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Development of Quantitative Method to Analyze Conformational Diversity of
Organic lons Basing on thier Mobility Distribution
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By rationally accounting the conformational diversity of organic ions of
interest, we have proved that distinguishing chemical isomers of identical mass with same sets of
functional groups is successfully achieved through the ion-mobility analysis even the amount of the
target ions is very low and almost trace. A systematic conformer generation algorithm was employed
for elucidation of conformational divergence during flying through the drift tube of the analyzer,
and semi-empirical quantum energy determination followed by the calculation of collision cross
sections of the conformers were performed for each cases in the analysis of pesticides after
degradation in natural environments. There are a lot of possible isomers of identical m/e ratio but
with different mobility distributions based on their conformational diversity. Our theoretical
prediction successfully distinguished those isomers in most cases.
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