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INTRODUCTION WORKFLOW
Metabolite annotation is crucial in untargeted metabolomics but remains Data were acquired using electrospray ionization (ESI) in positive (+) and negative (-)
a major challenge. The large pool of metabolites analyzed under various using an ACQUITY UPLC BEH C18 column (150 x 2.1 mm, 1.7 um). The mobile phase

consisted of (A) MeCN/5 mM of NH,COOCH, (30/70, v/v) and (B) IPA/MeCN/5 mM
NH,COOCH, (88/10/2, v/v/v). In ESI+, 0.1% (v/v) of HCOOCH3 was added to the
aqueous fraction.

instrumental conditions (MS/MS with different collision energies,
retention time with different columns) is underrepresented in publicly

available databases. Nl ‘
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Figure 1. Untargeted metabolomics general workflow.
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Different gas-phase conformations can be observed ) ’
for some ions. Suggestion CCS compendium: Report all calculated CCS. CONCLUSIONS N
- Building and curating a metabolite library allow to obtain in-depth knowledge of the
preferred ionization species formed, in source fragmentation, characteristic fragments,
% > and IM and retention time patterns for different metabolite classes.
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Figure 4. lon mobility spectrum of [M-H]- and [M+Na]* of 8,15-dihydroxy eicosatetraenoic acid. Dihydroxy Include RT time of different chromatographic modes (e.g., HILIC)
modification is observed for the sodium adduct since coordination can occur in two different sites. \ Increase libra ry size » Acquire more standards + collaborations (e.g.’ mFAM) )
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