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HOW TO TELL THEM APART?

Similar MS2, retention time and CCS
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CYCLIC ION MOBILITY

Obtaining fragment-ion CCS

18 OH-PCB standards
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FRAGMENT ION CCS

Larger parent ion, smaller fragment ion
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FRAGMENT ION CCS

Larger parent ion, smaller fragment ion
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MULTIPLE FRAGMENT ION PEAKS
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SEPARATING THE FRAGMENTS
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ISOMERIC FRAGMENT IONS

The number of peaks varies between isomers
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FRAGMENTATION MECHANISM

What are the structures?
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CALCULATING ~G AND CCS

Gibbs free energy of DFT structures calculated
in Gaussian 16 by Sofja Tsepelevits

CCS calculated using IMoS Trajectory model




1G AND CCS

Gibbs free energies (kcal/mol) and CCS (A2)
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1G AND CCS

Gibbs free energies (kcal/mol) and CCS (A2)
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ASSIGNING THE FRAGMENT STRUCTURES
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ASSIGNING THE FRAGMENT STRUCTURES
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CONCLUSIONS
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CIOH Analysing CCS of parent and fragment ions together can be more
O Cl

informative
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C'CI The OH-PCBs form isomeric fragments which may be useful for

identification
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C'CI Combining IMS" with CCS and DFT calculations can aid the

cl determination of fragment structures
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