to detect labeled compounds in Compound Discoverer software 50% were compared to unlabeled sample. Annotated uracil, C,H,N,0,, confirms detection of 13C- determination leading to the detection of '3C-incorporated isotopologues at defined levels.
' ' isotopologues at the expected levels corresponding to the defined ratios. = Implementing untargeted acquisition to obtain fragmentation spectra and utilizing annotation tools
/ \ a N N / \ 12C Unlabeled allowed for the confident detection of unexpected compounds with 3C incorporation.
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