SUPPLEMENTARY DATA

Novel Substituted Oxadiazole - Piperazine Derivatives
as Potential MAO Inhibitors: Design, Synthesis, In
Vitro and In Silico Studies

Harun USLU " (), Begiim Nurpelin SAGLIK 232}, Derya OSMANIYE 23 (), Kadriye BENKLI 4

1 Department of Medical Services and Techniques, Vocational School of Health Services, Firat University,
23119, Elazig, Turkey

2 Department of Pharmaceutical Chemistry, Faculty of Pharmacy, Anadolu University, 26470, Eskisehir,
Turkey

3 Doping and Narcotic Compounds Analysis Laboratory, Faculty of Pharmacy, Anadolu University,
26470, Eskisehir, Turkey

4 Badakbas Pharmacy, Altintepe Street Koknarli 6/C Maltepe, 34840, Istanbul, Turkey

* Corresponding Author. E-mail: : huslu@firat.edu.tr (H.U.); Tel. +90-424-237 00 00.



file:///C:/Users/HARUN%20USLU/Desktop/huslu@firat.edu.tr
https://orcid.org/0000-0001-8827-8557
https://orcid.org/0000-0002-0151-6266
https://orcid.org/0000-0002-0499-436X
https://orcid.org/0000-0002-9042-8718

Data 1. 1tH-NMR spectrum of compound 4a
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Data 2. 13

NMR spectrum of compound 4a
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Data 3. HRMS spectrum of compound 4a

Formula Predictor Report - HYD-1_43.lcd Page 1 of 1

Data File: C:\LabSolutions\Data\Analiz\deryai\HYD-1_43.lcd

Elmt  Val. Min Max Eimt  Val. Min Max Elmt  Val. Min Max Eimt  Val. Min Max Use Adduct
H 1 5 40 o 2) 0 3 S 2 1 1 Ru 2 0 0 H
C 4 5 35 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 0 6 P 3 0 0 Br 1 0 0 | 3 0 0
Emor Margin (ppm): 5 DBE Range: 5.0 -20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150

Event#: 1 MS(E+) Rel. Time : 2.840 Scan# : 427
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5.000e5
4.000e5- 425.1649
3.000e5
2.000e5
426.1604
1.000e5- 279 k588
o . LT ] - ] | [
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0
Measured region for 425.1649 m/iz
425.1649
100.04
50.04
426.1604
425.0 425.5 426.0 426.5 427.0 427.5 428.0 428.5
C22 H24 N4 O3 S [M+H]+ : Predicted region for 425.1642 m/z
425.1642
100.04
50.0
‘ 426.1671
|
\
) K :'\ 427.1646
— , il — | — S
425.0 425.5 426.0 426.5 427.0 427.5 428.0 428.5
Rank Score Formula (M) lon Meas.m/z  Pred. miz Df.(mDa) Df. (ppm) Iso DBE
1 53.01 C22H24 N4 03 S [M+H]+ 4251649 4251642 0.7 165 53.89 130



Data 4. tH-NMR spectrum of compound 4b
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Data 5. 13

NMR spectrum of compound 4b
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Data 6. HRMS spectrum of compound 4b

Formula Predictor Report - HYD-2_44.lcd Page 1 of 1
Data File: C:\LabSolutions\Data‘Analiz\deryai\HYD-2_44.lcd
Elmt  Val. Min Max Eimt  Val. Min Max Eimt | Val. Min Max Eimt | Val. | Min Max Use Adduct
H 1 5 40 o 2 0 3 S 2 1 1 Ru 2 0 0 H
(o] 4 5 35 F 1 1 1 Cl 1 0 0 Pd 2 0 0
N 3 0 6 P 3 0 0 Br 1 0 0 | 3 0 0
Eror Margin (ppm): 5 DBE Range: 5.0 -20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Rel. Time :2.933 Scan# : 441
5.500e5-
5.000e5-
4.500e5-
4.000e5+
3a00e5] 4431539
3.000e5+
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Measured region for 443.1539 m/z
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C22 H23 N4 O3 F S [M+H]+ : Predicted region for 443.1548 m/z
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Rank Score Formula (M) lon Meas. iz Pred. miz Df.(mDa) Df. (ppm) Iso DBE
1 5268 C22H23N4O3F S [M+H]+ 443.1539  443.1548 -0.9 -2.03 5408 130



Data 7. 1TH-NMR spectrum of compound 4c
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Data 8. 3C-NMR spectrum of compound 4c
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Data 9. HRMS spectrum of compound 4c

