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A method for elucidating_unknowns bﬁ coupling traveling wave ion mobility
spectrometry and the trajectory method
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A method for structure elucidation of unknowns was developed by coupling
traveling wave ion mobility spectrometry (TWIMS) and the trajectory method. If a simulated collision
cross section (CCS) value of an assumed structure of an unknown agrees with that observed with the

TWIMS, the assumed structure will be correct. (RS)-Dinotefuran and five fused rings were used as
model compounds. The CCS values of them were determined with a LC-ESI-TWIMS-TOFMS Synaﬁt G2 Si
HDMS, Waters, USA). The simulated CCS values with the trajectory method were agreed with the
determined values. So the developed method was applied for elucidation of an unknown. It was
prepared by irradiating (RS)-dinotefuran with UV light. No significant difference of the simulated
CCS values was observed among isomers of the unknown. But by derivatizing the unknown, significant
differences in the simulated values were observed except for two isomers of the unknown.
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