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Comparison of collision cross section (CCS)-m/z trendlines of
perfluoroalkyl carboxylic acid dimers between
Trapped, Traveling Wave and Drift Tube ion mobility spectrometry.
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PFASs (per- and polyfluorinated substances): + 5000 compounds

—> Need for large-scale suspect and non-targeted screening approaches
Usually performed by LC-HRMS but some limitations:

o Separation of isomers
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PFASs (per- and polyfluorinated substances): + 5000 compounds

—> Need for large-scale suspect and non-targeted screening approaches
Usually performed by LC-HRMS but some limitations:
o Separation of isomers

o ldentification of isobars

= lon mobility spectrometry can be valuable
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Haler, J. R. N; et al.; Methods 2018, 144, 125-133.

® PFCA [M-HJ

DFT CAM-B3LYP/6-31+G(d,p)
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® [2M-H]
® PFCA [M-HJ —— Power regression model (3 parameters)
® PFCA [2M-H]-

CCS = 73.09 + 27.56 * (#CF)0-6%1
r2z=0.9999

20

#CF, units
#CF, units

Belova, L.; et al; Anal. Chem. 2021, 93 (16), 6428— 6436.
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* Theoretical calculations
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= Overall shape dependent of ion effective temperature?
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[2M-H] DTIMS
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[2M-H] TWIMS
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2oy CCS Of asymmetric isobaric PFCA dimers

C,.— C, (15 CF, + 1CF,)

® |Isobaric [2M-H] DTIMS
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