Formula Predictor Report - HYD-3_45.lcd Page 1 of 1

Data File: C:\LabSolutions\Data\Analiz\deryaiHYD-3_45.lcd

Elmt  Val. Min Max Eimt  Val. Min Max Eimt | Val. Min Max Eimt | Val. Min Max Use Adduct
H 1 5 40 o 2 0 3 S 2 1 1 Ru 2 0 0 H
(o] 4 5 35 F 1 0 0 Cl 1 1 1 Pd 2 0 0
N 3 0 6 P 3 0 0 Br 1 0 0 | 3 0 0
Eror Margin (ppm): 5 DBE Range: 5.0 -20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time : 3.427 Scan#: 515
5.000e54
4.500e57
4.000e5
3.500e5 459.11248
3.000e5
2.500e57
2.000e5
461.1240
1.500e57 460.1317
1.000e5- 391.2961 462.1233
|| R 1!
o : - A1 o . : ! ; :
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0
Measured region for 459.1248 m/z
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C22 H23 N4 O3 S CI[M+H]+ : Predicted region for 459.1252 m/z
459.1252
100.0+ ]
A
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0 L . x/t\ . ./t‘ . ,/r\' ;
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Rank Score Formula (M) lon Meas.m/z  Pred. m/iz Df.(mDa) Df. (ppm) Iso DBE
1 48.32 C22H23N403SCl [M+H]+ 459.1248  459.1252 -0.4 -0.87 4832 130
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Data 10. 1ZH-NMR spectrum of compound 4d
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Data 11. 3C-NMR spectrum of compound 4d
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Data 12. HRMS spectrum of compound 4d

Formula Predictor Report - HYD-4_46.lcd Page 1 of 1
Data File: C:\LabSolutions\Data\Analiz\derya\HYD-4_46.lcd
Elmt  Val. Min Max Elmt  Val. Min Max Eimt  Val. Min Max Elmt  Val. Min Max Use Adduct
H 1 5 40 o 2 0 3 S 2 1 1 Ru 2 0 0 H
(03 4 5 35 F il 0 0 Cl 1 0 0 Pd 2 0 0
N 3 0 6 P g 0 0 Br 1 1 1 | 3 0 0
Error Margin {(ppm): 5 DBE Range: 5.0 -20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time : 3.600 Scan# : 541
2.000e5+
1.800e5
1.600e5
1.400e5
1.200e5 503.0757
1.000e57 502.0546
8.000e4
504.0569 || 505.0650
6.000e4 06.0706
& 419.3177
4.000e4 239.0566 384 597 391.2882 et P 520.0542
2.000e4] 183.0912 74 :
| | 292.2576 | | 519.0423
0 L
100.0 1500 2000 2500 3000 3500 4000 4500 5000  550.0  600.0  650.0
Measured region for 503.0757 m/z
503.0757
100.0
50.01
50410569 8051650
506(0706
s} T T T T T T T T
503.0 503.5 504.0 504.5 505.0 505.5 506.0 506.5
C22 H23 N4 O3 S Br [M+H]+ : Predicted region for 503.0747 m/z
505.0728
100.07 503.0747
50.0
504.0776 506.0756
503.0 503.5 504.0 504.5 505.0 505.5 506.0 506.5
Rank Score Formula (M) lon Meas.m/iz  Pred. m/iz Df. {(mDa) Df. (ppm) Iso DBE
1 16.77 C22H23 N4 O3S Br [M+H]+ 503.0757  503.0747 1.0 199 17.20 13.0
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Data 13. 1TH-NMR spectrum of compound 4e
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Data 14. 3C-NMR spectrum of compound 4e
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Data 15. HRMS spectrum of compound 4e

Formula Predictor Report - HYD-5_47.lcd Page 1 of 1
Data File: C:\LabSolutions\Data\Analiz\deryai\HYD-5_47.lcd
Elmt  Val. Min Max Eimt  Val. Min Max Eimt | Val. Min Max Eimt | Val. | Min Max Use Adduct
H 1 5 40 o 2 0 5 S 2 1 1 Ru 2 0 0 H
(o] 4 5 35 F 1 0 0 Cl 1 0 0 Pd 2 0 0
N 3 0 6 P 3 0 0 Br 1 0 0 | 3 0 0
Eror Margin (ppm): 5 DBE Range: 5.0 -20.0 Electron lons: both
HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: 3 Isotope RI (%): 1.00 Isotope Res: 9000
MSn Iso RI (%): 10.00 MSn Logic Mode: AND Max Results: 150
Event#: 1 MS(E+) Ret. Time : 2.707 Scan# : 407
2.000e6
1.800e67
1.600e6
1.400e6+
1.200e6 470.1495
1.000e6+
8.000e5
6.000e5- 471.1433
4.000e5 472.1509
2.000e57 |
00— S TS T, (I | fe e lhl 1I‘u\“l||l|'u -} - 1
100.0 150.0 200.0 250.0 300.0 350.0 400.0 450.0 500.0 550.0 600.0 650.0
Measured region for 470.1495 m/z
470.1495
100.0+
50.0
471.1433
472.1509
0 . Lz, E— —— ‘ / 1 : — |
470.0 4705 471.0 4715 472.0 472.5 473.0 4735
C22 H23 N5 O5 S [M+H]+ : Predicted region for 470.1493 m/z
470.1493
100.0+
50.04
| ‘ 471.1521
| |
) | x 472.1498
\
0 — - : / it : /. \ ; s .
470.0 470.5 471.0 4715 472.0 472.5 473.0 4735
Rank Score Formula (M) lon Meas.m/z  Pred. miz Df.(mDa) Df. (ppm) Iso DBE
1 61.36 C22H23N5058S [M+H]+ 470.1495  470.1493 0.2 043 61.36 14.0
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