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High-throughput approaches towards the definitive identification of 

pharmaceutical drug metabolites. 3. A rapid methodology for the 

characterisation of tertiary amine-�-oxides containing metabolites 

using structurally dependent dissociation pathways and 

reconstructed ion chromatograms 
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Abstract 

Herein, the molecular structures constituting the compound library analysed by QIT-MS/MS and 

QqTOF-MS are shown.  In addition, the relative abundances of the product ions formed through 

the losses of interest are displayed. 
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Table S-1 Molecular structures of compounds containing a dimethylamine substructure 
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Table S-2  Molecular structures of compounds containing a diethylamine substructure 

 

Compound Molecular structure 
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Table S-3 Molecular structures of compounds containing an N,N-dimethylhydroxylamine 

substructure 

 

Compound Molecular structure 
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Ephedrine structural 
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Tamoxifen structural 
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Table S-4 Molecular structures of compounds containing an N,N-diethylhydroxylamine 

substructure 

 

Compound Molecular structure 

Cinchocaine-N-oxide 

 
Sunitinib-N-oxide 
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