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1 Supplementary Data

1.1 Ibogaine-HCI

Nuclear Magnetic Resonance spectra were obtained in CD3OD on a Bruker Avance DPX-400
instrument.

'H NMR (400 MHz, CDsOD) & (ppm) =7.19 (d, J = 8.9 Hz, 1H), 6.97 (d, J = 2.4 Hz, 1H), 6.76 (dd,
J=8.8,2.5 Hz, 1H), 3.87 (s, 3H), 3.70 (dt, J= 13.4, 4.2 Hz, 1H), 3.63 — 3.53 (m, 2H), 3.45 — 3.34 (m,
3H), 3.31 — 3.14 (m, 2H), 2.32 (ddt, 13.5, 12.1, 2.7 Hz, 1H), 2.19 — 2.09 (m, 2H), 2.06 (hept, J = 7.5
Hz, 1H), 1.74 — 1.65 (m, 3H), 1.46 — 1.34 (m, 1H), 1.03 (t, / = 7.3 Hz, 3H) 3C NMR (100 MHz,
CDs0OD) 8(ppm) = 153.0, 139.1, 130.4, 128.5, 111.2, 111.1, 106.0, 99.5, 60.1, 56.0, 54.9, 50.5, 39.0,
35.1,31.2, 28.8, 26.0, 23.9, 18,0, 10.5

Gas Chromatography analysis was carried out in a GC-MS Shimadzu QP 1100 EX instrument using
the electron impact mode, 70 eV. Column HP-5MS (30m x 0.25mm x 0.25um) Temperature Program
200 °C (Hold time, 2 minutes) to 300 °C (Hold time, 5 minutes) with a rate of 10 °C/min. Ibogaine
purity was determined as 96.4%, and ibogamine and ibogaline were detected as trace impurities.

Retention Time (minutes) % Area Structure
10.521 2.05 Ibogamine
12.640 96.38 Ibogaine
13.383 0.34 Unkown
14.441 1.23 Ibogaline
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Solvent residual peak for MeOH is found at 3.33 ppm, and H>O at 4.90.

Supplementary Figure 1. Ibogaine-HC1 '"H NMR. Diastereotopic protons are labeled as x1/x2.
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Supplementary Figure 2. Ibogaine-HC1 '3*C NMR.
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Supplementary Figure 3. Ibogaine-HCl GC-MS chromatogram



