Hungarian Institute for Forensic Science Analytical data for 4AF-MDMB-BINACA

4F-MDMB-BINACA

F
methyl 2-(1-(4-fluorobutyl)-1H-indazole-3-carboxamido)-3,3-dimethylbutanoate
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An Agilent 6890N Network GC system set up with Agilent HP-5MS (length: 30 m, diameter: 0.25 mm, film: 0.25
mm) coupled to an Agilent 5973 Network Mass Selective Detector (scan range m/z 35 — m/z 500) was used.
Samples were subjected to electron ionization (EI) mode. GC-MS conditions: HP-5MS column was temperature
programmed from 100 °C (which was held for 2 minutes) to 280 °C at 20 °C/min, 280°C was held for 3 minutes,
then to 315 °C at 25 °C/min, the temperature was stated at 315 °C for 12 minutes. The carrier gas was helium.
Tribenzyl-amine was applied as an internal standard (locked to 10.8 minutes). Data handling was carried out
with GC/MSD ChemsStation software.
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Analytical data for 4AF-MDMB-BINACA
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NMR

4F-MDMB-BINACA
in DMSO-d, solution

TH-NMR chemical shifts & [ppm]

Characteristic "H-"H steric proximities
detected by ROESY
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13C-NMR chemical shifts & [ppm]
J(C,F) coupling constants [Hz]
51.9

122.8

126.8

Formula Weight: 363,42644
Exact Mass: 363,195819922

Molecular Formula: C19H26FN303

J(H,H) coupling constants [Hz]
J(H,F) coupling constants [Hz]

HaC

CH3 O/CH3

Characteristic heteronuclear long-range
couplings detected by HMBC experiment
H. . -

Bruker AVANCE NEO, 400MHz, CryoProbe Prodigy; solvent: DMSO-ds
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I1H NMR
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Bruker AVANCE NEO, 400MHz, CryoProbe Prodigy; solvent: DMSO-ds
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I1H NMR
% |
" _ 356,16
- ——3248.00
% |
[
_ ——3134.12
= - —3125.56
_ _—3066.34
| - ——3057.13
[=%
3001.88
— 2\)\)4__}'
| 2986.65
* 2927.38
- 2919.77
2912.37
S
] 1835.91
] /lszx.su
o /lszl.?t;
- 1816.83
N - Z—1810.78
s 3 - ?mm_ss
- 1802.70
1793.42
E - T 1769.42
N “\\l?ﬁ_@.w
i 1757.41
Ll
Co ]
E 1480.85
S
E 800.75
/?US.C\I
[§
b3 786.27
= ]
__4??8_65
~ —771.34
o H85.98
] r679.83
~ /* 677.56
« /67089
3 666.29
7 665.11
] 2 66041
E 65432
ny . \fvSE.I[]
T 3 645.21
]
b |
E ————4(7.96
T

Bruker AVANCE NEO, 400MHz, CryoProbe Prodigy; solvent: DMSO-ds
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Bruker AVANCE NEO, 400MHz, CryoProbe Prodigy; solvent: DMSO-d6
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13C NMR
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Bruker AVANCE NEO, 400MHz, CryoProbe Prodigy; solvent: DMSO-ds
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Bruker AVANCE NEO, 400MHz, CryoProbe Prodigy; solvent: DMSO-ds
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