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Collision-induced isomerization in tandem mass spectrometry
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Fragmentation in collision-induced dissociation (CID) tandem mass
spectrometry is widely used for structural characterization beyond the molecular formula assignment
of soft-ionized analytes including isomeric small molecules. However, it turned out the spectral
information may be degraded due to isomerization prior to the fragmentation. Collision-induced
isomerization (CIl), the isomerization process associated with CID was studied by using
energy-resolved tandem mass spectrometry (ER-MS/MS), ion mobility spectrometry-tandem mass
spectrometry (IMS/MS/MS), and computational chemistry. CII does occur in an energy dependent manner

as ER-IMS/MS/MS experiments showed that relative abundance of the isomeric ion structures depends
on the degree of collisional excitation prior to the mobility separation.
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