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Figure S1. Validation study to compare Autodock 4.2 method with the co-crystallized inhibitors within MAO-A (left) and MAO-B (right).  Following removal of co-crystalised inhibitor from the original pdb files, these compounds were then used for in-silico binding via Autodock Vina to validate the method in use during this study. The RMSD of the lowest energy binding pose and the co-crystalised configuration was compared. In both examples, the pink-coloured compound is the co-crystalised geometry obtained from the original pdb file. The RMSD of harmine in MAO-A (left) is 1.237 Å and RMSD of safinamide in MAO-B (right) is 0.965 Å, calculated using DockRMSD software.42 These RMSD values are below the accepted value of 2.0 Å for RMSD scoring.38 Structure figures were generated using PyMol (The PyMOL Molecular Graphics System, Version 2.4.1, Schrödinger, LLC).
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Figure S2. Lowest energy binding poses between ligands and residues in the active site of MAO-A. Structure figures were generated using PyMol (The PyMOL Molecular Graphics System, Version 2.4.1, Schrödinger, LLC).
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Figure S3. Lowest energy binding poses between ligands and residues in the active site of MAO-B. Structure figures were generated using PyMol (The PyMOL Molecular Graphics System, Version 2.4.1, Schrödinger, LLC).
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Figure S4. 1H NMR for N-5-fluoropentylindole, 6.
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Figure S5. 13C NMR for N-5-fluoropentylindole, 6.
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Figure S6. 19F NMR for N-5-fluoropentylindole, 6.
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Figure S7. IR spectrum for N-5-fluoropentylindole, 6.
[image: Table

Description automatically generated]
Figure S8. MS confirmation for N-5-fluoropentylindole, 6.
[image: Chart

Description automatically generated]
Figure S9. 1H NMR for N-5-fluoropentylindazole, 7.
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Figure S10. 13C NMR for N-5-fluoropentylindazole, 7.
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Figure S11. 19F NMR for N-5-fluoropentylindazole, 7.
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Figure S12. IR spectrum for N-5-fluoropentylindazole, 7.
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Figure S13. MS confirmation for N-5-fluoropentylindazole, 7.
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Figure S14. 1H NMR for N-pentylindole, 8.
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Figure S15. 13C NMR for N-pentylindole, 8.
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Figure S16. IR spectrum for N-pentylindole, 8.
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Figure S17. MS confirmation for N-pentylindole, 8.
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Figure S18. 1H NMR for N-pentylindazole, 9.
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Figure S19. 13C NMR for N-pentylindazole, 9.
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Figure S20. IR spectrum for N-pentylindazole, 9.
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Figure S21. MS confirmation for N-pentylindazole, 9.
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717.53cm-1, 46.05%T
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1204.21cm-1, 85.64%T
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1612.04cm-1, 92.69%T
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1677.10cm-1, 95.97%T

2042.80cm-1, 98.47%T
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Compound Table
RT Observed mass |Neutral observed|Theoretical mass| Mass error | Isotope match
Compound Label (min) (m/z) (ppm) score (%)

Cpd 1: C13HI6 FN 206.1341 205.1271 205.1267 81.53

Mass errors of between -5.00 and 5.00 ppm with isotope match scores above 60% are considered confirmation of molecular formulae
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Compound Table

Neutral
Observed mass | observed mass Theoretical Mass error
Compound Label (mm) (m/z) (Da) mass (Da) (ppm)

Cpd 1: C12 H15 F N2 207.1295 206.1222 206.1219 m

Mass errors of between -5.00 and 5.00 ppm with isotope match scores above 60% are considered confirmation of molecular formulae
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Compound Table
RT Observed mass |Neutral observed|Theoretical mass| Mass error | Isotope match
Compound Label (min) (m/z) (ppm) score (%)

Cpd 1: CI3HI7N 188.1433 187.1365 187.1361 69.58

Mass errors of between -5.00 and 5.00 ppm with isotope match scores above 60% are considered confirmation of molecular formulae
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Sample 1001 By iruser1 Date Thursday, November 05 2020
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4000 650 3500 3000 2500 2000 1500 1000

103

27

30

40

50

60

70

80

90

100

cm-1

%T

736.83cm-1, 28.68%T
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1034.95cm-1, 89.03%T
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2162.58cm-1, 97.98%T

2005.56cm-1, 98.76%T
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Compound Table

RT Observed mass | observed mass Theoretical Mass error | Isotope match
Compound Label (min) (m/z) mass (Da) (ppm) score (%)

Cpd 1: C12 H16 N2 189.1388 188.1316 188.1313

Mass errors of between -5.00 and 5.00 ppm with isotope match scores above 60% are considered confirmation of molecular formulae
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