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Analytical Supplymentry Data:

3-((5-(2,4-dichlorophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione (5a):
Molecular formula: C12H7CI2N30sS, Yellow solid, Yield: 78%, Melting point: 210-212°C; FT-IR
(cm-1): 3020 (Ar, C-H), 2927 (CH>), 1734 (C=0), 1585 (C=N), 1513 (C=C). *H-NMR (400 MHz,
DMSO-ds, 8, ppm): 8.78-7.10 (m, Ar-H, 3H), 4.33 (s, CHy, 2H), 3.26(s, CH, 2H): ¥CNMR
(100MHz, DMSO-ds, 8, ppm): 165.3,164.2,163.4,162.2,135.0,129.2, 128.6, 123.3,122.6, 119.7,
46.3, and 39.0: LC-MS (m/z): calculated for C12H7CI2N3O3S is 344.1; found: 344.1 (M+).

3-((5-(4-bromophenyl)-1,3,4-oxadiazol-2-yl) methyl) thiazolidine-2,4-dione (5b):
Molecular formula: C12HsBrNzOsS, Yellow solid, Yield: 87%, Melting point: 185-187 °C; FT-IR
(cm-1): 3003 (Ar, CH), 2924 (CH?>), 1735(C=0), 1586 (C=N), 1516 (C=C), 742 (C-Br). 'H-NMR
(400 MHz, DMSO-ds, 8, ppm): 7.69 -7.11 (m, Ar-H, 4H), 4.41 (s, CHz, 2H), 3.36(s, CH,
2H),:3CNMR (100MHz, DMSO-ds, 8, ppm): 165.9, 159.9, 156.9, 149.8, 129.3, 128.7, 128.6,
123.9, 123.4, 119.7, 45.8 and 34.5: LC-MS (m/z) calculated for C12HgBrN3OsS is 354.1; found:
354.1 (M+).

3-((5-(4-aminophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dioneone (5c): Molecular
formula: C12H10N4OsS, Yellow solid, Yield: 82%, Melting point: 198-200°C; FT-IR (cm-1): 3336
(-NH), 3007(Ar, CH), 2932(CH), 1712(C=0), 1591 (C=N), 1512(C=C). 'H-NMR (400 MHz,
DMSO-ds, 6, ppm):8.78-8.14 (m, Ar-H, 4H), 7.10(s, NH, 2H), 4.98 (s, CH2, 2H), 3.36(s, CH,
2H): BCNMR (100MHz, DMSO-ds, 5, ppm): 166.0, 164.6, 163.3, 161.2, 144.8, 135.0, 129.2,
128.6, 123.3, 119.4, 45.4, and 33.6: LC-MS (m/z): calculated for C12H10N4OsS is 290.2; found:
290.2 (M+).

3-((5-(4-hydroxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione (5d): Molecular
formula: C12H9N304S, Yellow solid, Yield: 73%, Melting point: 192-194°C; FT-IR (cm-1): 3315
(-OH), ): 3020 (Ar,C-H), 2927 (CH,), 1734 (C=0), 1585 (C=N), 1513 (C=C). *H-NMR (400 MHz,
DMSO-ds, 8, ppm): 9.41 (s, OH, 1H), 8.19 -7.11 (m, Ar-H, 4H), 4.54 (s, CHz, 2H), 3.35(s, CHa,
2H): ®°CNMR (100MHz, DMSO-ds, 8, ppm): 165.4, 164.6, 163.4, 161.7, 149.8, 135.0, 129.3,
128.6, 123.4, 119.7, 45.4 and 34.6: LC-MS (m/z): calculated for C12HoN304S is 291.2; found:
291.2 (M+).



3-((5-phenyl-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione (5e):

Molecular formula: C12HgN3O3S, Yellow solid, Yield: 69%, Melting point: 215-217°C; FT-IR
(cm-1): 3017 (Ar, CH), 2857 (CH>), 1736 (C=0), 1598 (C=N), 1515 (C=C). *H-NMR (400 MHz,
DMSO- ds, &, ppm): 8.40-7.11(m, Ar-H, 5H)3.35 (s, CH2, 2H), 3.05(s, CH2, 2H): ¥CNMR
(100MHz, DMSO-ds, 6, ppm): 167.0, 165.7, 163.2,162.1, 131.5, 129.3,128.6, 124.4, 123.3, 119.7,
45.8, and 35.2: LC-MS (m/z): calculated for C12HgN3OsS is 275.2; found: 275.2 (M+).

