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Mass spectrometry and quantum chemistry DFT-B3LYP method were used to study the stabilities of b X

berberine fragment ions. Binding energy was employed to study the activity of main radicals
fragmented from the molecule. Theoretical methods including geometry parameter analysis as well as Article by

frontier molecular orbital analysis were combined to explore the possible CIDMS mechanism. It was
shown that the methyl of C9 was more active than the methyl of C10, with a much smaller binding
energy. Geometry parameter analysis confirmed that with the departure of hydrogen, it was easier for Article by
the carbonyl radical to leave from the molecule, which was in agreement with CID experiment. Article by
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