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Identification Tetramine’ Formulas by MassWorks Combination of
Unit-resolved Mass Spectrometry

Li Weijian, Gong Junjie, Ouyang Weimin
(Lumiere Tech Ltd ,Beijing 100080)

Abstract: This application example demonstrates that the comprehensive mass spectral

calibration involving both mass and peak shape enables formula determination on the GC/MSD
system. The MassWorks™ calibration can be conveniently established using the on-board
PFTBA tune standard through infusion measurement within the same GC/MS data acquisition.
While the mass accuracy achievable on the system may not be the industry standard Sppm for all
ions at different m/z values, the combination of mass accuracy and Spectral Accuracy can indeed
achieve formula determination on a real chromatographic time scale. Not only can this formula ID
capability be applied to unknown identifications where there is no available library spectrum to
compare with through conventional library search, it can also be utilized as an independent
confirmation of library search results through formula ID of either the molecular ion or its
fragment ions.

Key words: MassWorks™, accurate mass, mass spectral calibration ,Formula determination,
unit mass resolution.
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