3-((5-(4-methoxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione (5f): Molecular
formula: C13H11N304S, Yellow solid, Yield: 86%, Melting point: 178-180°C; FT-IR (cm-1): 3046
(Ar, CH), 2896 (CH,), 1687(C=0), 1584 (C=N), 1515 (C=C). 'H-NMR (400 MHz, DMSO-ds, 3,
ppm): 8.16-7.07 (m, Ar-H, 4H), 4.34 (s, CHy, 2H), 3.83 (s, OCHg3, 3H), 3.32 (s, CH2, 2H): ®CNMR
(100MHz, DMSO-ds, 8, ppm): 168.8, 166.2, 165.1, 163.0, 161.8, 128.5, 124.0, 123.3, 119.7, 53.4,
45.4 and 33.6: LC-MS (m/z): calculated for C13H11N304S is 305.3; found: 305.3 (M+).

3-((5-(4-chlorophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione (5¢):

Molecular formula: C12HgCIN3O3S, Yellow solid, Yield: 81%, Melting point: 172-174°C; FT-IR
(cm-1): 3035 (Ar, CH), 2920 (CH,), 1731(C=0), 1592 (C=N), 1517(C=C). *H-NMR (400 MHz,
DMSO-ds, 5, ppm): 8.16-7.09 (m, Ar-H, 4H), 3.89 (s, CHy, 2H), 3.38(s, CH, 2H): ¥*CNMR
(100MHz, DMSO-ds, 8, ppm): 167.9, 164.7,162.2,161.7,142.3, 135.0, 129.2, 128.6, 123.3, 119.7,
46.7, and 34.4: LC-MS (m/z): calculated for C12HgCIN3OsS is 309.7; found: 309.3 (M+).

3-((5-(2-chloro-4-nitrophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione (5h):
Molecular formula: C12H7CIN4OsS, Yellow solid, Yield:74%, Melting point: 161-163°C; FT-IR
(cm-1): 3046 (Ar, CH), 2924 (CH>), 1734 (C=0), 1585 (C=N), 1514 (C=C). 'H-NMR (400 MHz,
DMSO-ds, 8, ppm): 8.19-7.11 (m, Ar-H, 3H), 4.14 (s, CHz, 2H), 3.36(s, CHz, 2H): *CNMR
(100MHz, DMSO-ds, 8, ppm): 165.9,164.3,161.9,161.0, 149.8, 135.0, 129.3, 128.6, 123.4, 119.7,
44.8 and 34.5: LC-MS (m/z): calculated for C12H7CIN4OsS is 354.7; found: 354.7 (M+).

3-((5-(4-nitrophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione(5i):

Molecular formula: C12HgN4OsS, Yellow solid, Yield: 81%, Melting point: 153-155°C; FT-IR
(cm-1): 3005 (Ar, CH), 2955 (CH2), 1735 (C=0), 1582 (C=N), 1514 (C=C). *H-NMR (400 MHz,
DMSO-ds, 8, ppm): 8.12-7.69 (m, Ar-H, 4H), 3.83 (s, CHy, 2H), 3.02(s, CH, 2H): ¥*CNMR



(100MHz, DMSO-ds, 8, ppm): 164.9, 164.0, 163.2, 162.1, 149.2, 135.105, 129.3, 128.6, 123.4,
119.7, 44.7, and 34.4: LC-MS (m/z): calculated for C12HgN4OsS is 320.2795; found: 320.2735
(M+).

3-((5-(2,4-dihydroxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione (5)):
Molecular formula: C12HoN3OsS, Yellow solid, Yield: 73%, Melting point: 204-206°C; FT-IR
(cm-1): 3326 (-OH), 3005 (Ar, CH), 2955 (CH,), 1769 (C=0), 1591 (C=N), 1521 (C=C). 'H-NMR
(400 MHz, DMSO-ds, 6, ppm: 10.14 (s, OH, 2H), 7.92-7.09 (m, Ar-H, 4H), 4.43 (s, CH2, 2H),
3.32 (s, CHz, 2H):®*CNMR (100MHz, DMSO-ds, &, ppm): 165.5, 164.6, 161.4, 149.3, 135.1,
130.4, 128.3, 122.9, 119.6, 45.4 and 34.5: LC-MS (m/z): calculated for C12HgN3OsS is 307.2;
found: 307.2 (M+).

