Supporting Information

Synthesis and Functional Characterization of

2-(2,5-Dimethoxyphenyl)-N-(2-fluorobenzyl)ethanamine (25H-NBF) Positional 1somers

Eline Pottie!, Olga V. Kupriyanova?®, Vadim A. Shevyrin®, Christophe P. Stove'”

! Laboratory of Toxicology, Department of Bioanalysis, Faculty of Pharmaceutical Sciences, Ghent University,
Campus Heymans, Ottergemsesteenweg 460, B-9000 Ghent, Belgium

2Institute of Fundamental Medicine and Biology, Kazan (Volga Region) Federal University, 18 Kremlyovskaya
Str.,420008, Kazan, Russian Federation

3 Kazan State Medical University, 49 Butlerova Str., 420012, Kazan, Russian Federation

4 Institute of Chemistry and Technology, Ural Federal University, 19 Mira Str., 620002, Ekaterinburg, Russian
Federation

* Corresponding Author: Christophe Stove, Laboratory of Toxicology, Department of Bioanalysis, Faculty of
Pharmaceutical Sciences, Ghent University, Ottergemsesteenweg 460, 9000 Ghent, Belgium, Phone: +32 9 264
81 35, Fax: +32 9 264 81 83, E-mail: christophe.stove@ugent.be

Table of contents

Figures S1 — S5: El spectra of imine intermediates 10a—10e ... ... .. .. ... S2
Figures S6 — S8: NMR spectra of 23H-NBF S5
Figures S9 — S11: NMR spectra of 24H-NBF ... .. S8
Figures S12 — S14: NMR spectra of 26H-NBF .. ... ... .. S11
Figures S15 - S17: NMR spectra of 34H-NBF ... . S14
Figures S18 — S20: NMR spectra of 35H-NBF ... . S17
Table S1: Data of elemental analysis for compounds 2-6 ~ ............................ S20
Figures S21 — S25: LC-MS chromatograms of compounds2—6 ............................ S21

S1


mailto:christophe.stove@ugent.be

23H-NBF imine (10a).
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Figure S1. El mass spectrum of 10a

24H-NBF imine (10b).
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Figure S2. El mass spectrum of 10b
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26H-NBF imine (10c).
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Figure S3. El mass spectrum of 10c

34H-NBF imine (10d).
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Figure S4. EI mass spectrum of 10d

S3



35H-NBF imine (10e).
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Figure S5. El mass spectrum of 10e
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2-(2,3-Dimethoxyphenyl)-N-(2-fluorobenzyl)ethanamine hydrochloride (23H-NBF, (2))
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Figure S6. *H NMR spectrum of 2 (400 MHz, CD3sOD)
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Figure S7. C NMR spectrum of 2 (101 MHz, CD3;0D)
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Figure S8. F NMR spectrum of 2 (376 MHz, CD3;0D)
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2-(2,4-Dimethoxyphenyl)-N-(2-fluorobenzyl)ethanamine hydrochloride (24H-NBF, (3))
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Figure S9. *H NMR spectrum of 3 (400 MHz, CDs0D)
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Figure S10. $3C NMR spectrum of 3 (101 MHz, CD30D)
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Figure S11. F NMR spectrum of 3 (376 MHz, CD30D)
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2-(2,6-Dimethoxyphenyl)-N-(2-fluorobenzyl)ethanamine hydrochloride (26H-NBF, (4))
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Figure S12. *H NMR spectrum of 4 (400 MHz, CDs0D)
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Figure S13. *3C NMR spectrum of 4 (101 MHz, CD30D)
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Figure S14. *F NMR spectrum of 4 (376 MHz, CD30D)
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2-(3,4-Dimethoxyphenyl)-N-(2-fluorobenzyl)ethanamine hydrochloride (34H-NBF, (5))
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Figure S15. *H NMR spectrum of 5 (400 MHz, CDs0D)
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Figure S16. *3C NMR spectrum of 5 (101 MHz, CD30D)
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Figure S17. **F NMR spectrum of 5 (376 MHz, CD30D)
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2-(3,5-Dimethoxyphenyl)-N-(2-fluorobenzyl)ethanamine hydrochloride (35H-NBF, (6))
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Figure S18. *H NMR spectrum of 6 (400 MHz, CDs0D)
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Figure S19. *3C NMR spectrum of 6 (101 MHz, CD30D)
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Table S1. Data of elemental analysis for compounds 2—6

Compound Calculated, % Found, %
23H-NBF hydrochloride (2) C - 62.67 C-62.18
(C17H20NO2F-HCI) H-6.50 H-6.37
N - 4.30 N -4.25
Cl -10.88 Cl -10.85
24H-NBF hydrochloride (3) C-62.67 C-62.29
(C17H20NO2F-HCI) H-6.50 H-6.27
N -4.30 N - 4.22
Cl -10.88 Cl - 10.80
26H-NBF hydrochloride (4) C - 62.67 C-62.15
(C17H20NO2F-HCI) H-6.50 H-6.33
N - 4.30 N -4.24
Cl -10.88 Cl-10.83
34H-NBF hydrochloride (5) C - 62.67 C-62.21
(C17H20NO2F-HCI) H - 6.50 H-6.27
N -4.30 N - 4.20
Cl -10.88 Cl - 10.80
35H-NBF hydrochloride (6) C - 62.67 C-62.25
(C17H20NO2F-HCI) H - 6.50 H-6.33
N -4.30 N -4.22
Cl -10.88 Cl - 10.85
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Figure S21. LC-MS chromatogram of 23H-NBF (2)
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Figure S22. LC-MS chromatogram of 24H-NBF (3)
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Figure S23. LC-MS chromatogram of 26H-NBF (4)
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Figure S24. LC-MS chromatogram of 34H-NBF (5)
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Figure S25. LC-MS chromatogram of 35H-NBF (6)

S22



