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Peak finding of Canadine drug metabolism was performed in MetaboScape with the T-ReX ® 4D algorithm,
which automatically extracts and aligns features based on mass accuracy, isotope pattern, MS/MS and CCS
information for each feature enabled confident annotation by using SmartFormula, Analyte List, Spectral
Library etc. Based on Canadine metabolic pathway, a “"Target List” was generated to annotate the data which
matches well with the Biotransformer annotation (see Figure 3). The extracted ion chromatogram confirms the
» O-demethylation Canadine M1 (m/z 326.1387) and demethylation Canadine M3 (m/z 314.1387), and the O,0’-

demethyl Canadine metabolite M2 (m/z 328.1543) and oxidated Canadine M4 (m/z 356.1493) which end two
iIsomers at different retention time. The extracted ion mobilogram displays different ion mobilities of Canadine
and its metabolites where the oxidated Canadine M4 ends multiple isomers.
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four-dimensional data (m/z, RT, mobility, and MS/MS)
was processed using DataAnalysis 6.1 and MetaboScape
2023 (Bruker), where raw data was automatically
recalibrated for mass and mobility.
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Figure 2. Canadine biotransformation and metabolic pathway in human liver microsomes
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