Compound 5a : 3-((5-(2,4-dichlorophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-
dione
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Compound 5a : 3-((5-(2,4-dichlorophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-
dione:



8.176
8.170
7.124
7.100

<5
-

cl o 0X

——4.346

3360
2520

coxp( 03081,

pmssxue pumcnns

ofs
trapezoid( om. oul. sol\!. 100(3] )

zerofill ( 3
£fe( 1, rnua TRUE )
machinepha:

ppm
auto_reference( 5[%], TRUE )

Derived from:

Filename

Author

Experiment
sample_1d

solvent
Actual_Start_Time
Revision_Time

 Domain
Dim_Title
Dim_Units
Dimensions
spectrometer

Field Strength

*
(1

“Sweep
X_Sweep_Clipped
Tr_Domain

1rr_Freq
Ire_offset

- Z[ulltllpped
Tatnl Scans

Relaxation Delay
4

-0
1.96-0w 3

RRgR Ex3Rgs
g2dd ARRANE
NI |V

(o]} N—N

| D

| J J

FRHNEZLRT
SSARRARA

L

T

1.0

ppm

5a_Proton-1-1.jdf

5a_Proton-1-2.jdf
delta

proton.jxp

5a

DMS0-D6

22-DEC-2022 07:37:23
23-DEC-2022 12:11:04

(EEEEEN

single pulse
1D COMPLEX
39322
Proton
Proton

[ppm]

JNM-ECZ4005/11

9.389766(T] (400 [MHz)
1.63577856 (s]
Proton
39978219838 [MHz ]
6.5[ppm]X_Points

=1

0.61132969 [Hz]
10.01602564 [kRz]
8.01282051 [kHz]

Proton
399.78219838 [z ]
S5(ppm]

399.78219838 [MHz]

5(ppm] Blanking
SE Scans

-8
= 5[s]Recvr_Gain
21.5[dc]

9.785[us]
1.63577856(s]

4.8925 [us]
off

H
i

off

Compound 5a : 3-((5-(2,4-dichlorophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione

dEDLQ

---- PROCESSING PARAMETERS ----

sexp( 3.0{ k], 0.0[s] )

trapezoid( O[5, O[%. B80[%. 100[% )
zerofill( 2

freg 1, mtz TRUE )

muchi nephase

ppm

auto_reference( S[%, TRUE )

Derived from Sa_Carbon-1-1.jdf

Fi | ename
Aut hor

Spectromet er

Field strength
X_Acq_Duration

ns
Total _Scans

Rel axation_Del ay

T T T T T T T T T T T T T T T T _Dec
110.(200.0190.0180.0170.0160.0150.0140.0130.01 20.0110.0100.090.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0 }7i~A - bec: 62t Sure_carc

S5a_Carbon- 1- 2. df
delta

carbon. | xp
= 5a

DMO- 06
=  4-AUG- 2021 09: 38:
= 24-MAY-2022 16: 40:

= single pulse decou
1D COWLEX

X
J NM ECZ400S/ L1

=9, 389766[ Tl (400(»
| 03509 sl

rbon
voo. 525303331 Miz)
100[ ppm

32768
0.96330739( Hz)

31.56565657( kiz]
25.25252525( kHe ]

v ot on
399. 78219838 Miz]
S{ppm

2.73[us)

25. 503( dB]
25. 503 dB]
35503

Compound 5a : 3-((5-(2,4-dichlorophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5b: 3-((5-(4-bromophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5b: 3-((5-(4-bromophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5b: 3-((5-(4-bromophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione

2200259-5¢ 3 (0.101) Cm (3:7)

100+

1: TOF MS ES+
4.55e8

274.1011
n—",
I R\
Il W
|/ A ——CHz
—~ A \
S \ e
N—7
i |‘
N //ﬁ" ,—,;—,—_ﬁ{ |
Br~ T 3
- e
293.1944 Mol. Wt: 354,177
300.1728
260.0041 354 1736
Oy JRARMAALSS pouts oo sans iabag ey |l L BB M uatd B RAds Ry MRS Lt Vs Rabes nadds Rains meant ey eann T T miz
50 100 150 200 250 300 350 400 450 500 5§50 600 650 700 750 800 850 900

Compound 5c: 3-((5-(4-aminophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5c: 3-((5-(4-aminophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5c: 3-((5-(4-aminophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5c: 3-((5-(4-aminophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5d: 3-((5-(4-hydroxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione:
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Compound 5d: 3-((5-(4-hydroxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione

— ) wy @ ~
g geSeAE & 8/ 8
= b of od of M~ r~ =+ Ll L] dEDL
e ;
v |
| «--- PROCESSING PARAMETERS - ---
sexpl 0.3] He], 0.0[3]
trapezol ol O[%. O[%. 80(%, 100(% )
zerofill{ 3
it 1, TRUE, TRUE )
mechinephase
ppm
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Compound 5d: 3-((5-(4-hydroxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Recvr_Gain = 50
Tenp_Get = 20.9( 6C)
X.90_Wdth = 8 19 us)
X_Acq Time = 1, 03809024(s]
| | X_Angl e = 30[deg)
i 1] “Atn . 5114
X_Pulse . 2.73[us]
T T T T T T T T T T T T T T T T T T T T T T }"-:"-g:‘ &l ¢ gzg;{gg}
rroAtn Dec_Calc = 25,
210.0200.0190.0180.0170.0160.0150.0140.0130.0120.01 10.0100.090.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 O ;7 arn oec Defsult_cale = 25 503 dg)
1re A Noe = 25, 503{ d8}
PPM  17¢ Dec_Bandw dth_ie = 4, 7826087( kHz]

