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We focused on the isomeric glucosides in crude drugs to establish a new strategy
for the identification of isomeric constituents using liquid chromatography ion mobility spectrometry
mass spectrometry (LC-IMS-MS). We performed LC/IMS/MS analysis of crude drugs and detected some isometric
glucosides with drift times obtained from IMS. Then, actual collision cross sections (CCS) calculated by
drift times were compared to theoretical CCS simulated by molecular models to presumptively identify the
peaks. Anthraquinone glucosides, iridoid glucosides and tetracyclic alkaloids were successfully matched
Egg presumative identification with referencial compounds with little difference of actual vs theoretical
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Isomitraphylline 5.44 130.5 1244 470
Uncarine F 5.94 132.5 128.3 3.24
Mitraphylline 6.20 131.9 131.6 0.287
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Speciophylline 8.73 131.3 1235 5.99
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