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SUPPORTING INFORMATION 
 

Analytical characterization of bioactive N-benzyl-substituted 

phenethylamines and 5-methoxytryptamines 

 

 
 
 

 
 
 
 
 
Page 3: GC/MS retention times, EI- and CI ion trap mass spectra of N-(methoxybenzyl)-
substituted isomers (1d)–(1f) and (2d)–(2f). 
 
Page 4: GC/MS retention times, EI- and CI ion trap mass spectra of N-(methoxybenzyl)-
substituted 5-methoxytryptamines (3d)–(3f). 
 
Page 5: GC/MS chromatograms of N-(methoxybenzyl)-substituted phenethylamines (1a)–(1f). 
 
Page 6: GC/MS chromatograms of N-(methoxybenzyl)-substituted 5-methoxytryptamines (2a)–
(2f). 
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Page 7: GC/MS chromatograms of N-(methoxybenzyl)-substituted 5-methoxytryptamines (3a)–
(3f). 
 
Page 8: QTOF-MS accurate mass spectra and tandem mass spectra of N-(methoxybenzyl)-
substituted phenethylamines (1d)–(1f). 
 
Page 9: QTOF-MS accurate mass spectra and tandem mass spectra of N-(methoxybenzyl)-
substituted 5-methoxytryptamines (2d)–(2f). 
 
Page 10: QTOF-MS accurate mass spectra and tandem mass spectra of N-(methoxybenzyl)-
substituted 5-methoxytryptamines (3a)–(3c). 
 
Page 11: QTOF-MS accurate mass spectra and tandem mass spectra of N-(methoxybenzyl)-
substituted 5-methoxytryptamines (3d)–(3f). 
 
Page 12: QqQ-MS/MS of N-(methoxybenzyl)-substituted phenethylamines (1d)–(1f). 
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Page 14: QqQ-MS/MS of N-(methoxybenzyl)-substituted 5-methoxytryptamines (3a)–(3c). 
 
Page 15: QqQ-MS/MS of N-(methoxybenzyl)-substituted 5-methoxytryptamines (3d)–(3f). 
 
Page 16: LC-UV retention times and diode array full scan spectra of N-(methoxybenzyl)-
substituted phenethylamines (1d)–(1f). 
 
Page 17: LC-UV retention times and diode array full scan spectra of N-(methoxybenzyl)-
substituted 5-methoxytryptamines (2d)–(2f). 
 
Page 18: LC-UV retention times and diode array full scan spectra of N-(methoxybenzyl)-
substituted 5-methoxytryptamines (3a)–(3c). 
 
Page 19: LC-UV retention times and diode array full scan spectra of N-(methoxybenzyl)-
substituted 5-methoxytryptamines (3d)–(3f). 
 
Page 20: ATR-FT/IR spectra of N-(methoxybenzyl)-substituted phenethylamines (1a)–(1c). 
 
Page 21: ATR-FT/IR spectra of N-(methoxybenzyl)-substituted phenethylamines (1d)–(1f). 
 
Page 22: ATR-FT/IR spectra of N-(methoxybenzyl)-substituted 5-methoxytryptamines (2a)–(2c). 
 
Page 23: ATR-FT/IR spectra of N-(methoxybenzyl)-substituted 5-methoxytryptamines (2d)–(2f). 
 
Page 24: ATR-FT/IR spectra of N-(methoxybenzyl)-substituted 5-methoxytryptamines (3a)–(3c). 
 
Page 23: ATR-FT/IR spectra of N-(methoxybenzyl)-substituted 5-methoxytryptamines (3d)–(3f). 
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GC/MS retention times, EI- and CI ion trap mass spectra 
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GC/MS retention times, EI- and CI ion trap mass spectra 
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GC/MS chromatograms 
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GC/MS chromatograms 
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GC/MS chromatograms 
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QTOF-MS and QTOF-MS/MS 
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QTOF-MS and QTOF-MS/MS 
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QTOF-MS and QTOF-MS/MS 

 

 
 



 

 11 

 

 
 
 

QTOF-MS and QTOF-MS/MS 
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ESI-QqQ-MS/MS 
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ESI-QqQ-MS/MS 
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ESI-QqQ-MS/MS 
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ESI-QqQ-MS/MS 
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LC/UV retention times and diode array full scan spectra 
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LC/UV retention times and diode array full scan spectra 
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LC/UV retention times and diode array full scan spectra 
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LC/UV retention times and diode array full scan spectra 
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ATR-FTIR spectra  
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ATR-FTIR spectra 
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