Compound 5d: 3-((5-(4-hydroxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione

2200260-5d 3 (0.101) Cm (2:7)
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Compound 5e: 3-((5-phenyl-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione:
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Compound 5e: 3-((5-phenyl-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione:
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trapezoidl 0[%. O[%. 80{%. 100[% )
zerofillf 3 )
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auto_referencel S, TRUE )
Derived from Se_Proton-1-1.jdf
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Revi sion_Tim = 24-MAY- 2022 16:45:37
| Conrent = single pul se
| Data_Formt = 1D COWPLEX
Dim3ize = 39322
%_Domi n = Proton
DimTitle = Proton
m Ui ts = [ pp
Di e nsi ons =
Spectrometer = | N ECZ4005/ L1
Field Strength = 9.389766[T] (400[ WHz)
%_Acq_Duration = 1, 63577856( 5]
x_Dommi rot on
| X Freq = 399. 78219838 M)
Al fset = 6, 51 pprl
x_Points = 16384
X Prescans =
%_Resol uti on = 0.61132969] He)
X Sweep = 10.01602564] ki
% Sweep_O1 i pped = 8. 01282051 khz)
Irr_Domin = Proton
1re_Freq = 399. 78219838( M)
Tre Offset = 5[ppni
Tri_Domin = Proton
Tri_Freq 399. 78219838 M)
ri_Offset = 5[ppni
&l anki ng = 2[us)
Cli pped = FALSE
Scans -« 8
Total_Scans =8
—- = ek S— Rel axat | on_Del ay = 5[s]
. : e - - peees - S - e perees Tn:(w,(gfm e
120 110 100 9.0 80 7.0 6.0 5.0 4.0 3.0 20 1.0 0 XEwan e ]
=] T ] (= =] % Acq Time = 1,63577856[ s]
! %_Angl e = 45{deg]
a8 2 e s ] - A
- S = - x_pulse = 4. 8925( us)
1rr_Mde = off

PPM 160~ mbge - off



Compound 5e: 3-((5-phenyl-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione:
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Compound 5e: 3-((5-phenyl-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione:
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Compound 5f: 3-((5-(4-methoxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5f: 3-((5-(4-methoxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5f: 3-((5-(4-methoxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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X_Sweep = 31, 56565657( khz]
X_Sweep_Cl i pped = 25.25252525( k]
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Compound 5f: 3-((5-(4-methoxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione

2200262-5f 3 (0.101) Cm (3:8) 1: TOF MS ES+
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Compound 5g: 3-((5-(4-chlorophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5g: 3-((5-(4-chlorophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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-+« PROCESSING PARAMETERS ----
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Compound 5g: 3-((5-(4-chlorophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5h: 3-((5-(2-chloro-4-nitrophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5h: 3-((5-(2-chloro-4-nitrophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-
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Compound 5h: 3-((5-(2-chloro-4-nitrophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-
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Compound 5i: 3-((5-(4-nitrophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5i: 3-((5-(4-nitrophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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Compound 5i: 3-
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Compound 5i: 3-((5-(4-nitrophenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione

2200266-5i 4 (0.135) Cm (3:8) 1: TOF MS ES+
293.1944 9.05e6
100
M Ay
/| W,
) I S TCH;
TR S Y e
= Ne 2~
ﬁ/
/ '\
8 AN ,/// op——
- Sy -5
0,N ~ N

Mol wt:320.279

285.1273
N
271.2083
294.1975
185.1587
254.1411 390.2735
202.0882

182.1687 ( J

0 r T T T l W |. L | ; | T T T -t T T T T T T miz

50 100 150 200 250 300 350 400 450 500 560 600 650 700

Compound 5j: 3-((5-(2,4-dihydroxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione



g 1L >x<)
@
BRUKER

o |

@
=
=N
@
(=]
£ 2
I
wy
F 8 A / 0

; : N =
/ , y HN N
/J N\ / N
HO / 1—<\ IH\ .'II _\\
o _| \ \O.-f . . /S
Lo \.C_/’ - /
Hz 11

/]

0073 £ L3 O Pme LD L 20 e L
= e L
T i e TETed
I2 L0 0T LD CN 0D E P D O et
P~ DO LD O30 DN O —

3326.04 —
- 3016.3% —
2928.36

= o
- e —— — 00 - 0 20 ]
T

I T T T
3500 3000 2500 2000 1500 1000
Wavenumber cm-1

Compound 5j: 3-((5-(2,4-dihydroxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)thiazolidine-2,4-dione
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