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Proposition of optimization strategies in collision
energies on QTOF and Orbitrap instruments to perform
comparable CID-MS-MS spectra in metabolomics
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Structural identification of biomarkers is an important step in the workflow and metabolomic. The recognition strategies for characterizing the
metabolite involve comparisons of fragmentation mass spectra obtained with MS-MS peak lists available on different MS-MS databases
(METLIN, HMDB...) or via the Iinterrogations of web-based mass spectrometry ecosystems using molecular networks. However, collision-
Induced Dissociation (CID) spectra are function of the internal energy imparted in the precursor ion during the activation process. For increasing
the similarity index, It could be interesting to propose strategies for calibrating the CID-MS-MS spectra in internal energy. Such an approach has
been Initiated in a consortium regrouping different mass spectrometry laboratories. Two strategies have been work out at this purpose.

The thermal extrapolation method for the effective temperatures and internal energies of activated ions [1

Protonated valeryl leucine used as thermometer ion
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The ion behavior modelling method considering the collision activation conditions using RRKM theory [2,3
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