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Abstract
Identification of the major components in a complex matrix is analytically challenging. Unequivocal identification by comparison with spectra from an authentic standard may not be feasible, either for reasons of availability of the standard or because of time limitations. In a screening environment, a large number of components may need to be identified in a large number of samples; therefore the limitation to unequivocal identification is time.  Although unequivocal identification may not be attainted, high confidence assignment of structure should be achievable. The empirical formula can be obtained using accurate mass data from high resolution mass spectrometers, resulting in a limited list of compounds of the same elemental composition with potential to be the component of interest. To select the correct compound from this list, the full range of evidence available needs to be considered: mass spectral fragmentation behaviour, HPLC retention time and peak shape, UV chromophore (if available) and analyst’s knowledge of sample type. A new generation of mass spectrometers, such as the Waters Vion, offer the ability to use ion mobility to obtain additional information in form of collision cross section (CCS) data. The CCS is characteristic of the ion’s 3-dimensional structure in the gas phase and can be used to distinguish between not only compounds, but also their isomers. In this presentation the applicability of CCS data to increasing confidence of prediction in non-target screening will be described.
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