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Hydroxylation metabolite mass chromatograms
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Comparison of EMS vs. MRM
Extracted ion chromatograms (XIC) for two MRM tranS|t|on§, 647 > 404 Vetabolite (M) EMS MEM
and 647 — 420 of the parent dr.ug in rat hepatocytes are displayed above.
Five hydroxylation metabolites were confirmed with MS/MS. For three Drug (631) ! 1
metabolites, shown in the green 647 — 404 XIC, the MS/MS spectrum Hydroxylation (647) 2 5
clearly indicates the site of hydroxylation is present in the blue box. Methylation (645) 1 3
Dehydroxylation (614) 0 1
Demethylation 617) 0 1
Methylation + Hydroxylation (661) 0 1
Dehydroxylation + Methylation (629) 0 2
Total 4 14

In a single 15-minute run, targeted MRM analysis significantly increased the
number of identified and confirmed metabolites compared to traditional full
scan enhanced MS analysis, a standard 3D ion trap scan mode.
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