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Safinamide Pocket FAD Pocket

Figure S-1: (a) Shape and binding pocket volume of MAO-B (2V5Z) generated via Computed
Atlas of Surface Topography of proteins (CASTp) online server (b) 3D modelled rib-
bon diagram with co-crystalized ligand (surface diagram) obtained via MOE software
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Figure S-2: Shape and binding pocket of MAO-B (2V5Z) with co-crystalized ligand safinamide
(Surface diagram) generated via MOE
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Figure S-3: (a) Shape and binding pocket volume of TcAChE (1EVE) generated via CASTp
online server (b) 3D modelled ribbon diagram with co-crystalized ligand (surface dia-
gram) obtained via MOE software
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Figure S-4: Shape and binding pocket of TcAChE (1EVE) with co-crystalized ligand donepezil
(Surface diagram) generated via MOE
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Figure S-5: Dose-response curve of synthesized compounds obtained from the percent ABTS
scavenging effect and concentration values.
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Figure S-6: Dose-response curve of synthesized compounds obtained from the percent
DPPH scavenging effect and concentration values.
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Figure S-7: Dose-response effect of inhibitors (23, 28) and standard drug curcumin) from

ThT assay on AP aggregation.
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Figure S-8: 2D interaction plot of standard drug donepezil in the binding site of AChE (1EVE)
modelled by using Discovery Studio visualizer

Figure S-9: 2D interaction plot of standard drug Celecoxib in the binding site of COX-2
(1CX2) modelled by using Discovery Studio visualizer
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Figure S-10: 'H NMR (400 MHz) spectrum of compound 18 in DMSO-ds
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Figure S-11: 13C NMR (100 MHz) spectrum of compound 18 in DMSO-ds

mAU
750 B
] ‘\ ¢ | Purity =98.15%
] - |
NH,
] ’ODA\JEAE, ‘ Peak Table
500+ HO ‘ PDA Chl 254nm
1 (18) ‘ ‘ Peak# Ret. Time Area Area%
1 2,025 87156 1,501
‘ 2 2278 20302 0.350
l 3 6,270 5700081 98.150
2504 B ‘ Total 5807539 100,000
] z |
5 |
1 N [
v/
&/ |
</ |
r\y 1
(= e — _ ~ N
T T T T T T T T T I
0,0 2,5 50 7.5 10,0 12,5

min

Figure S-12: HPLC Chromatogram of compound 18
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Figure S-13: 'H NMR (400 MHz) spectrum of compound 19 in DMSO-ds
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Figure S-14: 13C NMR (100 MHz) spectrum of compound 19 in DMSO-ds
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Figure S-15: HPLC Chromatogram of compound 19
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S-11



o M~ O W S LN oL W
- WOHYWOLWN T O T LN NANWY O NWY oW <+
N oo ~NOOoOQOMOL O~ WO i~ LD ™~
o © a—MmMO— T~ So~©wln T m =)
s+~ TOENTLIENGSS Mmoo Qi In ™M o
~ O FTOAMANCNAN - wo oo ala oo ™~
Lo e e e ——— |

st
@]

v,
{p
2
o
Z
£
g

- LAl H! | l ‘

180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 O
f1 (ppm)

Figure S-17: 13C NMR (100 MHz) spectrum of compound 20 in DMSO-ds
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Figure S-18: HPLC Chromatogram of compound 20
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Figure S-22: 13C NMR (100 MHz) spectrum of compound 23 in DMSO-ds
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Figure S-23: HPLC Chromatogram of compound 23
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Figure S-24: LC-MS Chromatogram of compound 23
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Figure S-25: 'H NMR (400 MHz) spectrum of compound 24 in DMSO-ds
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Figure S-26: 13C NMR (100 MHz) spectrum of compound 24 in DMSO-ds
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Figure S-28: 13C NMR (100 MHz) spectrum of compound 25 in DMSO-ds
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Figure S-29: HPLC Chromatogram of compound 25
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Figure $-32: 13C NMR (100 MHz) spectrum of compound 26 in DMSO-ds
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Figure S-33: HPLC Chromatogram of compound 26
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Figure S-35: 'H NMR (400 MHz) spectrum of compound 27 in DMSO-ds
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Figure S-37: 'H NMR (400 MHz) spectrum of compound 28 in DMSO-ds
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Figure S-38: 13C NMR (100 MHz) spectrum of compound 28 in DMSO
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Figure S-39: HPLC Chromatogram of compound 28
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Figure S-41: 'H NMR (400 MHz) spectrum of compound 29 in DMSO-ds
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Figure S-42: 13C NMR (100 MHz) spectrum of compound 29 in DMSO-ds
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Figure S-43: HPLC Chromatogram of compound 29
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