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1. '"HNMR and 3CNMR data of compounds 4a—n, 5a—j, 6a—e, 7a, 7b, and 8a—e
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2. Representative HPLC purity data of the compounds

Retention Time | Purity1 | Purityl | PDA Match1 | PDA Match1 | PDA Match1 | PDA Match1 Area o Height
R (min) Angle | Threshold | Spect. Name | Angle | Threshold | Lib. Name | (uVsec) | A8 | "(uv) | 't Type | Amount
1 4171 182884 1.44 36389 | bb
2 5.631 362117 2.86 67497 | bb
3 14.149 12135189 | 95.70 | 1702752 | bb
100 F
0 @
1,00
p
" ~.0 N7 N
- I)K\H H
o 4b
Pers = E
A
Retention Time | Purity1 | Purityl | PDA Match1 | PDA Match1 | PDA Match1 | PDA Match1 Area Height
[REe (min) Angle | Threshold | Spect. Name | Angle | Threshold | Lib.Name | (uV*sec) | A2 | "(uv) |t Type | Amount
1 11.528 722618 4.30| 108944 | bb
2 12.746 34035 0.20 6370 | bb
18.282 16041627 | 95.50 | 2201606 | bb

5%

18282

12048




nar

L1zt

1652

Retention Time | Purity1 | Purityl | PDA Match1 | PDA Match1 | PDA Match1 | PDA Match1 | Area Height
S ETE (min) Angie | Threshold | Spect. Name |  Angle | Threshold | Lib. Name |(uV*sec)| 2A™®@| (uv) |'ntType | Amount
9.569 84076 | 0.88| 14431|bb
2 17.348 9455947 | 99.12 | 1252820 | bb
s 3
108 F
. o
ons /
ON._~ | N
o Ned
oes Ga
” 3
a0 .II [
Retention Time | Purity1 | Purityl | PDA Match1 | PDA Match1 | PDA Match1 | PDA Match1 Area Height
NEIE (min) Angle | Threshold | Spect. Name |  Angle Threshold | Lib. Name | (uV*sec) | 2 A™@ [ "(uvy | 'mt Type | Amount
1 11.807 143417 | 0.85| 20959 |bb
2 12.907 36312 021] 4101 |bb
3 16.628 16480558 | 97.34 | 2106271 | bb
4 21.830 271366 | 1.60| 37619 |bb




Name | e T | | Thvashold | Spect ame || Anae " | Toreaneia' | L. Namo | (iv-oncy | % Area | S | int Type | Amount
15.725 26481219 95.64 | 2461374 | bb
2 20.990 1206129 4,36 | 174283 | bb
- \
- ¥ /
- Br@ 0
- 8
o
Name | RO e | e | Thraahoid | Soact Name | Ange | Toresnon' | Ui Name | (ivrecy | % Area | e | it Type | Amount
1 10.548 173366 1.05 27024 | bb
2 12.866 16023703 97.28 | 2134594 | bb
3 14.794 3519 0.02 838 | bb
4 15.765 2730 0.02 573 | bb
5 17.723 14939 0.09 2821 | bb
6 19.510 15872 0.10 2458 | bb
7 21.026 41357 0.25 6726 | bb
8 25.096 196114 1.19 27752 | bb
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3. Representative HRMS data of the compounds

AMS-H14 72 (1.275) 1: TOF MS ES+
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AMS-H25 79 (1.403) 1: TOF MS ES+
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1: TOF MS ES+

AMS-H30 74 (1.310)
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AMS-H57 72 (1.275) 1: TOF MS ES+
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4. Molecular modelling supplementary material

TYR 326 . ser 200)  ILE 199
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Figure S1. Binding modes of reference reversible inhibitors (A) safinamide bound to MAO-B (PDB ID: 2V5Z7),
(B) harmine bound to MAO-A (PDB ID: 2Z5X) and covalent irreversible inhibitor (C) rasagiline bound to MAO-
B (PDB ID: 1S2Y). Ligands are presented as green thick sticks, pocket atoms — gray thin sticks and crucial water
molecules - red spheres. Hydrogen atoms omitted for clarity.



