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ELECTRON-IMPACT FRAGMENTATION
OF THE GLUTAMINE AMINO ACID
MOLECULE: EXPERIMENTAL AND

THEORETIC STUDIES

he results on the mass-spectrometric studies of the glutamine molecule

Jel ena T (C,H,,N,0,) fragmentation are presented to show the simplest theoretical
approach to predict the products of the fragmentation reactions under the low
Vilnius University, Lithuania (<150 eV) energy electron impact. This approach allowed us to identify the

chemical composition of the most abundant glutamine molecule fragments,
evaluate their absolute appearance energies E_ and find the most probable
pathways of their formation. For example, among a series of ionic fragments
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Jelena Tamuliene@tfai.vu.It of 10.34 eV, when this fragment is directly formed from the parent glutamine
molecule. The details of the approach and the results of the quantum-
chemical analysis of the possible ion production pathways for glutamine will
be presented at the Conference. This study is closely related to the ‘Mass
Spectrometry in Metabolomics’ and ‘Mass Spectrometry in Drug Discovery’

research programmes.
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